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Introduction

The Handbook of Aqueous Solubility Data is an extensive compilation of published data for the
solubility of a very wide variety of organic nonelectrolytes and unionized weak electrolytes in
water. It includes data for pharmaceuticals, pollutants, nutrients, herbicides, pesticides, agricultural,
industrial, and energy-related compounds. This handbook contains over sixteen thousand solubility
records for more than four thousand compounds. These data were extracted from about eighteen
hundred scientific references, contained in the AQUASOL dATADbASE.

Each compound is identified by a sequential number with molecular formula, compound name,
synonyms, molecular weight, Chemical Abstracts Service Registry Number, melting point, and
boiling point if available. For user convenience, all solubility data are converted to moles per liter
and grams per liter. Also, reported numerical temperature values are converted to centigrade. The
following symbols are included in the temperature field when non-numerical temperature descrip-
tors are reported:

amb ambient temperature
c cold water

h hot water

rt room temperature

ns temperature not stated

Each record has a five-point evaluation for the reporting of the data and a reference code for the
citation. Comments are included when necessary. The following alternatives are used in the com-
ments field:

EFG estimated from graph
LCST lower critical solution temperature
UCST upper critical solution temperature

SoLusiLITY DATA

The compounds are sorted by their molecular formula using the Hill system (number of carbons,
number of hydrogens, and then alphabetical by element), and then by name. Each compound can
contain up to 5 synonyms. This is followed by the Chemical Abstracts Service Registry Number
(RN), melting point (MP) in Celsius, molecular weight (MW), and boiling point (BP) in Celsius.
Multiple values are presented whenever available. These are sorted by temperature and then by
reference source.

CITATIONS

The reference citation is given as a four-character code, in which the first character is alphabetic
(referring to the first author’s last name) and the next three are numeric. The complete reference
citation is provided in the Reference section.

xi
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EvALUATION

Introduction

As listed in the Table of the Explanation of Evaluation Scores, a five-point evaluation is provided
for the quality of the reporting of temperature (T), purity of solute (P), equilibration time/agitation
(E), analysis (A), and accuracy and/or precision (A).

Explanation of Evaluation Scores

Score
Parameter 0 1 2
T Temperature Not given, ambient, or Given with no range Given with range
room temp
P Purity of solute Not stated or as received Stated with no range or Stated with range or

as received

altered with range or
calculated

E Equilibration time/agitation Not stated Stated briefly Described in detail
A Analysis Not stated Stated briefly or stated in Described in detail
other paper
A Accuracy and/or precision 1 significant figure or 2 significant figures or 3 significant figures or
range > 20% range 5-20% range 1-5%
INDICES

Entries in the indices are referenced to the sequential number, not to page numbers. The formulas
in Index 3 are sorted by the Hill system.

Separate indices are provided for:

Index 1: Molecular Formula
Index 2: Names and Synonyms
Index 3: Chemical Abstracts Service Registry Number (RN)



Solubility Data

1. CHBrCl,

Bromodichloromethane

Dichlorobromomethane

BDCM

RN: 75-27-4 MP (°C): -55

MW: 163.83 BP (°C): 87

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.851E-02 3.032E+00 30 M300 11222

1.812E-02 2.968E+00 30 M311 11222

2. CHBr,Cl

Chlorodibromomethane

Dibromochloromethane

CDBM

RN: 124-48-1 MP (°C): -22

MW: 208.29 BP (°C): 119.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.041E-03 1.050E+00 30 M300 11222

1.205E-02 2.509E-+00 30 M311 11222

3. CHBr;

Bromoform

Tribromomethane

Methyl tribromide

RN: 75-25-2 MP (°C): 7.5

MW: 252.75 BP (°C): 149

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
1.187E-02 3.001E+00 15 G029 10222

3.957E-03 1.000E+00 20 F300 10000

<7.91E-04 <2.00E-01 25 BO19 10120 sic
1.262E-02 3.190E+00 30 F300 10002

1.258E-02 3.180E+00 30 G029 10222

1.555E-02 3.931E+00 30 M311 11222

1.256E-02 3.174E+00 30 V009 10002

1.227E-02 3.100E+00 ns 0006 00002
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4. CHCIF,

Chlorodifluoromethane

Freon 22

Halocarbon 22

RN: 75-45-6 MP (°C): -146

MW: 86.47 BP (°C): -40.8

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.018E-01 2.610E+01 21 MO065 10212
5. CHCl,

Chloroform

Trichloromethane

Methyl trichloride

Formyl trichloride

RN: 67-66-3 MP (°C): -63

MW: 119.38 BP (°C): 61

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.896E-02 1.062E+01 0 H101 20002
7.077E-02 8.448E+00 15 G029 10222
7.134E-02 8.517E+00 15 J036 00000
6.648E-02 7.937E+00 20 E019 10110
6.785E-02 8.100E+00 20 F300 10001
6.886E-02 8.220E+00 20 H101 20002
6.869E-02 8.200E+00 20 M133 10002
6.827E-02 8.150E+00 20 M368 10001
6.648E-02 7.937E+00 20 NO034 10000
6.869E-02 8.200E+00 20 P0O46 10000
6.750E-02 8.058E+00 20 P0O73 10012
3.504E-02 4.182E+00 22 HO072 10112
7.472E-02 8.920E+00 25 BO19 10120
6.050E-02 7.222E+00 25 B173 20222
6.660E-02 7.950E+00 25 FO71 11212
6.648E-02 7.937E+00 25 G056 10002
6.813E-02 8.133E+00 25 L319 10212
6.618E-02 7.900E+00 25 MO037 11001
6.648E-02 7.937E+00 25 0026 12010
7.472E-02 8.920E+00 25 R321 12111
6.236E-02 7.444E+00 25.0 CO055 12101
6.409E-02 7.651E+00 30 G029 10222
6.500E-02 7.760E+00 30 H101 20002
2.114E-02 2.524E+00 30 M311 11222
6.411E-02 7.653E+00 30 V009 10002
6.648E-02 7.937E+00 56.1 CO055 22100
6.236E-02 7.444E+00 60 R321 12111
6.660E-02 7.950E+00 ns H123 00000

(continued)



Solubility Data

5. CHCI, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
4.168E-02 4.975E+00 ns 1306 00000

6.660E-02 7.950E+00 ns M344 00002

6.830E-02 8.153E+00 ns R028 00000

6. CHI,

Todoform

Triiodomethane

RN: 75-47-8 MP (°C): 121.5

MW: 393.73 BP (°C): 218

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.000E-04 1.181E-01 25 V009 10000

2.540E-04 9.999E-02 t D021 00110

7. CH,BrCl

Bromochloromethane

Bromo-chloro-methane

Chlorobromomethane

CBM

RN: 74-97-5 MP (°C): -86.5

MW: 129.39 BP (°C): 68.1

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.290E-01 1.669E+01 25 M342 10112

1.142E-01 1.478E+01 ns 0006 00001

8. CH,Br,

Methylene bromide

Dibrom-methan

RN: 74-95-3 MP (°C): -52.7

MW: 173.85 BP (°C): 97

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.747E-02 1.173E+01 0 H101 20002

6.652E-02 1.156E+01 15 G029 10222

6.604E-02 1.148E+01 20 H101 20002

6.259E-02 1.088E+01 25 0006 10001

6.782E-02 1.179E+01 30 G029 10222

(continued)



8. CH,Br, (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.765E-02 1.176E+01 30 H101 20002
6.779E-02 1.179E+01 30 V009 10002
6.558E-02 1.140E+01 ns F300 00002
9. CH,(l,

Methylene chloride

Dichlor-methan

Dichloromethane

Methylene dichloride

Methane dichloride

RN: 75-09-2 MP (°C): -95.1

MW: 84.93 BP (°C): 39.8

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.782E-01 2.363E+01 0 H101 20002
2.309E-01 1.961E+01 20 C057 00000
2.355E-01 2.000E+01 20 F300 10000
2.355E-01 2.000E+01 20 H101 20002
2.263E-01 1.922E+01 20 NO034 10002
1.887E-01 1.603E+01 20 NO38 10012
2.309E-01 1.961E+01 25 A094 10001
1.534E-01 1.303E+01 25 G056 10002
1.554E-01 1.320E+01 25 MO037 11002
1.554E-01 1.320E+01 25 M133 10002
1.554E-01 1.320E+01 25 P0O46 10000
2.275E-01 1.932E+01 30 V009 10002
2.284E-01 1.940E+01 ns H123 00000
10. CH,I,

Methylene iodide

Diiod-methan

RN: 75-11-6 MP (°C): 6.0

MW: 267.84 BP (°C): 181

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.110E-03 8.330E-01 25 A032 12112
4.624E-03 1.238E+00 30 G029 10222
4.594E-03 1.231E+00 30 V009 10001
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11. CH,N,

Cyanamide

Cyanamid

RN: 420-04-2 MP (°C):

MW: 42.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.057E+01 4.444E+02 ns NO13 00001

12. CH;Br

Methyl bromide

Bromomethane

Celfume

RN: 74-83-9 MP (°C): -94

MW: 94.94 BP (°C): 3.56

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.748E-01 2.609E+01 10 HO081 10202

1.893E-01 1.797E+01 17 HO081 10202

1.893E-01 1.797E+01 17 MO61 10002

1.933E-01 1.835E+01 19.9 G061 12112 774.3mm Hg @ 25 °C
1.685E-01 1.600E+01 20 G080 10001

1.659E-01 1.575E+01 20 PO81 10001

1.394E-01 1.323E+01 25 HO081 10202

1.411E-01 1.340E+01 25 Mil61 10002

1.196E-01 1.136E+01 32 HO81 10202

9.479E-03 9.000E-01 ns NO13 00001

13. CH;BrOS,

Bromomethionic acid

Methanedisulfonic acid, bromo-

RN: 187610-86-2 MP (°C):

MW: 255.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.039E+00 7.752E+02 25 B077 12002
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14. CH,C1

Methyl chloride

Chloromethane

RN: 74-87-3 MP (°C): -97.0

MW: 50.49 BP (°C): =237

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

1.531E+01 7.727E+02 0 MO61 10001 sic

1.436E-01 7.250E+00 20 M133 10002

9.069E-02 4.579E+00 20 NO034 10001

1.436E-01 7.250E+00 20 P046 10000

1.059E-01 5.347E+00 24.9 Go61 12112 756.1mm Hg
@ 25 °C

1.455E-01 7.346E+00 30 G056 10002

1.466E-01 7.400E+00 30 MO037 11001

15. CH,;CI0S,

Chloromethionic acid

Acide chloromethionique

RN: 74692-14-1 MP (°C):

MW: 210.61 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments

1.540E+01 3.243E+03 25 B075 12002

16. CH,F

Fluoromethane

Methylfluoride

RN: 593-53-3 MP (°C): -141.8

MW: 34.03 BP (°C): -78.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

~7.05E-02 ~2.40E+00 15 F300 10000

5.250E-02 1.787E+00 29.9 G061 12112 766.8mm Hg

@25 °C
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17. CH,l
Iodomethane
Methyl-iodide
Halon 10001

Methyl iodine

Methyliodide

RN: 74-88-4 MP (°C): -64

MW: 141.94 BP (°C): 42

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.103E-01 1.565E+01 0 H101 20002

9.997E-02 1.419E+01 20 H101 20002

9.727E-02 1.381E+01 20 H127 10001

9.727E-02 1.381E+01 20 1316 00000

9.600E-02 1.363E+01 20 M171 10002

9.590E-02 1.361E+01 22 FOO01 10122

9.511E-02 1.350E+01 22 F300 10002

9.590E-02 1.361E+01 22 S006 10002

1.007E-01 1.429E+01 30 H101 20002

9.957E-02 1.413E+01 30 V009 10002

8.725E-03 1.238E+00 ns 0006 00001

18. CH;NO

Formaldehyde oxime

Formaldehyd-oxim

RN: 75-17-2 MP (°C):

MW: 45.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.774E+00 1.700E+02 20 F300 10001

19. CH;NO,

Nitromethane

Nitrocarbol

NM

RN: 75-52-5 MP (°C): -29

MW: 61.04 BP (°C): 101

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.421E+00 8.676E+01 20 Cl121 00001 unit assumed, sic
1.627E+00 9.934E+01 25 F049 20200

1.802E+00 1.100E+02 25 M136 20002

1.802E+00 1.100E+02 25 M139 20002

3.039E-01 1.855E+01 ns D348 00000
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20. CH;N;,
5-Aminotetrazole

5-Amino-tetrazol
RN: 4418-61-5 MP (°C): 204

MW: 85.07 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.411E-01 1.200E+01 18 F300 10001
21. CH,

Methane

Methan

RN: 74-82-8 MP (°C): -183

MW: 16.04 BP (°C): -161

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.468E-03 3.960E-02 0 F300 10002
2.210E-03 3.545E-02 4.99 C115 20222
1.926E-03 3.090E-02 9.99 C115 20222
1.633E-03 2.620E-02 14.99 C115 20222
1.567E-03 2.513E-02 19.8 G058 10002
1.511E-03 2.424E-02 19.99 Cl115 20222
1.446E-03 2.320E-02 20 F300 10002
1.381E-03 2.215E-02 24.99 C115 20222
1.521E-03 2.440E-02 25 MO001 21222
1.521E-03 2.440E-02 25 MO002 22122
1.502E-03 2.410E-02 25 M040 10012
1.550E-03 2.487E-02 25 M102 12212
1.266E-03 2.030E-02 29.99 Cl15 20222
1.189E-03 1.907E-02 34.99 Cl115 20222
1.079E-03 1.732E-02 39.99 Cl115 20222
1.056E-03 1.693E-02 40 S212 21222
1.055E-03 1.693E-02 44.99 Cl115 20222
8.477E-04 1.360E-02 50 F300 10002
9.000E-04 1.444E-02 60 S212 21222
8.000E-04 1.283E-02 80 S212 21222
1.434E-03 2.300E-02 ns MO091 01002

1.378E-03 2.210E-02 ns S212 21222
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22. CH,N,0

Urea

Harnstoff

Uree

RN: 57-13-6 MP (°C): 132.7

MW: 60.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.680E+00 4.012E+02 0 F300 10002

4.757TE+00 2.857E+02 0 JO21 10002

6.680E+00 4.012E+02 0 MO043 10001

6.680E+00 4.012E+02 0 P023 12112

7.297E+00 4.382E+02 5 D041 10001

5.088E+00 3.056E+02 7 JO21 10002

5.246E+00 3.151E+02 10 D020 12112

5.246E+00 3.151E+02 10 D060 22112

7.651E+00 4.595E+02 10 M043 10001

7.602E+00 4.565E+02 10 P023 12112

5.550E+00 3.333E+02 17 JO21 10002

7.382E+00 4.433E+02 18.72 S131 22112 recrystallized
5.536E+00 3.324E+02 20 C052 12112

5.617E+00 3.373E+02 20 JO21 10002

8.529E+00 5.122E+02 20 M043 10002

8.517E+00 5.115E+02 20 P023 12112

7.594E+00 4.561E+02 21.59 S131 22112 recrystallized
7.738E+00 4.647E+02 23.85 S131 22112 recrystallized
5.874E+00 3.528E+02 25 D020 12112

9.058E+00 5.440E+02 25 D041 10002

5.874E+00 3.528E+02 25 D060 22112

8.326E+00 5.000E+02 25 M136 20002

7.910E+00 4.750E+02 26.83 S131 22112 recrystallized
7.966E+00 4.784E+02 27.31 S131 22112 recrystallized
9.566E+00 5.745E+02 30 M043 10002

9.596E+00 5.763E+02 30 P023 12112

8.171E+00 4.907E+02 30.38 S131 22112 recrystallized
6.244E+00 3.750E+02 35 JO21 10002

1.712E+01 1.028E+03 35 S200 10002 loc. cit.
8.469E+00 5.086E+02 35.15 S131 22112 recrystallized
8.465E+00 5.083E+02 35.42 S131 22112 recrystallized
8.575E+00 5.150E+02 37.36 S131 22112 recrystallized
1.038E+01 6.232E+02 39.7 P023 12112

6.392E+00 3.839E+02 40 D020 12112

6.392E+00 3.839E+02 40 D060 22112

1.037E+01 6.226E+02 40 MO043 10002

1.837E+01 1.103E+03 40 S200 10002 loc. cit.
8.822E+00 5.298E+02 41.11 S131 22112 recrystallized
8.982E+00 5.394E+02 43.85 S131 22112 recrystallized
8.967E+00 5.386E+02 43.94 S131 22112 recrystallized
1.961E+01 1.178E+03 45 S200 10002 loc. cit.
9.107E+00 5.469E+02 46.56 S131 22112 recrystallized
1.119E+01 6.721E+02 50 P023 12112

(continued)
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22. CH,N,O (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.109E+01 1.267E+03 50 S200 10002 loc. cit.
1.122E+01 6.736E+02 50.6 P023 12112

9.560E+00 5.742E+02 54.77 S131 22112 recrystallized
9.584E+00 5.756E+02 54.97 S131 22112 recrystallized
2.283E+01 1.371E+03 55 5200 10002 loc. cit.
9.649E+00 5.795E+02 55.88 S131 22112 recrystallized
9.681E+00 5.814E+02 57.02 S131 22112 recrystallized
9.806E+00 5.889E+02 59.13 S131 22112 recrystallized
6.936E+00 4.166E+02 60 JO21 10002

9.847E+00 5.914E+02 60 K013 10112

1.189E+01 7.143E+02 60 M043 10002

2.422E+01 1.455E+03 60 5200 10002 loc. cit.
1.184E+01 7.110E+02 60.0 P023 12112

9.930E+00 5.963E+02 61.76 S131 22112 recrystallized
1.005E+01 6.034E+02 63.79 S131 22112 recrystallized
1.009E+01 6.060E+02 65 K013 10112

2.570E+01 1.543E+03 65 S200 10002 loc. cit.
1.244E+01 7.468E+02 68.5 P023 12112

1.020E+01 6.127E+02 68.50 MO059 11212

1.270E+01 7.629E+02 70 F300 10002

7.206E+00 4.328E+02 70 Jo21 10002

1.033E+01 6.206E+02 70 K013 10112

1.263E+01 7.588E+02 70 P023 12112

2.730E+01 1.640E+03 70 5200 10002 loc. cit.
1.038E+01 6.231E+02 70.49 S131 22112 recrystallized
1.048E+01 6.295E+02 73.11 S131 22112 recrystallized
1.057E+01 6.345E+02 75 K013 10112

1.048E+01 6.296E+02 75.30 MO059 11212

1.079E+01 6.480E+02 80 KO13 10112

1.332E+01 8.000E+02 80 M043 10002

1.090E+01 6.546E+02 84.40 MO059 11212

1.101E+01 6.610E+02 85 K013 10112

3.229E+01 1.939E+03 85 S200 10002 loc. cit.
1.122E+01 6.738E+02 90 K013 10112

3.426E+01 2.058E+03 90 S200 10002 loc. cit.
1.131E+01 6.791E+02 93.80 MO059 11212

1.142E+01 6.858E+02 95 KO13 10112

3.611E+01 2.169E+03 95 S200 10002 loc. cit.
1.161E+01 6.975E+02 100 K013 10112

1.465E+01 8.795E+02 100 M043 10002

3.778E+01 2.269E+03 100 S200 10002 loc. cit.
1.177E+01 7.066E+02 104.40 MO059 11212

1.199E+01 7.199E+02 109.90 MO059 11212

1.219E+01 7.321E+02 115.30 MO059 11212

1.229E+01 7.383E+02 118.30 MO059 11212

1.234E+01 7.411E+02 118.70 MO059 11212

1.245E+01 7.479E+02 121.90 MO059 11212

1.249E+01 7.503E+02 123.20 MO059 11212

1.264E+01 7.592E+02 127.50 MO059 11212

(continued)
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22. CHyN,O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.269E+01 7.619E+02 128.80 MO059 11212

1.281E+01 7.694E+02 132.60 MO059 11212

1.665E+01 1.000E+03 ns B338 00001

1.332E+01 8.000E+02 ns D072 00000

23. CH,N,S

Thiourea

Thiouree

RN: 62-56-6 MP (°C): 176

MW: 76.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.136E-01 4.671E+01 0 MO043 10001

9.731E-01 7.407E+01 10 MO043 10001

1.118E+00 8.507E+01 10 0017 10112

1.206E+00 9.180E+01 13 F300 10002

1.206E+00 9.179E+01 13 0019 10012

1.383E+00 1.053E+02 15 0017 10112

1.573E+00 1.197E+02 20 M043 10002

1.544E+00 1.175E+02 20 0017 10112

1.085E+00 8.257E+01 25 1310 00000

1.759E+00 1.339E+02 25 0017 10112

2.199E+00 1.674E+02 30 MO043 10002

3.093E+00 2.355E+02 40 M043 10002

5.455E+00 4.152E+02 60 MO043 10001

7.617E+00 5.798E+02 80 MO043 10002

9.250E+00 7.041E+02 100 MO043 10002

7.882E-01 6.000E+01 ns D072 00000

24. CH\N,0,

a-Nitroguanidine

Nitroguanidine

Nitroguanidin

RN: 556-88-7 MP (°C): 235

MW: 104.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (] #) (TPEAA) Comments
2.597E-02 2.703E+00 19.5 D027 12002

1.173E-01 1.221E+01 25 D022 11222

4.228E-02 4.400E+00 25 F300 10001

4.305E-02 4.480E+00 29.87 MO028 12210 EFG
1.122E-01 1.167E+01 50 D027 12002

3.070E-01 3.195E+01 71.67 MO028 12210 EFG
5.695E-01 5.927E+01 83.98 MO028 12210 EFG
9.025E-01 9.392E+01 100 D027 12002

7.620E-01 7.930E+01 100 F300 10002
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25.CH,0

Methanol

Methyl alcohol

RN: 67-56-1 MP (°C): -97.8

MW: 32.04 BP (°C): 64.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.689E+01 5.411E+02 ns L003 00212

26. CH,O,S,

Methionic acid

Acide methionique

Methanedisulfonic acid

RN: 503-40-2 MP (°C): 98.0

MW: 176.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.395E+01 2.458E+03 25 B0O75 12002

4.035E+00 7.108E+02 25 B076 12002

4.862E+00 8.566E+02 25 F300 10002

27. CH,OS,.H,0

Methionic acid (monohydrate)

RN: 503-40-2 MP (°C):

MW: 194.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.409E+00 8.562E+02 25 B076 12002

28. CH;N

Methylamine

Aminomethane

Carbinamine

Mercurialin

RN: 74-89-5 MP (°C): -93.5

MW: 31.06 BP (°C): -6.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.906E+01 5.920E+02 4.50 F300 10002

2.963E+01 9.202E+02 12.5 D041 10002

2.147E4+01 6.667E+02 12.50 MO081 10002

1.916E+01 5.951E+02 20 MO81 10002

(continued)
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28. CH;N (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.789E401 5.556E+02 25 MO81 10002

1.664E+01 5.169E+02 30 MO081 10002

1.380E+01 4.286E+02 40 MO81 10001

1.143E+01 3.548E+02 50 MO81 10001

9.034E+00 2.806E+02 60 MO081 10001

29. CH;N.O,

Nitroaminoguanidine

Hydrazinecarboximidamide, N-nitro-

1-Amino-3-nitroguanidine

3-Amino-1-nitroguanidine

1-Amino-2-nitroguanidine

1-Nitro-3-aminoguanidine

RN: 18264-75-0 MP (°C): 185

MW: 119.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.360E-02 1.619E+00 9.33 M047 22110 EFG
2.254E-02 2.684E+00 20.96 M047 22110 EFG
3.567E-02 4.248E+00 29.87 M047 22110 EFG
4.384E-02 5.221E+00 34.53 MO047 22110 EFG
7.087E-02 8.440E+00 44.30 M047 22110 EFG
9.318E-02 1.110E+01 49.42 M047 22110 EFG
30. CH;0;As

Methanearsonic acid

MAA

Methylarsonsaeure

RN: 124-58-3 MP (°C): 132

MW: 139.97 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.456E+4+00 2.038E+02 20 B200 10002

1.563E4+00 2.188E+02 25 D305 10001
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31. CH As

Methylarsine

Methylarsin

RN: 593-52-2 MP (°C):  -143

MW: 91.97 BP (°C): 2

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.242E-04 8.500E-02 20 F300 10001
32. CBr(CIF,

Bromochlorodifluoromethane

Halon 1211

Chlorodifluorobromomethane
Bromochlorodifluoromethine

RN: 353-59-3 MP (°C):

MW: 165.37 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
9.555E-05 1.580E-02 0 G055 12221

33. CBr,F

Tribromo-fluoro-methane
Methane, tribromofluoro-
Fluorotribromomethane

RN: 353-54-8 MP (°C):

MW: 270.74 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
1.477E-03 3.998E-01 25 0006 10001

34. CBr,

Carbon tetrabromide

Tetrabromomethane

RN: 558-13-4 MP (°C): 89

MW: 331.65 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
7.235E-04 2.399E-01 30 G029 10221

6.998E-04 2.321E-01 30 V009 10000
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35. CCIN

Cyanogen chloride

Chlorcyan

RN: 506-77-4 MP (°C): -6

MW: 61.47 BP (°C): 13.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.761E-01 6.000E+01 0 F300 10000

36. CCIN;0,

Chlorotrinitromethane

Chlor-trinitro-methan

RN: 1943-16-4 MP (°C):

MW: 185.48 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.186E-02 2.200E+00 20 F300 10001

37. CCLF,

Dichlorodifluoromethane

Difluorodichloromethane

Freon 12

RN: 75-71-8 MP (°C): —158

MW: 120.91 BP (°C): -29.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.544E-02 1.867E+00 21 M065 10212

2.316E-03 2.800E-01 25 M133 10002

2.316E-03 2.800E-01 25 PO46 10000

2.315E-03 2.799E-01 25 R0O48 00000

38. CCL,F

Trichlorofluoromethane

Fluorotrichloromethane

Freon 11

RN: 75-69-4 MP (°C): -111

MW: 137.37 BP (°C): 237

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
1.020E-02 1.401E+00 20 HO041 00000

8.008E-03 1.100E+00 20 M133 10002

8.008E-03 1.100E+00 20 P046 10000

1.020E-02 1.401E+00 21 HO41 00000

(continued)
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38. CCLF (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.013E-03 1.101E4+00 25 HO041 00000

7.999E-03 1.099E+00 25 R048 00000

7.997E-03 1.099E+00 27 HO41 00000

7.853E-03 1.079E+00 30 HO41 00000

9.892E-03 1.359E+00 31 HO041 00000

4.152E-03 5.703E-01 50 HO41 00000

2.258E-03 3.102E-01 75 HO041 00000

39. CCL,NO,

Chloropicrin

Chlorpikrin

RN: 76-06-2 MP (°C): -64

MW: 164.38 BP (°C): 112

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.381E-02 2.270E+00 0 Mi161 10002

1.396E-02 2.295E+00 20 Cl121 10001 unit assumed, sic
1.186E-02 1.950E+00 20 G080 10001

9.718E-03 1.597E+00 20 MO061 10001

1.214E-02 1.996E+00 20 PO81 10000

9.874E-03 1.623E+00 25 F300 10002

1.217E-02 2.000E400 ns NO13 00002

40. CCl,

Carbon tetrachloride

Tetrachloromethane

Methane tetrachloride

RN: 56-23-5 MP (°C): -23

MW: 153.82 BP (°C): 76.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.306E-03 9.700E-01 0 H101 20001

5.002E-03 7.694E-01 15 G029 10221

5.002E-03 7.694E-01 15 JO36 00000

5.197E-03 7.994E-01 20 CI121 10000 unit assumed, sic
5.201E-03 8.000E-01 20 H101 20001

5.201E-03 8.000E-01 20 M040 10012

5.103E-03 7.850E-01 20 M133 10002

5.200E-03 7.999E-01 20 M312 10002

4.612E-03 7.095E-01 20 NO038 10012

5.103E-03 7.850E-01 20 P0O46 10000

(continued)
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40. CCl, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.494E-03 9.990E-01 25 BO19 10120
4.920E-03 7.568E-01 25 B173 20222
5.000E-03 7.691E-01 25 G038 12221
5.000E-03 7.691E-01 25 G053 21211
5.197E-03 7.994E-01 25 G056 10002
5.197E-03 7.994E-01 25 L319 10211
5.201E-03 8.000E-01 25 MO037 11000
5.197E-03 7.994E-01 25 MO61 10000
1.820E-03 2.800E-01 25 Mi6l 10001
5.006E-03 7.700E-01 25 M368 10001
1.038E-02 1.597E+00 25 NO034 10001 sic
5.556E-03 8.546E-01 25 S133 11111
5.262E-03 8.093E-01 30 G029 10221
5.526E-03 8.500E-01 30 H101 20001
5.296E-03 8.146E-01 30 V009 10001
5.201E-03 8.000E-01 ns FO71 01212
5.201E-03 8.000E-01 ns HO080 00002
3.249E-03 4.998E-01 ns 1306 00000
5.201E-03 8.000E-01 ns M344 00002
41. CF,

Carbon tetrafluoride

Tetrafluoromethane

RN: 75-73-0 MP (°C): —184

MW: 88.00 BP (°C): —128

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.319E-04 2.041E-02 19.99 Cl115 20222
2.083E-04 1.833E-02 24.99 C115 20222
2.111E-04 1.858E-02 25 D055 10001
1.940E-04 1.707E-02 29.99 Cl15 20222
42. COS

Carbonyl sulfide

Kohlenoxidsulfid

RN: 463-58-1 MP (°C): —138

MW: 60.07 BP (°C): =50

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.259E-02 3.760E+00 0 F300 10002
2.081E-02 1.250E+00 25 F300 10002




18 Handbook of Aqueous Solubility Data

43. CO,

Carbon dioxide
Carbonic acid gas
Carbonic anhydride

RN: 124-38-9 MP (°C): =57

MW: 44.01 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
8.641E-02 3.803E+00 16 B109 10002 unit assumed, sic
8.377E-02 3.687E+00 17 B109 10002 unit assumed, sic
8.641E-02 3.803E+00 18 B109 10002 unit assumed, sic
8.123E-02 3.575E+00 18 B109 10002 unit assumed, sic
7.886E-02 3.471E+00 19 B109 10002 unit assumed, sic
7.654E-02 3.369E+00 20 B109 10002 unit assumed, sic
7.432E-02 3.271E4+00 21 B109 10002 unit assumed, sic
7.427E-02 3.269E+00 21 B109 10002 unit assumed, sic
7.213E-02 3.174E+00 22 B109 10002 unit assumed, sic
6.582E-02 2.897E+00 25 B109 10002 unit assumed, sic
3.360E-02 1.479E+00 25 H124 10012

6.204E-02 2.730E4+00 27 B109 10002 unit assumed, sic
6.127E-02 2.696E+00 28 B109 10002 unit assumed, sic
5.714E-02 2.515E+00 30 B109 10002 unit assumed, sic
44. CS,

Carbon disulfide

Carbon disulphide

Schwefelkohlenstoff

RN: 75-15-0 MP (°C): -112

MW: 76.14 BP (°C): 46.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.679E-02 2.040E+00 0 F300 10002

3.257E-02 2.480E+00 0 HI101 20002

2.883E-02 2.195E4+00 20 Cl121 00001 unit assumed, sic
2.351E-02 1.790E+00 20 F300 10002

2.850E-02 2.170E+00 20 G080 10001

2.844E-02 2.165E+00 20 MO061 10002

3.850E-02 2.931E+00 20 NO038 10012

2.889E-02 2.200E+00 22 PO76 12111

3.746E-02 2.852E+00 25 L319 10211

2.036E-02 1.550E+00 30 F300 10002

2.889E-02 2.200E+00 32 Ml61 10001

2.627E-02 2.000E+00 ns NO13 00002
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45. C,HBrCIF,

Halothane

2-Bromo-2-chloro-1,1,1-trifluoroethane

Fluothane

RN: 151-67-7 MP (°C): <25

MW: 197.39 BP (°C): 50.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.742E-02 3.438E+00 ns R0O28 00000

46. C,HCl,

Trichloroethylene

Trichloroethene

Trichloro-ethylene

Ethinyl trichloride

Acetylene trichloride

1,1,2-Trichloroethylene

RN: 79-01-6 MP (°C):  -87

MW: 131.39 BP (°C): 86.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.372E-03 1.100E400 20 M133 10002

9.654E-03 1.268E+00 20 P041 10001

8.372E-03 1.100E+00 20 P046 10000

7.603E-03 9.990E-01 25 A09%4 10001

1.120E-02 1.472E4+00 25 B173 20222

8.363E-03 1.099E+00 25 G056 10002

8.372E-03 1.100E+00 25 MO037 11001

1.040E-02 1.366E+00 25 M342 10112

8.372E-03 1.100E+00 25 M368 10001

8.363E-03 1.099E+00 25 N034 10001

3.032E-02 3.984E+00 25 N309 10001 sic
5.656E-03 7.431E-01 30 M311 11222

9.274E-03 1.219E+00 37 P041 10001

8.363E-03 1.099E+00 ns 0006 00001

47. C,HCL,;0.H,0

Chloral (monhydrate)

Chloral-hydrat

RN: 302-17-0 MP (°C): 570

MW: 165.40 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
2.056E+00 3.400E+02 0 F300 10002

4.837E+00 8.000E+02 11.30 F300 10002

5.629E+00 9.310E+02 38.10 F300 10002

4.794E+00 7.930E+02 It D021 00112
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48. C,H(C1,0,

Trichloroacetic acid

TCA

RN: 76-03-9 MP (°C): 57.5

MW: 163.39 BP (°C): 196.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.338E+00 5.455E+02 25 B185 00000

5.685E+00 9.289E+02 25 B200 10002

2.146E4+00 3.506E+02 25 FO18 10001

4.024E+00 6.575E+02 25 K040 12122

1.000E+01 1.634E+03 ns M163 00000 EFG
2.146E+00 3.506E+02 ns NO13 00001

49. C,HCl;,

Pentachloroethane

Pentachloro-ethane

Pentalin

Pentachlorethane

Ethane pentachloride

RN: 76-01-7 MP (°C): -29

MW: 202.30 BP (°C): 161

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
2.322E-03 4.698E-01 20 V009 10001

2.470E-03 4.998E-01 25 G056 10002

2.472E-03 5.000E-01 25 MO037 11001

2.373E-03 4.800E-01 ns H123 00000

2.322E-03 4.698E-01 ns 0006 00001

50. C,H,

Acetylene

Acetylen

RN: 74-86-2 MP (°C): =81

MW: 26.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
7.796E-02 2.030E+00 0 F300 10002 sic
4.609E-02 1.200E+00 20 F300 10002 sic
1.862E+01 4.848E+02 25 M101 10002

1.959E-02 5.100E-01 60 F300 10001 sic
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51. C,H,Br,
sym-Tetrabromoethane
1,1,2,2-Tetrabrom-aethan
Acetylene tetrabromide
1,1,2,2-Tetrabromoethane

21

Tetrabromoacetylene

RN: 79-27-6 MP (°C): 0

MW: 345.67 BP (°C): 151

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.880E-03 6.500E-01 30 F300 10001
1.879E-03 6.496E-01 30 0006 10001
52. C,H,Cl,

Vinylidene chloride

1,1-Dichloroethylene

RN: 75-35-4 MP (°C): -122.0

MW: 96.94 BP (°C): 31.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.470E-02 2.394E+400 15 D086 10221
2.624E-02 2.544E+400 17 D086 10222
4.126E-03 4.000E-01 20 M133 10002
4.126E-03 4.000E-01 20 P0O46 10000
2.572E-02 2.494E+400 20.5 D086 10221
2.316E-02 2.245E4+00 25 D086 10222
2.470E-02 2.394E+00 28.5 D086 10221
2.624E-02 2.544E+00 29.5 D086 10222
2.302E-02 2.232E+00 30 M311 11222
2.264E-02 2.195E+00 38.5 D086 10221
2.162E-02 2.096E+00 45 D086 10221
2.367E-02 2.295E+00 51 D086 10221
2.162E-02 2.096E+00 55 D086 10221
2.470E-02 2.394E+00 60 D086 10221
2.316E-02 2.245E+00 65 D086 10222
3.034E-02 2.941E+00 71 D086 10222
2.572E-02 2.494E+00 74.5 D086 10221
3.034E-02 2.941E+00 81 D086 10222
3.803E-02 3.686E+00 85.5 D086 10221
3.598E-02 3.488E+00 90.5 D086 10221
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53. C,H,(Cl,
cis-Acetylene dichloride
cis-1,2-Dichloroethylene
cis-Dichlorethylene

RN: 156-59-2 MP (°C): -80

MW: 96.94 BP (°C): 60

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
3.610E-02 3.500E+00 25 MO037 11001

54. C,H,Cl,

trans-Acetylene dichloride
trans-1,2-Dichloroethylene
trans-Dichlorethylene

RN: 156-60-5 MP (°C): =50

MW: 96.94 BP (°C): 48

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.499E-02 6.300E+00 25 MO037 11001

55. C,H,CL,As

Chlorovinyldichloroarsine
Chlorvinylarsin-dichlorid

RN: 541-25-3 MP (°C):

MW: 207.32 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.412E-03 5.000E-01 20 F300 10000

56. C,H,Cl,

1,1,1,2-Tetrachloroethane
Ethane, 1,1,1,2-tetrachloro-

F 1300

TCA

HCC 130«

RN: 630-20-6 MP (°C): —44

MW: 167.85 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.141E-03 1.199E+00 0 V009 10002
6.487E-03 1.089E+00 20 V009 10002
1.723E-02 2.892E+00 25 G056 10002
<1.66E-02 <2.79E+00 25.50 0005 20221
6.843E-03 1.149E+00 35 V009 10002

7.438E-03 1.248E+00 50 V009 10002
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57. C,H,Cl,
1,1,2,2-Tetrachloroethane
sym-Tetrachloroethane
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RN: 79-34-5 MP (°C): -36

MW: 167.85 BP (°C): 146.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.924E-02 3.230E+00 20 C09%4 10002
1.758E-02 2.951E+400 23.5 S171 21222
1.770E-02 2.971E+4+00 25 B173 20222
1.782E-02 2.991E4+00 25 F050 10000
1.728E-02 2.900E+00 25 MO037 11001
1.737E-02 2.915E+4+00 30 M311 11222
58. C,H,0,

Oxalic acid

Oxalsaeure

RN: 144-62-7 MP (°C): 189

MW: 90.04 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
3.683E-01 3.316E+01 0 C066 10112
3.665E-01 3.300E+01 0 L041 10011
3.756E-01 3.382E+01 0 M043 10001
4.907E-01 4.418E+01 4.99 A339 00000
6.287E-01 5.660E+01 10 M043 10001
5.912E-01 5.323E+01 9.99 A339 00000
7.752E-01 6.979E+01 14.99 A339 00000
7.441E-01 6.700E+01 15 F066 22221
7.464E-01 6.720E+01 15 F300 10002
7.775E-01 7.000E+01 15 L041 10011
9.468E-01 8.524E+01 19.99 A339 00000
9.219E-01 8.300E+01 20 F066 22221
9.219E-01 8.300E+01 20 F300 10001
9.552E-01 8.600E+01 20 L041 10011
9.636E-01 8.676E+01 20 M043 10001
8.836E-01 7.956E+01 20 M171 10001
1.146E+00 1.032E+02 24.99 A339 00000
1.088E+00 9.800E+01 25 F066 22221
1.378E+00 1.240E+02 25 F317 21112
2.480E+00 2.233E+02 25 HO084 10002
1.190E+00 1.071E+02 25 H430 00000
2.409E+00 2.169E+02 25 K040 10212
1.317E+00 1.186E+02 29.99 A339 00000
1.407E+00 1.266E+02 30 M043 10002
1.623E+00 1.461E+02 34.99 A339 00000
1.710E+00 1.540E+02 35 L041 10012
1.903E+00 1.713E+02 39.99 A339 00000

(continued)
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58. C,H,0, (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.973E4+00 1.776E+02 40 MO043 10002

2.199E+00 1.979E+02 44.99 A339 00000

2.527E+00 2.275E+02 49.99 A339 00000

2.150E4+00 1.935E+02 50 C066 10112

2.821E+00 2.540E+02 50 L041 10012

2.867E4+00 2.581E+02 54.99 A339 00000

3.121E+00 2.810E+02 59.99 A339 00000

3.410E+00 3.070E+02 60 M043 10002

3.661E+00 3.296E+02 64.99 A339 00000

4.121E4+00 3.710E+02 65 L041 10012

3.583E+00 3.226E+02 80 C066 10112

5.084E+00 4.577E+02 80 M043 10002

6.059E+00 5.455E+02 90 F300 10002

59. C,H,0,.2H,0

Oxalic acid dihydrate

Ethanedioic acid, dihydrate

RN: 6153-56-6 MP (°C): 101

MW: 126.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
1.443E-02 1.820E+00 23 C038 22220 EFG, 0.1N HCI
1.070E-02 1.349E+00 30 C038 22220 EFG, 0.1N HCI
7.234E-03 9.120E-01 35 C038 22220 EFG, 0.1N HCI
60. C,H;Br,0

2,2,2-Tribromoethanol

2,2,2-Tribrom-aethanol

RN: 75-80-9 MP (°C): 80

MW: 282.77 BP (°C): 92

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.206E-01 3.410E+401 40 F300 10002
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61. C,H,Cl

Vinyl chloride

Chloroethylene

RN: 75-01-4 MP (°C):  -153.0

MW: 62.50 BP (°C): -13.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.600E-04 6.000E-02 10 M133 10001 sic
9.600E-04 6.000E-02 10 P046 10000 sic
1.506E-01 9.411E+00 15 D086 10221

1.576E-01 9.852E+00 16 D086 10222

1.081E-01 6.754E+00 20 NO034 10001

1.451E-01 9.067E+00 20.5 D086 10222

<1.76E-02 <1.10E+00 25 1310 00000

1.396E-01 8.723E+00 26 D086 10221

1.411E-01 8.821E+00 29.5 D086 10221

1.490E-01 9.312E4+00 35 D086 10221

1.411E-01 8.821E+00 41 D086 10221

1.396E-01 8.723E+00 46.5 D086 10221

6.717E-03 4.198E-01 50 MO065 00211

1.506E-01 9.411E+00 55 D086 10221

1.459E-01 9.116E4+00 65 D086 10221

1.553E-01 9.705E+00 72.5 D086 10221

1.584E-01 9.901E+00 80 D086 10222

1.772E-01 1.108E+01 85 D086 10222

62. C,H,;Cl,NO,

1,1-Dichloro-1-nitroethane

Dichloronitroethane

Ethide

RN: 594-72-9 MP (°C):

MW: 143.96 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
3.456E-02 4.975E+00 20 Cl121 10000 unit assumed, sic
1.732E-02 2.494E+00 20 MO061 10001
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63. C,H,Cl,
1,1,1-Trichloroethane
1,1,1-Trichloroethane
Trichloroethane
1,1,1-Trichloethane

RN: 71-55-6 MP (°C): 35

Handbook of Aqueous Solubility Data

MW: 133.41 BP (°C): 74.1

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.190E-02 1.587E+00 0 V009 10002
1.342E-02 1.790E+00 3.5 C09%4 10002
1.019E-02 1.360E+00 20 C094 10102
3.358E-02 4.480E+00 20 G056 10002
3.598E-03 4.800E-01 20 M133 10002
9.895E-03 1.320E+00 20 M368 10001
3.598E-03 4.800E-01 20 P0O46 10000
9.882E-03 1.318E+00 20 V009 10002
8.797E-03 1.174E+00 23.5 S171 21222
5.244E-03 6.995E-01 25 A09%4 10000
1.000E-02 1.334E+00 25 B173 20222
3.284E-02 4.381E+00 25 N309 10001 sic
9.732E-03 1.298E+00 25 0006 10001
3.597E-03 4.798E-01 30 M311 11222
9.433E-03 1.258E+00 35 V009 10002
9.583E-03 1.278E+00 50 V009 10002
5.397E-03 7.200E-01 ns H123 00000
64. C,H,Cl,

1,1,2-Trichloroethane

1,1,2-p-Trichloroethane

RN: 79-00-5 MP (°C): =37

MW: 133.41 BP (°C): 113

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.477E-02 4.638E+00 0 V009 10002
3.254E-02 4.341E+00 20 V009 10002
3.804E-02 5.074E+00 25 C119 22222
3.298E-02 4.400E+00 25 MO037 11001
3.272E-02 4.365E4+00 30 M311 11222
3.417E-02 4.559E+00 35 V009 10002
3.967E-02 5.292E+00 55 V009 10002
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65. C,H,FO,

Fluoroacetic acid

Essigsacurefluorid

RN: 144-49-0 MP (°C):

MW: 78.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.407E-04 5.000E-02 20 F300 10000

66. C,H;N

Acetonitrile

Acetonitril

RN: 75-05-8 MP (°C): —-45

MW: 41.05 BP (°C): 81.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
>1.95E+01 >8.00E+02 25 BO19 10120

67. C,H;N

Methylisocyanide

Methyl-isocyanid

RN: 593-75-9 MP (°C):

MW: 41.05 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
2.217E4+00 9.100E+01 15 F300 10001

68. C,H;NS

Methyl isothiocyanate

Isothiocyanatomethane

RN: 556-61-6 MP (°C): 35

MW: 73.12 BP (°C): 119

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.039E-01 7.600E+00 20 Mi61 10001

1.032E-01 7.543E+00 20 0300 10001

1.085E-01 7.937E+00 20 PO81 10000
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69. C,H,

Ethylene

Ethene

RN: 74-85-1 MP (°C):  -169

MW: 28.05 BP (°C): 102

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.129E+400 2.000E+02 0 R0O28 00000
3.240E+00 9.091E+01 25 R0O28 00000
3.187E+00 8.942E+01 30 Cl16 00000
70. C,H,BrCl

Ethylene chlorobromide
1-Bromo-2-chloroethane

RN: 107-04-0 MP (°C): =17

MW: 143.42 BP (°C): 106

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) Q) (#) (TPEAA) Comments
4.778E-02 6.853E4+00 20 Cl121 10001 unit assumed, sic

71. C,H,Br,
1,2-Dibromoethane

Ethylene dibromide

Curafume

Haltox

1,2-Dibromaethan

RN: 106-93-4 MP (°C): 9.97

MW: 187.87 BP (°C): 131.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.777E-02 3.339E+00 0 V009 10002
2.078E-02 3.905E+00 15 G029 10222
1.874E-02 3.520E+00 20 C094 10102
2.279E-02 4.282E+00 20 Cl121 10001 unit assumed, sic
1.794E-02 3.370E+00 20 G080 10001
2.300E-02 4.321E+00 20 M312 10001
1.592E-02 2.991E+00 20 PO81 10000
2.142E-02 4.024E+00 20 V009 10002
2.210E-02 4.153E+00 25 0006 10002
2.294E-02 4.310E4+00 30 F300 10002
2.284E-02 4.292E+00 30 G029 10222
2.279E-02 4.282E+00 30 MO61 10001
2.289E-02 4.300E+00 30 Mie6l 10001
2.390E-02 4.490E+00 35 V009 10002

2.817E-02 5.292E+00 50 V009 10002
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72. C,H,CINO

Acetohydroxamic acid chloride
Acethydroximsaeure-chlorid

2-Chloroacetamide
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Chloroacetamide

Chloressigsaeureamid

Essigsaeure-N-chloramid

RN: 79-07-2 MP (°C): 119.5

MW: 93.51 BP (°C): 225

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

9.624E-01 9.000E+01 24 F300 10000

73. C,H,CINO,

1-Chloro-1-nitroethane

1-Chloronitroethane

RN: 598-92-5 MP (°C):

MW: 109.51 BP (°C): 124
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
3.638E-02 3.984E+00 20 C121 10000 unit assumed, sic
3.638E-02 3.984E+00 20 MO061 10000

74. C,H,Cl,

Ethylidene chloride

1,1-Dichloraethan

1,1-Dichloroethane

RN: 75-34-3 MP (°C): -97

MW: 98.96 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

6.669E-02 6.600E+00 0 F300 10001

6.629E-02 6.560E+00 0 H101 20002

5.967E-02 5.905E+00 0 V009 10002

5.558E-02 5.500E+00 20 F300 10001

5.558E-02 5.500E+00 20 H101 20002

5.087E-02 5.035E+00 20 V009 10002

5.110E-02 5.057E+00 25 G038 12222

5.110E-02 5.057E+00 25 G053 22212

5.457E-02 5.400E+00 30 F300 10001

4.885E-02 4.834E+00 30 M300 11222

4.637E-02 4.589E+00 30 M311 11222

5.397E-02 5.341E+00 30 NO034 10002

4.847E-02 4.797E+00 35 V009 10002

5.217E-02 5.163E+00 50 V009 10002
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75. C,H,Cl,

Ethylene dichloride

1,2-Dichloraethan

RN: 107-06-2 MP (°C): -35

MW: 98.96 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.095E-02 9.000E+00 0 F300 10000

9.317E-02 9.220E+400 0 H101 20002

9.232E-02 9.136E+00 0 L103 10002 unit assumed
8.745E-02 8.654E+00 0 V009 10002

8.735E-02 8.645E+00 15 G029 10222

8.539E-02 8.450E+00 20 C09%4 10102

8.716E-02 8.625E+00 20 Cl121 10001 unit assumed, sic
8.716E-02 8.625E+00 20 D052 11001

8.716E-02 8.625E+00 20 G056 10002

8.781E-02 8.690E+00 20 H101 20002

8.706E-02 8.615E+00 20 L103 10002 unit assumed
8.706E-02 8.615E+00 20 MoO61 10002

8.616E-02 8.527E+00 20 MO062 10001

8.892E-02 8.800E+00 20 M133 10002

8.716E-02 8.625E+00 20 0006 10001

8.892E-02 8.800E+00 20 P046 10000

8.507E-02 8.419E+00 20 V009 10002

8.070E-02 7.986E+00 25 B173 20222

1.060E-01 1.049E+01 25 C119 22222

8.690E-02 8.600E+00 25 F300 10002

8.740E-02 8.649E+00 25 G038 12222

8.740E-02 8.649E+00 25 G053 21212

8.488E-02 8.400E+00 25 MO037 11001

9.013E-02 8.920E+00 30 G029 10221

8.954E-02 8.861E+00 30 L103 10002 unit assumed
3.543E-02 3.506E+00 30 M311 11222

8.964E-02 8.871E+00 35 V009 10002

1.030E-01 1.019E+01 56 V009 10002

8.716E-02 8.625E+00 72 B197 00000 atbp of 72 °C
5.927E-02 5.865E+00 89.3 B197 00000 atbp of 89.3 °C
4.327E-02 4.282E+00 92.3 B197 00000 at bp of 92.3°C
3.324E-02 3.289E+00 94 B197 00000 at bp of 94 °C
1.312E-02 1.298E+00 98 B197 00000 at bp of 98 °C
4.345E-02 4.300E4+00 t M161 00001

76. C,H,F,

1,1-Difluoroethane

Ethylidene fluoride

RN: 75-37-6 MP (°C): -117

MW: 66.05 BP (°C): 247

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

8.132E-02 5.371E4+00 0 MO065 00212
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77. C,H,N,0,

Oxamide

Oxalsaeure-diamid

RN: 471-46-5 MP (°C):

MW: 88.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.201E-03 3.700E-01 7.30 F300 10001

7.040E-02 6.200E+00 100 F300 10001

78. C,H,N,

Amitrole

3-Amino-1,2,4-triazole

3-Amino-s-triazole

ATA

Aminotriazole

RN: 61-82-5 MP (°C): 159.0

MW: 84.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.602E+00 2.188E+02 23 MO61 10001

2.602E+00 2.188E+02 25 B185 00000

2.602E+00 2.188E+02 25 B200 10001

2.602E+00 2.188E+02 25 1310 00000

3.330E4+00 2.800E+02 25 Mil61 10002

2.602E4+00 2.188E+02 ns B100 00001

3.162E+00 2.659E+02 ns M163 00000 EFG
79. C,H,N,

Dicyanodiamide

Dicyandiamid

Dicyandiamide

RN: 461-58-5 MP (°C): 210

MW: 84.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.526E-01 1.283E+01 0 M043 10001

2.218E-01 1.865E+01 10 MO043 10001

2.617E-01 2.200E+01 13 F300 10001

3.688E-01 3.101E+01 20 M043 10001

4.876E-01 4.100E+01 25 F300 10001

4.717E-01 3.966E+01 25.0 HO037 12212

5.663E-01 4.762E+01 30 M043 10001

8.565E-01 7.201E4+01 39.9 HO037 12212

8.606E-01 7.236E+01 40 MO043 10001

1.255E4+00 1.055E+02 49.8 HO037 12212

(continued)
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79. C,H,N, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.899E+00 1.597E+02 60 MO043 10001

1.878E+00 1.579E+02 60.1 HO037 12212

2.236E+00 1.880E+02 60.10 F300 10002

2.978E4+00 2.504E+02 74.5 HO037 12212

3.275E+00 2.754E+02 80 MO043 10001

1.492E-01 1.254E+01 .0 HO037 12212

80. C,H,N,0,S,

2-Amino-1,3,4-thiadiazole-5-sulfonamide
5-Amino-1,3,4-thiadiazol-2-sulfonamide
5-Amino-1,3,4-thiadiazole-2-sulfonamide

CL 5343

Tio-urasin

RN: 14949-00-9 MP (°C):

MW: 180.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.630E-02 4.739E+00 15 K024 12112

81. C,H,0,

Acetic acid glacial
Acetic acid

Essigsaeure

RN: 64-19-7 MP (°C): 16.7

MW: 60.05 BP (°C): 118

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.004E+01 6.029E+02 25 HO084 10002

82. C,H,0,

Methyl formate

Methyl methanoate

Formic acid methyl ester

RN: 107-31-3 MP (°C):  -99.8

MW: 60.05 BP (°C): 32

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

+3.80E+00 +2.28E+02 ns 5460 00000
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83. C,H,0,

Glycolic acid

Glykolsaeure

RN: 79-14-1 MP (°C): 80

MW: 76.05 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.084E+00 4.627E+02 6.99 A340 00000
6.913E+00 5.258E+402 10.89 A340 00000
7.894E+00 6.004E+02 20.69 A340 00000
8.015E+00 6.096E+02 24.99 A340 00000
8.168E+00 6.212E+02 30.09 A340 00000
8.296E+00 6.309E+02 35.99 A340 00000
8.400E+00 6.388E+02 39.99 A340 00000
8.533E+00 6.489E+02 47.99 A340 00000
8.536E+00 6.492E+02 48.99 A340 00000
8.654E+00 6.582E+02 54.99 A340 00000
8.721E+00 6.632E+02 59.49 A340 00000
8.808E+00 6.698E+02 64.49 A340 00000
8.866E+00 6.743E+02 69.99 A340 00000
8.932E+00 6.793E+02 74.99 A340 00000
8.968E+00 6.820E+02 79.89 A340 00000
9.016E+00 6.857E+02 84.49 A340 00000
9.043E+00 6.877E+02 88.09 A340 00000
84. C,H.Br

Bromoethane

Ethyl bromide

Aethylbromid

RN: 74-96-4 MP (°C): -119

MW: 108.97 BP (°C): 38.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.792E-02 1.067E4+01 0 H101 20002
8.810E-02 9.600E+00 17.5 FOO1 10122
8.810E-02 9.600E+00 17.5 S006 10002
8.259E-02 9.000E+00 20 F300 10000
8.388E-02 9.140E+00 20 H101 20002
8.185E-02 8.920E+00 20 H127 10000
8.127E-02 8.856E+00 30 V009 10001
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85. C,H,Cl

Ethyl chloride

Aethylchlorid

Chloroethane

Monochloroethane

RN: 75-00-3 MP (°C):  -139.0

MW: 64.52 BP (°C): 12.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.975E-02 4.500E+00 0 MO037 11001
6.898E-02 4.450E+00 0 V009 10002
7.865E-02 5.074E+00 20 G056 10002
8.846E-02 5.707E+00 20 N034 10002
8.900E-02 5.742E+00 ns F001 00122
8.433E-02 5.440E+00 ns R028 00000
86. C,H.I

Iodoethane

Ethyl iodide

Aethyliodid

Iodaethan

RN: 75-03-6 MP (°C):  -108

MW: 155.97 BP (°C): 71

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.828E-02 4.410E+00 0 HI101 20002
2.571E-02 4.010E4+00 20 F300 10002
2.584E-02 4.030E+00 20 HI101 20002
2.510E-02 3.915E+00 20 M171 10002
2.510E-02 3.915E+00 22.5 FOO1 10122
2.510E-02 3.915E+00 22.5 S006 10002
2.580E-02 4.024E+00 30 G029 10222
2.661E-02 4.150E+00 30 H101 20002
2.580E-02 4.023E4+00 30 V009 10002
87. C,H;N

Ethylenimine

Aethylenimin

Aziridine

Ethyleneimine

Dimethyleneimine

RN: 151-56-4 MP (°C): 78

MW: 43.07 BP (°C): 56

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

2.117E-01 9.116E4+00 20 P315 00000
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88. C,H;NO

Acetamide

Acetamid

RN: 60-35-5 MP (°C): 81.0

MW: 59.07 BP (°C): 222.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.021E+01 6.030E+02 3 F300 10002

8.342E+00 4.927E+02 0 MO022 10002

9.816E+00 5.798E+02 0 MO043 10002

1.077E+01 6.364E+02 10 MO043 10002

1.165E+01 6.880E+02 20 F300 10002

9.691E+400 5.724E+02 20 MO022 10002

1.180E+01 6.970E+02 20 M043 10002

1.194E+01 7.050E+02 24.50 F300 10002

3.386E+01 2.000E+03 25 1310 00000

1.280E+01 7.561E+02 30 MO043 10002

1.093E+01 6.455E+02 40 MO022 10002

1.379E+01 8.148E+02 40 MO043 10002

1.208E+01 7.138E+02 60 MO022 10002

1.515E+01 8.947E+02 60 MO043 10002

8.358E+00 4.937E+02 rt D021 00112

89. C,H;NO,

Glycine

Glycin

Glycocoll

RN: 56-40-6 MP (°C): 245

MW: 75.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.668E+00 1.252E+02 0 D018 22212

1.656E+400 1.243E402 0 MO043 10002

1.905E+00 1.430E+02 10 C347 00000 EFG
2.032E+00 1.525E+02 10 MO043 10002

3.025E+400 2.271E4+02 15 D349 21122

1.710E400 1.284E+02 15 G081 10112

3.009E+00 2.259E+02 20 B032 12222

2.336E4+00 1.754E+02 20 C347 00000 EFG
3.180E+00 2.387E+02 20 D349 21122

2.447E4+00 1.837E+02 20 MO043 10002

2.616E4+00 1.964E+02 21 P045 10212

2.127E400 1.597E+02 229 Y412 00000

2.741E4+00 2.058E+02 24.99 C404 21221

3.316E+00 2.489E+02 25 B032 12222

2.885E+00 2.166E+02 25 CO18 00000

2.700E-03 2.027E-01 25 C405 21222 intrinsic zwit

(continued)
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89. C,H;NO, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.329E+00 2.499E+02 25 D016 10002

2.691E+00 2.020E+02 25 D018 22212

2.663E+00 1.999E+02 25 D041 10002

3.325E4+00 2.496E+02 25 D349 21122

2.886E+00 2.166E+02 25 EO15 12112

2.660E+00 1.997E+02 25 F300 10002

2.664E+00 2.000E+02 25 G092 21111

2.664E4+00 2.000E+02 25 G315 00000

2.526E4+00 1.897E+02 25 K031 21212

2.886E+00 2.166E+02 25 MO024 12012

3.334E+00 2.503E+02 25 MO029 22222

2.760E+00 2.072E+02 25 NOO1 00000 EFG
2.900E+00 2.177E+02 25 NO12 20212

2.544E+00 1.910E+02 25 0316 10122

2.664E+00 2.000E+02 25 0316 10122

2.715E+00 2.038E+02 25 0317 10122

3.330E+00 2.500E+02 25.1 NO024 00000

3.352E4+00 2.516E4+02 25.1 NO025 00000

3.342E+00 2.509E+02 25.1 NO026 00000

2.673E4+00 2.006E+02 25.1 NO27 11222

2.220E+00 1.667E+02 253 Y412 00000

3.144E+00 2.360E+02 27 D036 00000

3.074E+00 2.308E+02 27 D036 00000

2.312E4+00 1.736E+02 29.2 Y412 00000

3.630E+00 2.725E+02 29.80 B032 12212

2.737E+00 2.054E+02 30 C347 00000 EFG
2.832E+00 2.126E+02 30 MO043 10001

3.106E+00 2.332E4+02 34.99 C404 21221

2.491E+00 1.870E+02 36.8 Y412 00000

2.578E+00 1.935E+02 38.2 Y412 00000

3.109E+00 2.334E402 40 C347 00000 EFG
3.305E+00 2.481E+02 40 MO043 10001

3.538E+00 2.656E+02 44.99 C404 21221

2.749E+00 2.063E+02 455 Y412 00000

3.547E+00 2.662E+02 50 C347 00000 EFG
3.816E+00 2.865E+02 50 D018 22212

3.745E+00 2.811E+02 50 F300 10002

3.921E4+00 2.943E+02 60 C347 00000 EFG
4.134E+00 3.103E+02 60 MO043 10001

4.215E+00 3.164E+02 70 C347 00000 EFG
4.863E+00 3.650E+02 75 D018 22212

4.693E+00 3.523E+02 75 D041 10002

4.693E+00 3.523E+02 75 F300 10002

4.517E+00 3.390E+02 80 C347 00000 EFG
4.836E+00 3.631E+02 80 MO043 10001

4.753E+00 3.568E+402 90 C347 00000 EFG
4.911E+00 3.686E+02 100 C347 00000 EFG
5.353E+00 4.018E+02 100 F300 10002

(continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.485E+400 4.118E+02 100 MO043 10001

5.353E4+00 4.018E+02 99.99 P349 00000

1.612E+00 1.210E+02 — C347 00000 EFG
6.661E+00 5.000E+02 ns D072 00000

4.499E+00 3.377E+02 It D021 00112

90. C,H;NO,

Nitroethane

Nitroetan

RN: 79-24-3 MP (°C): 50

MW: 75.07 BP (°C): 114

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.736E-01 4.306E+01 20 CI121 10001 unit assumed, sic
6.404E-01 4.807E+01 25 M346 21112

91. C,H.NO,

Methyl carbamate

Carbamidsaeure-methyl ester

Methyl urethane

RN: 598-55-0 MP (°C): 52

MW: 75.07 BP (°C): 177

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.125E+00 6.850E+02 11 F300 10002

9.119E+00 6.845E+02 11 1314 00000

9.200E+00 6.906E+02 15.50 F0O1 10102

5.462E4+00 4.100E+02 15.50 F300 10001

92. C,H.NO,

Glycolamide

2-Hydroxyacetamide

2-Hydroxyacetimidic acid

Glycolic amide

Glycolic acid amide

RN: 598-42-5 MP (°C):

MW: 75.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.509E-+00 4.135E+02 25 MO008 10002
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93. C,H,NS

Thiacetamide

Thioessigsacureamid

Thioacetamide

Acetothioamide

Ethanethioamide

RN: 62-55-5 MP (°C): 113

MW: 75.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.865E+00 1.402E+02 25 1310 00000

94. C,H;N.2H,0O

Ethyleneimine (dihydrate)

Aziridine (dihydrate)

RN: 151-56-4 MP (°C):

MW: 79.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
6.840E-02 5.411E4+00 20 P315 00000

95. C,H;N;0,

Methylnitrosourea

MNU

Nitrosomethylurea

RN: 684-93-5 MP (°C): 123

MW: 103.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.400E-01 1.443E+01 24 MO031 11111

1.413E-01 1.456E+01 ns R424 00000

96. C,H.N,O,

Biuret

Carbamylurea

RN: 108-19-0 MP (°C):

MW: 103.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.164E-01 1.200E+01 0 F300 10002

1.475E-01 1.520E+01 15 F300 10002

3.104E+00 3.200E+02 106 F300 10001
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97. C,H;N;O;

N-Methyl-N -nitro-N-nitrosoguanidine

MNNG

1-Methyl-3-nitro-1-nitrosoguanidine

RN: 70-25-7 MP (°C): 118

MW: 147.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
<3.38E-02 <4.98E+00 ns 1307 00000

98. C,H.O.P

Phosphoacetic acid

Phosphor carboxymethyl-phosphonsaeure

Phosphonoacetic acid

RN: 4408-78-0 MP (°C): 144.5

MW: 140.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.799E+00 3.920E+02 0 F300 10002

2.800E+00 3.921E+02 0 NO28 10002

99. C,H;0:As

Arsonoacetic acid

Arsono-essigsaeure

RN: 107-38-0 MP (°C): 152

MW: 183.98 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.174E+00 4.000E+02 18 F300 10001

100. C,H,

Ethane

Aethan

RN: 74-84-0 MP (°C): -172

MW: 30.07 BP (°C): —88

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.587E-01 7.779E+00 0 Co75 10101

4.157E-03 1.250E-01 0 F300 10002

3.601E-03 1.083E-01 4.99 Cl115 20222

2.903E-03 8.730E-02 9.99 Cl115 20222

2.465E-03 7.413E-02 14.99 C115 20222

(continued)
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100. C,H (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.222E-03 6.682E-02 19.8 G058 10002

2.129E-03 6.401E-02 19.99 Cl115 20222

1.929E-03 5.800E-02 20 F300 10001

1.850E-03 5.563E-02 24.99 Cl115 20222

2.009E-03 6.040E-02 25 MO001 21222

2.009E-03 6.040E-02 25 MO002 22122

1.760E-03 5.292E-02 25 M102 12212

1.620E-03 4.871E-02 29.99 Cl115 20222

7.981E-04 2.400E-02 60 F300 10001

101. C,H,0

Methyl ether

Dimethyl ether

Dimethylaether

RN: 115-10-6 MP (°C): —138

MW: 46.07 BP (°C): -23.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
1.476E+00 6.800E+01 18 F300 10001

5.669E+00 2.612E+02 24 MO065 10212

102. C,H,0O,

Ethylene glycol

Glycol

1,2-Ethandiol

RN: 107-21-1 MP (°C): -13

MW: 62.07 BP (°C): 197.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.710E-+00 4.165E+02 4.50 022 12002

5.562E-01 3.452E+01 25 B004 00000

103. C,H,0,S

Methyl methanesulphonate

Methyl mesylate

Methanesulfonic acid methyl ester

RN: 66-27-3 MP (°C): 20

MW: 110.13 BP (°C): 203

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.513E4+00 1.667E+02 25 1310 00000
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104. C,H,O,S
Dimethyl sulfate
Sulfuric acid dimethyl ester
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RN: 77-78-1 MP (°C): =27

MW: 126.13 BP (°C): 188

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.220E-01 2.800E+01 18 B078 10001
2.159E-01 2.724E+401 18 D049 12001
105. C,H,N

Ethylamine

Aethylamin

RN: 75-04-7 MP (°C): =81

MW: 45.08 BP (°C): 16.6

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.686E-02 1.211E400 25 B004 00000
106. C,H,NO,S

Taurine

Taurin

RN: 107-35-7 MP (°C): 328

MW: 125.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.999E-01 3.754E+01 0 M043 10001
4.523E-01 5.660E+01 10 MO043 10001
4.842E-01 6.060E+01 12 F300 10002
3.919E-01 4.905E+01 15 G081 10112
6.448E-01 8.070E+01 20 F300 10002
6.463E-01 8.088E+01 20 M043 10001
4.700E-01 5.882E+01 24 D031 10002
7.580E-01 9.486E+01 25 D041 10002
8.815E-01 1.103E+402 30 MO043 10002
1.149E+00 1.438E+02 40 MO043 10002
1.719E+00 2.151E+02 60 MO043 10002
1.985E+00 2.484E+02 70 F300 10002
2.105E+00 2.634E+02 75 D041 10002
2.217E4+00 2.775E+02 80 M043 10002
2.506E+00 3.137E+402 100 M043 10002
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107. C,H,0,As

Cacodylic acid
Dimethylarsinsaeure
Kakodylsaeure

Arsine oxide, hydroxydimethyl-
Cacodylic acid

RN: 75-60-5 MP (°C): 195

MW: 138.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.899E+00 4.001E+02 20 B200 10002

3.287E+4+00 4.536E+02 22 B185 00000

3.290E+00 4.540E+02 22 F300 10002

4.961E+00 6.845E+02 25 D305 10002

1.449E+01 2.000E+03 25 M161 10000

108. C,H,As

Ethylarsine

Aethylarsin

Arsen

RN: 593-59-9 MP (°C):

MW: 106.00 BP (°C): 36

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.226E-03 1.300E-01 19 F300 10001

109. C,CLF,

1,2-Dichlorotetrafluoroethane

CFC-114

sym-Dichlorotetrafluoroethane

Halon 242

1,2-Dichloro-1,1,2,2-tetrafluoroethane

Cryofluorane

RN: 76-14-2 MP (°C): 94

MW: 170.92 BP (°C): 3.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

7.605E-04 1.300E-01 25 R0O48 00000
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110. C,CLF,
1,1,2-Trichloro-1,2,2-trifluoroethane
Freon 113

Fluorocarbon 113

Halocarbon 113
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RN: 76-13-1 MP (°C): 364

MW: 187.38 BP (°C): 47.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.071E-04 1.700E-01 25 R048 00000

111. C,Cl,

Tetrachloroethylene

Ethylene tetrachloride

Perchloroethylene

Tetrachloroethene

Tetrachloro-ethylene

PERC

RN: 127-18-4 MP (°C): 22

MW: 165.83 BP (°C): 121

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.206E-03 2.000E-01 20 C094 10102

1.206E-03 2.000E-01 20 Cl121 00000 unit assumed, sic
9.045E-04 1.500E-01 20 M133 10002

9.045E-04 1.500E-01 20 P046 10000

9.044E-04 1.500E-01 25 A094 10001

2.920E-03 4.842E-01 25 B173 20222

1.206E-03 2.000E-01 25 C119 22222

2.412E-03 4.000E-01 25 F071 11212

9.044E-04 1.500E-01 25 G056 10002

9.045E-04 1.500E-01 25 MO037 11001

9.045E-04 1.500E-01 25 M368 10001

9.044E-04 1.500E-01 25 NO034 10001

2.412E-03 4.000E-01 ns M344 00002

9.044E-04 1.500E-01 ns 0006 00001
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112. C,Cl;

Hexachloroethane

1,1,1,2,2,2-Hexachloroethane

Avlothane

Distopin

Distopan

Distokal

RN: 67-72-1 MP (°C): 187

MW: 236.74 BP (°C): 186.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
3.253E-05 7.700E-03 20 M339 22221

2.112E-04 5.000E-02 22.3 MO037 11000

1.148E-04 2.718E-02 ns R427 00000

113. C)N,

Cyanogen

Dicyan

RN: 460-19-5 MP (°C):

MW: 52.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.572E+01 8.182E+02 20 F300 10001

114. C,N,S,

Cyanogen azidodithiocarbonate

RN: MP (°C):

MW: 144.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.040E-02 1.500E+00 0 A055 00002

115. C,N¢S,

Thioperoxydicarbonic diazide
Azidoschwefel-kohlenstoff
Azidocarbonicdisulfide

RN: 148832-09-1 MP (°C):

MW: 236.32 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

1.269E-03 3.000E-01 25 F300 10000
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116. C;H,CLN,0,

1,3-Dichlorohydantoin

2,4-Imidazolidinedione, 1,3-dichloro-

RN: 2958-99-8 MP (°C):

MW: 168.97 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.114E-02 6.951E+00 20 B08O 10110

8.171E-02 1.381E+01 40 B080 10111

117. C;H,N,

Malononitrile

Malonsaeure-dinitril

RN: 109-77-3 MP (°C): 32

MW: 66.06 BP (°C): 218.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.780E+00 1.176E+02 20 F300 10002

1.778E+00 1.175E+02 ns R424 00000

118. C;H,N,0,

Parabanic acid

Parabansaeure

RN: 120-89-8 MP (°C):

MW: 114.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.945E-01 4.500E+01 8 F300 10001

119. C;H,CL,0;,

B,p,p-Trichlorolactic acid

B,B,p-Trichlor-milchsaeure

RN: 599-01-9 MP (°C):

MW: 193.41 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
2.265E+00 4.380E+02 25 F300 10002
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120. C;H;N

Acrylonitrile

Propenitrile

RN: 107-13-1 MP (°C): -83.5

MW: 53.06 BP (°C): 71.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.266E+00 6.716E4+01 0 D046 00000

1.266E+00 6.716E+01 0 D046 22001 EFG
1.282E+00 6.803E+01 20 D046 00000

1.282E+00 6.803E+01 20 D046 22001 EFG
1.298E+00 6.890E+01 25 D046 22001 EFG
1.298E+00 6.890E+01 25 D046 00000

1.298E+00 6.890E+01 25 L096 12021

1.413E+400 7.500E+01 25 Mi161 10001

1.315E4+00 6.977E+01 28 D046 22001 EFG
1.347E+400 7.149E+01 36 D046 22001 EFG
1.364E+00 7.236E+01 39 D046 22001 EFG
1.388E+400 7.365E+01 41 D046 22002 EFG
1.508E+00 8.004E+01 49 D046 22001 EFG
1.508E+00 8.004E+01 53 D046 22001 EFG
1.540E+00 8.173E+01 59 D046 22001 EFG
1.603E+00 8.509E+01 63 D046 22001 EFG
1.760E+400 9.338E+01 65 A324 22212

1.651E4+00 8.759E+01 68 D046 22000 EFG
1.721E4+00 9.132E+01 72 D046 22000 EFG
1.869E+00 9.918E+01 80 D046 22000 EFG
1.974E+00 1.047E+02 85 D046 22110 EFG
2.124E+400 1.127E402 90 D046 22110 EFG
121. C;H;NOS,

Rhodanine

Rhodanin

RN: 141-84-4 MP (°C): 170

MW: 133.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.689E-02 2.250E+00 25 F300 10002
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122. C;H;N;0;,

Cyanuric acid

Cyanursaeure

Isocyanuric acid

Isocyanursaeure

RN: 108-80-5 MP (°C):

MW: 129.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.300E-02 2.969E+00 2 B193 12001

3.874E-02 5.000E+00 20 F300 10000

2.009E-02 2.593E+400 25 B384 00000

123. C;H;N;0,

Cyamelide

Cyamelid

RN: 462-02-2 MP (°C):

MW: 129.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.747E-04 1.000E-01 15 F300 10000

124. C;H;N,S;

Trithiocyanuric acid

s-Triazine-2,4,6-trithiol

Trimercapto-s-triazine

RN: 638-16-4 MP (°C):

MW: 177.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.354E-03 2.399E-01 25 B384 00000

125. C;H,

Propyne

Methyl acetylene

Methylacetylene

RN: 74-99-7 MP (°C):  -101

MW: 40.07 BP (°C): -23.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
8.085E-02 3.239E+00 21 1011 12212

9.085E-02 3.640E+00 25 MO01 21222

5.488E-02 2.199E+00 38 1011 12211

3.606E-02 1.445E+00 54 1011 12211

2.220E-02 8.895E-01 71 1011 12211

8.886E-03 3.560E-01 88 1011 12211
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126. C;H,CIN;
Desethyl simazine

Amino-2-chloro-6-ethylamino-s-triazine

6-Chloro-N-ethyl-1,3,5-triazine-2,4-diamine

Handbook of Aqueous Solubility Data

RN: 1007-28-9 MP (°C):

MW: 145.55 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.200E-03 1.747E-01 2 B193 11000

127. C;H,Cl,

1,2-Dichloropropene

Dichloropropylene

RN: 26952-23-8 MP (°C):

MW: 110.97 BP (°C): 92

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.427E-02 2.693E+00 20 Cl121 10001 unit assumed, sic
128. C;H,Cl,

trans-1,3-Dichloropropene

1,3-Dichloropropylene (trans)

trans-1,3-Dichloropropylene

1,3-Dichloropropene

RN: 542-75-6 MP (°C):

MW: 110.97 BP (°C): 112

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.703E-03 2.999E-01 20 Cl121 10000 unit assumed, sic
9.011E-03 1.000E+00 20 Mil61 10000

1.071E-02 1.188E+00 30 M300 11222

129. C,H,Cl,

cis-1,3-Dichloropropene

1,3-Dichloropropropylene (cis)

cis-1,3-Dichloropropylene

cis 1,3-Dichloro-propene

cis-1,3-Dichloro-1-propene

(Z)-1,3-Dichloropropene

RN: 10061-01-5 MP (°C):

MW: 110.97 BP (°C): 108

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.433E-02 2.700E+00 20 G080 10001

9.651E-03 1.071E400 30 M300 11222

8.211E-03 9.112E-01 30 M311 11222
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130. C;H,Cl,

trans-1,3-Dichloro-propene

trans-1,3-Dichloro-1-propene

(E)-1,3-Dichloro-1-propene

E-1,3-Dichloropropene

RN: 10061-02-6 MP (°C):

MW: 110.97 BP (°C): 111

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.523E-02 2.800E+00 20 G080 10001

131. C;H,C1,0,

Dalapon

o,0-Dichlor-propionsaeure

RN: 75-99-0 MP (°C):

MW: 142.97 BP (°C): 187.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.511E+00 5.020E+02 25 Mi61 10002

3.511E+00 5.020E+02 ns K138 00001

132. C;H,N,O

Cyanoacetamide

Cyanessigsaeure-amid

RN: 107-91-5 MP (°C):

MW: 84.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.546E+00 1.300E+02 20 F300 10001

133. C;H N, 0,

Hydantoin

2.4-Imidazolidinedione

RN: 461-72-3 MP (°C): 220

MW: 100.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (] #) (TPEAA) Comments
2.944E+00 2.946E+02 100 F300 10002

3.970E-01 3.973E+01 ns MO025 02012
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134. C;H,N,0;S
2-Imidazole sulfonic acid
Imidazol-sulfosaeure-(2)

Handbook of Aqueous Solubility Data

RN: 53744-47-1 MP (°C):

MW: 148.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.009E-01 7.420E+01 20 F300 10002

135. C,H,N,0,

Ammelide

2,4-Dihydroxy-6-amino-1,3,5-triazine

RN: 645-93-2 MP (°C):

MW: 128.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
6.000E-04 7.685E-02 2 B193 12000

136. C;H,0

Acrolein

2-Propenal

Acrylaldehyde

RN: 107-02-8 MP (°C):  -88.0

MW: 56.06 BP (°C): 52.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.690E+00 4.872E+02 0 BI11 10011 Quinol as a stabilizer
3.764E4+00 2.110E+02 20 F300 10002

3.071E+00 1.722E+02 20 Mi61 10001

8.522E+00 4.778E+02 32.50 Bl11 10012 Quinol as a stabilizer
8.429E+00 4.726E+02 44.40 Bl111 10012 Quinol as a stabilizer
8.339E+00 4.675E+02 50 Bl11 10012 Quinol as a stabilizer
8.288E+00 4.647E+02 53 Bll11 10012 Quinol as a stabilizer
7.889E+00 4.423E+02 74.50 Bl111 10012 Quinol as a stabilizer
7.338E+00 4.114E+02 82 B111 10012 Quinol as a stabilizer
7.013E4+00 3.932E+02 84 B111 10012 Quinol as a stabilizer
6.597E+00 3.699E+02 87.80 BI111 10012 Quinol as a stabilizer
6.417E+00 3.598E+02 88 Bl111 10012 Quinol as a stabilizer
5.096E+00 2.857E+02 ns B185 00000

3.567E+00 2.000E+02 ns B200 00000
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137. C;H,0,
Malonic acid
Acide malonique
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Malonsaeure

RN: 141-82-2 MP (°C): 135

MW: 104.06 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.645E+00 3.793E+02 0 F300 10002
5.871E+00 6.110E4+02 0 L041 10012
4.990E+00 5.192E+02 0 Mo043 10002
5.871E+00 6.110E+02 0 MO51 10002
4.743E4+00 4.936E+02 4.99 A339 00000
5.427E400 5.648E+02 10 K077 12222 average of 3
5.395E+00 5.614E+02 10 M043 10002
4.888E+00 5.087E+02 9.99 A339 00000
5.034E+00 5.238E+02 14.99 A339 00000
5.608E+00 5.836E+02 15 K077 12222
6.746E+00 7.020E4+02 15 L041 10012
6.746E+00 7.020E+02 15 MO51 10002
5.728E+00 5.961E+02 18 K077 12222
5.198E+00 5.409E+02 19.99 A339 00000
7.063E+00 7.350E+02 20 L041 10012
5.811E+00 6.047E+02 20 M043 10002
4.067E+00 4.232E+02 20 M171 10002
2.670E+00 2.778E+02 20 S006 10002
5.928E+00 6.169E+02 24 K077 12222
5.354E+00 5.571E+02 24.99 A339 00000
4.221E4+00 4.393E4+02 25 F300 10002
5.990E+00 6.233E+02 25 K077 12222
7.332E+00 7.630E+02 25 MoO51 10002
5.494E+00 5.717E+02 29.99 A339 00000
6.178E+00 6.429E+02 30 M043 10002
5.638E+00 5.867E+02 34.99 A339 00000
7.938E+00 8.260E+02 35 L041 10012
5.800E+00 6.035E+02 39.99 A339 00000
6.530E+00 6.795E+02 40 M043 10002
5.913E+00 6.153E+02 44.99 A339 00000
6.028E+00 6.273E+402 49.99 A339 00000
8.898E+00 9.260E+02 50 L041 10012
8.898E+00 9.260E+02 50 MO51 10002
6.895E+00 7.175E4+02 53 K077 12222
6.182E+00 6.433E+4+02 54.99 A339 00000
6.328E+00 6.585E+02 59.99 A339 00000
7.158E+00 7.449E+02 60 Mo043 10002
6.451E+00 6.713E4+02 64.99 A339 00000
9.831E4+00 1.023E+03 65 L041 10012
7.878E+00 8.198E+02 80 M043 10002
8.267E+00 8.603E+02 93 K077 12222
8.554E+00 8.901E+02 100 MO043 10002
9.610E+00 1.000E+03 132 K077 12222
1.441E+01 1.500E+403 ns D072 00001
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138. C;H Br

Allyl bromide

3-Bromopropene

RN: 106-95-6 MP (°C): 119

MW: 120.98 BP (°C): 71.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.170E-02 3.835E+00 25 M342 10112

139. C;H;Bvr,Cl

1,2-Dibromo-3-chloropropane
1-Chloro-2,3-dibromopropane

Nemagon

RN: 96-12-8 MP (°C):

MW: 236.34 BP (°C): 196

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.204E-03 1.230E+400 20 G080 10001

4.227E-03 9.990E-01 20 P0O81 10000

4.227E-03 9.990E-01 ns 1316 00000

4.227E-03 9.990E-01 ns MoO61 00000

4.231E-03 1.000E+00 It M161 00000

140. C;H,C1

Allyl chloride

3-Chloro-1-propene

RN: 107-05-1 MP (°C): -134

MW: 76.53 BP (°C): 44

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (] #) (TPEAA) Comments
4.687E-02 3.587E+00 20 G056 10002

1.305E-02 9.990E-01 ns NO034 00000

141. C;H,CI1O

Chloroacetone

1-Chloro-2-propanone

Chloraceton

RN: 78-95-5 MP (°C): —44.5

MW: 92.53 BP (°C): 119.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

8.924E-01 8.257E+01 ns NO034 00000
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142. C;H,CIO

Epichlorohydrin

Epichloridrina

RN: 106-89-8 MP (°C):  -25.6

MW: 92.53 BP (°C): 1179

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.577E-01 6.086E+01 0 L061 12212

6.615E-01 6.121E+01 10 LO61 12212

6.501E-01 6.015E+01 20 1313 00000

6.692E-01 6.191E+01 30.20 Lo61 12212

7.568E-01 7.003E+01 52 LO61 12212

8.421E-01 7.792E+01 65 LO61 12212

9.232E-01 8.542E+01 72 Lo61 12212

1.024E+00 9.478E+01 80.20 LO061 12212

143. C;H,C1,NO,

1,1-Dichloro-1-nitropropane

Propane, 1,1-dichloro-1-nitro-

RN: 595-44-8 MP (°C):

MW: 157.98 BP (°C): 141

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (] #) (TPEAA) Comments
3.149E-02 4.975E+00 20 Cl121 10000 unit assumed, sic
144. C;H,Cl,

1,2,3-Trichloropropane

Allyl trichloride

Trichlorohydrin

Glycerol trichlorohydrin

RN: 96-18-4 MP (°C): -14

MW: 147.43 BP (°C): 156

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.289E-02 1.900E+00 ns HI23 00000

145. C;H.I0,

B-Iodopropionic acid

p-Iod-propionsaeure

RN: 141-76-4 MP (°C): 815

MW: 199.98 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.715E-01 7.430E+01 25 F300 10002
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146. C;H;N
Propionitrile
Propionsaeure-nitril
n-Propionitrile

Handbook of Aqueous Solubility Data

RN: 107-12-0 MP (°C): 93

MW: 55.08 BP (°C): 97

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) Q) (#) (TPEAA) Comments
6.151E-02 3.388E+00 25 B004 00000

147. C;H ;N

Ethyl isocyanide

Ethane, isocyano-

RN: 624-79-3 MP (°C):

MW: 55.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.814E-02 9.990E-01 ns LO55 00001

148. C;H;NO

Acrylamide

2-Propenamide

RN: 79-06-1 MP (°C): 84

MW: 71.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.299E+00 3.056E+02 0 M147 02110 EFG
4.690E+00 3.333E+02 10 M147 02110 EFG
5.220E+00 3.711E+02 20 M147 02110 EFG
5.695E+00 4.048E+02 30 M147 02110 EFG
6.075E+00 4.318E+02 40 M147 02110 EFG
6.253E4+00 4.444E+02 50 M147 02110 EFG
6.625E+00 4.709E+02 60 M147 02110 EFG
7.034E+00 5.000E+02 80 M147 02110 EFG
149. C;H;NO,

Formylglycine

N-Formyl glycine

RN: 2491-15-8 MP (°C):

MW: 103.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.849E+00 1.906E+02 25 M024 12012

1.849E+400 1.906E+02 ns MO025 02012
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150. C;H;N,;0

Ethylnitrosocyanamide

ENC

RN: 38434-77-4 MP (°C):

MW: 99.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.400E-01 1.387E+01 24 MO031 11111

151. C;H N0,

Nitroglycerin

Nitroglycerol

RN: 55-63-0 MP (°C): 13.5

MW: 227.09 BP (°C): 256

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.629E-03 1.278E400 15 L063 20112

7.926E-03 1.800E+400 20 F300 10001

6.069E-03 1.378E+00 20 L063 20112

5.504E-03 1.250E+00 25 P312 00000

6.595E-03 1.498E+400 30 L063 20112

7.342E-03 1.667E+00 40 L063 20112

8.570E-03 1.946E+00 50 L063 20112

1.041E-02 2.364E+00 60 L063 20112

1.265E-02 2.872E+00 70 L063 20112

1.518E-02 3.448E+00 80 L063 20112

152. C;H;N.O

Ammeline

Ammelin

RN: 645-92-1 MP (°C):

MW: 127.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.000E-04 7.626E-02 2 B193 11000

5.901E-04 7.500E-02 23 F300 10001

2.486E-03 3.160E-01 100 F300 10002
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153. C;H,

Cyclopropane

Trimethylene

RN: 75-19-4 MP (°C): 127

MW: 42.08 BP (°C): -33

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.461E-02 1.036E+00 5.05 7008 21222 at 97.26 kPa
1.281E-02 5.390E-01 20 RO60 00000

1.754E-02 7.382E-01 21 1017 12212 at 16.9 psia
1.103E-02 4.640E-01 25 RO60 00000

9.315E-03 3.920E-01 30 RO60 00000

8.983E-03 3.780E-01 31 RO60 00000

7.723E-03 3.250E-01 35 RO60 00000

1.083E-02 4.557E-01 38 1017 12212 at 17.0 psia
6.844E-03 2.880E-01 39 RO60 00000

5.917E-03 2.490E-01 45 RO60 00000

8.386E-03 3.529E-01 71 1017 12212 at 19.9 psia
3.999E-03 1.683E-01 104 1017 12212 at 24.9 psia
5.896E+00 2.481E+402 ns R028 00000

154. C;H,

Propylene

Methyl ethylene

Propene

RN: 115-07-1 MP (°C):  -I185

MW: 42.08 BP (°C): —48

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
2.139E-02 9.000E-01 0 F300 10001

7.553E-03 3.178E-01 21 A052 11122 smoothed
7.842E-03 3.300E-01 25 F300 10001

4.753E-03 2.000E-01 25 MO01 21222

4.221E-03 1.776E-01 38 A052 11121 smoothed
2.333E-03 9.818E-02 54 A052 11121 smoothed
1.500E-03 6.312E-02 71 A052 11121 smoothed
7.222E-04 3.039E-02 88 A052 11121 smoothed
155. C;HBrCl

1-Bromo-3-chloropropane

w-Chlorobromopropane

3-Bromopropyl chloride

3-Chloro-1-bromopropane

RN: 109-70-6 MP (°C):  -589

MW: 157.44 BP (°C): 143.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
1.420E-02 2.236E+00 25 M342 10112
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156. C;H,BrNO,

Bronopol

2-Bromo-2-nitropropane-1,3-diol

RN: 52-51-7 MP (°C): 130

MW: 199.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
1.000E+00 2.000E+02 22 M161 10001

157. C;H(Br,

Trimethylene bromide

1,3-Dibromopropane

RN: 109-64-8 MP (°C): -36

MW: 201.90 BP (°C): 167

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.406E-03 1.697E400 20 Cl121 10001 unit assumed, sic
158. C;H,CINO,

1-Chloro-1-nitropropane

Propane, 1-chloro-1-nitro-

RN: 600-25-9 MP (°C):

MW: 123.54 BP (°C): 141

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.424E-02 7.937E4+00 20 CI121 10000 unit assumed, sic
4.027E-02 4.975E+00 20 MO61 10000

159. C,H,CINO,

1-Chloro-2-nitropropane

Propane, 1-chloro-2-nitro-

RN: 37809-02-2 MP (°C):

MW: 123.54 BP (°C): 174

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.424E-02 7.937E+00 20 MO61 10000
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160. C;H,Cl,
Propylene dichloride
1,2-Dichlor-propan
1,2-Dichloropropane

Propylene chloride

Dichloropropane

RN: 78-87-5 MP (°C): -100.3

MW: 112.99 BP (°C): 96.8

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.160E-02 3.570E+00 20 C094 10102
2.383E-02 2.693E+00 20 Cl121 10001 unit assumed, sic
2.390E-02 2.700E+00 20 F300 10001
2.390E-02 2.700E+00 20 MO037 11001
2.383E-02 2.693E4+00 20 MO61 10001
2.295E-02 2.593E+4+00 20 MO062 10001
2.390E-02 2.700E+00 20 Mil61 10001
2.500E-02 2.825E+00 20 M312 10001
2.383E-02 2.693E4+00 20 NO034 10001
2.478E-02 2.800E+00 25 F300 10001
2.480E-02 2.802E+00 25 G038 12222
2.480E-02 2.802E+00 25 G053 21212
2.295E-02 2.593E+00 25 G056 10002
2.142E-02 2.420E+00 30 M300 11222
1.831E-02 2.069E+00 30 M311 11222
161. C;H,Cl,

1,3-Dichloropropane
1,3-Dichlor-propan

RN: 142-28-9 MP (°C): -99

MW: 112.99 BP (°C): 120

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.559E-02 2.892E4+00 20 Cl21 10001 unit assumed, sic
2.416E-02 2.730E+00 25 F300 10002

2.430E-02 2.746E+00 25 G038 12222

2.430E-02 2.746E+00 25 G053 21212

9.027E-03 1.020E+00 30 M311 11222

162. C,H,CLO

1,3-Dichloro-2-propanol
1,3-Dichlor-propanol-(2)

RN: 96-23-1 MP (°C): -4

MW: 128.99 BP (°C): 174.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 # (TPEAA) Comments
7.675E-01 9.900E+01 19 F300 10001

6.984E-01 9.008E+01 19 NO034 10001

1.124E400 1.450E+02 72 F300 10002
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163. C;H(N,O,

Malonic acid diamide

Malonsaeure-diamid

Malonamide

Malonodiamide

Propanediamide

RN: 108-13-4 MP (°C): 170

MW: 102.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.513E-01 7.670E+01 8 F300 10002

7.830E-03 7.994E-01 ns LO55 00001

164. C;H,N,O,

Methylglyoxime

Methylglyoxim

RN: 1804-15-5 MP (°C):

MW: 102.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.506E-01 4.600E+01 26 F300 10001

7.444E-01 7.600E+01 40 F300 10001

165. C;H(N,O,

Methylnitrosoacetamide

MNA

RN: 7417-67-6 MP (°C):

MW: 102.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.700E-01 1.736E+01 24 MO31 11111

166. C;H(N,0,

1-Acetylurea

Acetylharnstoff

RN: 591-07-1 MP (°C): 218

MW: 102.09 BP (°C): 185

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.273E-01 1.300E+01 15 F300 10001
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167. C;H(N,O,
Hydantoic acid
N-(Carboxymethyl)urea
N-Carbamoylglycine

Carbamoylglycine

Glycoluric acid

RN: 462-60-2 MP (°C):

MW: 118.09 BP (°C):

Solub ility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.549E-01 3.010E+01 20 F300 10002

3.290E-01 3.885E+01 25 M024 12012

3.290E-01 3.885E+01 ns MO025 02012

168. C;H(N,0,

Glycerol 1,2-dinitrate
1,2,3-Propanetriol 1,2-dinitrate
1,2-Dinitroglycerol

RN: 131287-51-9  MP (°C):

MW: 182.09 BP (°C): 106

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.386E-01 6.165E4+01 20 D013 10112

169. C;H(N,0,

Glycerol 1,3-dinitrate
Glycerol-o,o~dinitrate
Glycerin-a,o’-dinitrate

RN: 623-87-0 MP (°C): 26

MW: 182.09 BP (°C): 116

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.993E-01 7.270E+01 20 D013 10112

170. C;H(N,S

Ethylenethiourea

Mercaptoimidazoline

Mercozen

RN: 96-45-7 MP (°C): 203

MW: 102.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
1.919E-01 1.961E+01 30 1310 00000

8.082E-01 8.257E+01 60 1310 00000

2.991E+00 3.056E+02 90 1310 00000
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171. C;H,N,Hg

Methylmercuridicyanodiamide

Panogen

RN: 502-39-6 MP (°C): 156

MW: 298.70 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.265E-02 2.170E+01 20 MO061 10002
7.265E-02 2.170E+01 rt M161 00002
172. C;H(N,

Melamine

1,3,5-Triazine-2,4,6-triamine

Cymel

RN: 108-78-1 MP (°C):

MW: 126.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
9.503E-03 1.199E+00 0 M043 10001
1.000E-02 1.261E4+00 2 B193 11001
1.425E-02 1.797E+00 10 M043 10001
2.561E-02 3.230E+00 19.90 C023 22012
2.135E-02 2.693E+00 20 M043 10001
3.316E-02 4.182E400 30 M043 10001
4.651E-02 5.865E4+00 34.90 C023 22012
5.590E-02 7.050E+00 40 M043 10001
8.200E-02 1.034E+01 49.80 C023 22012
1.172E-01 1.478E+01 60 MO043 10001
1.325E-01 1.672E+01 64.10 C023 22012
1.836E-01 2.315E+01 74.50 C023 22012
2.160E-01 2.724E+01 80 MO043 10001
2.421E-01 3.054E+01 83.50 C023 22012
3.480E-01 4.389E+01 94.80 C023 22012
3.812E-01 4.807E+01 99 C023 22012
3.776E-01 4.762E+01 100 MO043 10001
173. C;H{N,O,

Cyclonite

RDX

RN: 121-82-4 MP (°C): 205

MW: 222.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.690E-04 5.975B-02 25 B173 20222
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174. C;H,O
Propylene oxide
Methyl ethylene oxide
RN: 75-56-9 MP (°C): 112
MW: 58.08 BP (°C): 34.23
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.963E+00 2.883E+02 20 1313 00000
2.544E-01 1.478E+01 20 MO065 10211 sic
6.389E+00 3.711E+02 25 1313 00000
175. C;H,O
Acetone
2-Propanone
Aceton
RN: 67-64-1 MP (°C): 94
MW: 58.08 BP (°C): 56.5
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
0 423 00000
4 C423 00000
10 C423 00000
176. C;H,O
Propaldehyde
Propyl aldehyde
Propanal
RN: 123-38-6 MP (°C): 81
MW: 58.08 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.870E-+00 1.667E+02 20 D041 10000
2.927E+00 1.700E+02 20 F300 10001
5.269E+00 3.060E+02 25 A049 10002
3.105E+00 1.803E+02 25 B060 20111
2.880E+00 1.673E+02 25 F044 10002
177. C;H,0O,
Propionic acid
n-Propionic acid
RN: 79-09-4 MP (°C): 22
MW: 74.08 BP (°C): 141
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.733E-01 2.025E+01 25 B004 00000
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178. C;H,0,

Ethyl formate
Ameisensaeure-aethyl ester
Formic acid ethyl ester
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RN: 109-94-4 MP (°C): =80

MW: 74.08 BP (°C): 53

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.094E+00 8.108E+01 5.0 K079 10002
1.139E400 8.437E+01 15.9 K079 10002
1.350E+400 1.000E+02 18 F300 10001
1.350E+00 1.000E+02 22 S006 10002
1.194E+00 8.848E+01 30.2 K079 10002
1.239E400 9.178E+01 38.0 K079 10002
1.283E400 9.507E+01 45.1 K079 10002
1.339E400 9.918E+01 50.0 K079 10002
1.383E+00 1.025E+02 555 K079 10002
1.517E+00 1.124E+02 63.9 K079 10002
1.639E+00 1.214E+02 70.0 K079 10002
1.778E+00 1.317E4+02 75.5 K079 10002
179. C;H,0O,

Methyl acetate

Essigsaeures methyl

Methylacetat

RN: 79-20-9 MP (°C): -98.0

MW: 74.08 BP (°C): 56.9

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.678E+00 2.725E+02 5.0 K079 10002
4.017E+00 2.976E+02 20 E002 10002
3.290E+00 2.437E+02 20 FOO01 10122
2.647E+00 1.961E+02 20 F300 10002
3.290E+00 2.437E+02 20 M171 10002
4.617E+00 3.420E+02 20 P040 00000
4.300E+00 3.185E+02 20 S006 10001
3.722E+00 2.75TE+02 21.0 K079 10002
2.772E-02 2.054E+00 25 B004 00000 sic
3.772E+00 2.794E+02 35.0 K079 10002
3.889E+00 2.881E+02 58.0 K079 10002
3.906E+00 2.893E+02 58.9 K079 10002
3.922E+00 2.906E+02 60.1 K079 10002
3.950E+00 2.926E+02 61.7 K079 10002
4.172E+00 3.091E+02 69.1 K079 10002
4.256E+00 3.153E+02 70.5 K079 10002
4.294E+00 3.181E+02 71.9 K079 10002
4.906E+00 3.634E+02 83.5 K079 10002
4.252E-02 3.150E+00 c LO055 00002
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180. C;H,0,S;

o-Trimethylene trisulphide dioxide
1,3,5-Trithiane, 1,3-dioxide, trans-
RN: 60077-04-5 MP (°C):

MW: 170.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.817E-02 1.672E+01 25 B112 12112

181. C;H,0,S;

B-Trimethylene trisulphide dioxide
1,3,5-Trithiane, 1,3-dioxide, cis-
RN: 60041-48-7 MP (°C):

MW: 170.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.545E-01 4.334E+01 25 B112 12112

182. C,H,0,

DL-Glyceraldehyde
DL-Glycerin-aldehyd

RN: 56-82-6 MP (°C): 145

MW: 90.08 BP (°C): 150

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.233E-01 2.913E+01 18 D041 10000

3.242E-01 2.920E+01 18 F300 10002

183. C;H,O,

Hydracrylic acid

Hydracrylsaeure

RN: 503-66-2 MP (°C):

MW: 90.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.998E+00 2.701E4+02 25 1307 00000
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184. C,H,0,

s-Trioxane

1,3,5-Trioxan

RN: 110-88-3 MP (°C): 64

MW: 90.08 BP (°C): 114.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.715E+00 1.544E+02 20.00 B394 00000
1.943E+00 1.750E+02 25 F300 10002
2.033E4+00 1.831E+02 25.00 B394 00000
2.403E+4+00 2.165E+02 30.10 B394 00000
2.741E4+00 2.469E+02 34.45 B394 00000
4.187E+00 3.772E+02 43.00 B394 00000
4.462E+00 4.019E+02 44.00 B394 00000
4.606E+00 4.149E+02 44.40 B394 00000
4.826E+00 4.348E+02 45.00 B394 00000
4.816E+00 4.338E+02 45.10 B394 00000
5.355E+00 4.824E+02 46.00 B394 00000
5.311E4+00 4.784E+02 46.10 B394 00000
6.401E4+00 5.766E+02 47.10 B394 00000
8.161E+00 7.351E4+02 47.80 B394 00000
8.534E+00 7.687E+02 48.95 B394 00000
8.741E+00 7.87T4E+02 50.20 B394 00000
9.095E+00 8.192E+02 55.30 B394 00000
185. C;H,0O;S;

o-Trimethylene trisulphoxide

1,3,5-Trithiane, 1,3,5-trioxide, (1o,30,50x0)-

RN: 60102-87-6 MP (°C):

MW: 186.27 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
7.184E-03 1.338E+00 25 Bl112 12112
186. C,H,0,S,

B-Trimethylene trisulphoxide

1,3,5-Trithiane, 1,3,5-trioxide, (1o,3c,5p)-

RN: 60102-88-7 MP (°C):

MW: 186.27 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.605E-02 1.417E4+01 25 B112 12112




66 Handbook of Aqueous Solubility Data

187. C;H,O,S

1,3-Propane sultone

1,2-Oxathiolane 2,2-dioxide
3-Hydroxy-1-propanesulfonic acid g-sultone
RN: 1120-71-4 MP (°C): 31

MW: 122.14 BP (°C): 112

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.187E-01 1.000E+02 ns 1307 00000
188. C;H,Br

Isopropyl bromide

Isopropylbromid

RN: 75-26-3 MP (°C): -89

MW: 123.00 BP (°C): 59

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.398E-02 4.180E+00 0 H101 20002
2.340E-02 2.878E+00 18 F001 10122
2.602E-02 3.200E+00 20 F300 10001
2.585E-02 3.180E+00 20 H101 20002
2.592E-02 3.188E+00 30 V009 10001
189. C;H,Br

Propyl bromide

1-Bromopropane

Propylbromid

Bromopropane

RN: 106-94-5 MP (°C):  -110

MW: 123.00 BP (°C): 71

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
2.415E-02 2.970E+00 0 F300 10002
2.423E-02 2.980E+00 0 H101 20002
1.850E-02 2.275E4+00 19.5 S006 10002
1.850E-02 2.275E+00 19.50 F0O01 10102
1.992E-02 2.450E+400 20 H101 20002
1.947E-02 2.394E+00 20 H127 10001
1.874E-02 2.305E4+00 30 G029 10222
1.876E-02 2.307E+00 30 V009 10002

1.140E-01 1.402E+01 ns H307 00000
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190. C;H,BrO

3-Bromo-1-propanol

3-Brom-propanol-(1)

RN: 627-18-9 MP (°C):

MW: 139.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.022E400 1.420E+402 20 F300 10002

191. C;H,Cl1

Isopropyl chloride

2-Chloropropane

RN: 75-29-6 MP (°C):  -117

MW: 78.54 BP (°C): 35

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.602E-02 4.400E+00 0 H101 20002

4.380E-02 3.440E+00 12.50 F001 10102

3.947E-02 3.100E+00 20 F300 10001

3.883E-02 3.050E+00 20 H101 20002

3.935E-02 3.090E+00 20 NO034 10001

3.888E-02 3.054E+00 30 V009 10001

192. C;H,Cl1

Chloropropane

Propyl chloride

1-Chloropropane

RN: 540-54-5 MP (°C):  -123

MW: 78.54 BP (°C): 43.47

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
4.787E-02 3.760E+00 0 HI101 20002

2.970E-02 2.333E+00 12.50 F001 10102

3.438E-02 2.700E+00 20 F300 10001

3.463E-02 2.720E+00 20 H101 20002

3.428E-02 2.693E4+00 20 NO034 10001

2.970E-02 2.333E+00 20 S006 10002

3.520E-02 2.765E+00 30 V009 10002
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193. C;H,CIO
3-Chloro-1-propanol
3-Chlor-propanol-(1)

RN: 627-30-5 MP (°C):

MW: 94.54 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.644E+00 2.500E+02 20 F300 10001
+2.64E+00 +2.50E+02 ns 5460 00000
194. C;H,1

Iodopropane

n-Propyl iodide

RN: 107-08-4 MP (°C):  -101

MW: 169.99 BP (°C): 101.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.706E-03 1.140E+400 0 H101 20002
5.100E-03 8.670E-01 20 F001 10102
5.118E-03 8.700E-01 20 F300 10001
6.294E-03 1.070E+400 20 H101 20002
5.100E-03 8.670E-01 20 M171 10001
5.100E-03 8.670E-01 20 S006 10001
6.258E-03 1.064E4+00 235 S171 21222
6.112E-03 1.039E+00 30 G029 10222
6.094E-03 1.036E+00 30 V009 10001
195. C;H, 1

Isopropyl iodide

2-lodopropane

RN: 75-30-9 MP (°C):  -90

MW: 169.99 BP (°C): 89

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
9.824E-03 1.670E+00 0 H101 20002
8.236E-03 1.400E+00 20 F300 10001
8.236E-03 1.400E+00 20 H101 20002
7.889E-03 1.341E+00 30 V009 10001
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196. C;H,NO,
1-Nitropropane
n-Nitropropane
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RN: 108-03-2 MP (°C):  -108

MW: 89.09 BP (°C): 131.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.550E-01 1.381E+01 20 Cl21 10001 unit assumed, sic
197. C;H,NO,

2-Nitropropane

Nitroisopropane

Dimethylnitromethane

RN: 79-46-9 MP (°C):  -93

MW: 89.09 BP (°C): 120.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.876E-01 1.672E4+01 20 Cl121 00001 unit assumed, sic
1.874E-01 1.670E+01 20 F300 10002

2.376E-01 2.117E401 20 H118 11112

198. C;H,NO,

a-Alanine

Alanine

2-Aminopropanoic acid

2-Ammoniopropanoate

L-2-Aminopropionic acid

RN: 56-41-7 MP (°C):  314.5-316.5

MW: 89.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.366E+400 1.217E4+02 10 C347 00000 EFG
1.640E+00 1.461E+02 15 D349 21122

1.744E+00 1.554E+02 20 B032 12212

1.535E4+00 1.367E+02 20 C347 00000 EFG
1.780E+400 1.586E+402 20 D349 21122

1.838E+400 1.638E+02 25 B032 12212

1.590E+00 1.417E4+02 25 D005 22112

1.602E+00 1.427E+02 25 D041 10002

1.870E+00 1.666E+02 25 D349 21122

1.660E+400 1.479E+02 25 EO15 12111

1.595E+00 1.421E4+02 25 G092 21111

1.595E+00 1.421E+02 25 G315 00000

1.654E+00 1.474E+02 25 G433 00000

1.852E400 1.650E+02 25 J303 00000

1.600E+00 1.426E+02 25 NOO01 00000 EFG
1.630E+400 1.452E+402 25 NO12 20212

1.555E+00 1.386E+02 25 0316 10122

(continued)
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198. C;H,;NO, (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.598E+400 1.424E402 25 0316 10122

1.623E4+00 1.446E+02 25 0317 10122

1.871E4+00 1.667E+02 25.1 N024 00000

1.871E+4+00 1.667E+02 25.1 NO026 00000

1.606E+00 1.431E+02 25.1 NO027 11222

1.704E+400 1.518E+02 27 D036 00000

1.695E+00 1.510E+02 27 D036 00000

1.940E+00 1.728E+02 29.80 B032 12212

1.657E+00 1.477E+02 30 C347 00000 EFG
1.956E+00 1.743E+02 30 J303 00000

1.816E400 1.618E+02 40 C347 00000 EFG
2.192E4+00 1.953E+02 40 J303 00000

1.931E+00 1.720E+02 45 F300 10002

1.932E4+00 1.721E+02 50 C347 00000 EFG
2.430E+00 2.165E+02 50 J303 00000

2.118E+400 1.887E+02 60 C347 00000 EFG
2.706E+00 2.411E+02 60 J303 00000

2.333E+00 2.078E+02 70 C347 00000 EFG
2.489E+00 2.218E+02 75 D041 10002

2.504E+400 2.230E+02 80 C347 00000 EFG
2.668E+00 2.377E+02 90 C347 00000 EFG
2.888E+00 2.573E+02 100 C347 00000 EFG
1.192E+00 1.062E+02 - C347 00000 EFG
1.587E+00 1.414E+02 t D021 00112

199. C,H,NO,

B-Alanine

B-Alanin

RN: 107-95-9 MP (°C):

MW: 89.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.959E+00 3.528E+02 25 D041 10002

6.123E+00 5.455E+02 25 M024 12012

200. C,H,NO,

D-Alanine

D(—)-Alanine

RN: 338-69-2 MP (°C): 292

MW: 89.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.265E+00 1.127E+02 0 M043 10002

1.396E+400 1.243E4+02 10 M043 10002

(continued)
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200. C;H,NO, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.530E+00 1.363E+02 20 D041 10002
1.531E4+00 1.364E+02 20 Mo043 10002
1.589E+00 1.416E+02 25 D005 22112
1.680E+00 1.497E+02 30 M043 10002
1.839E+00 1.639E+02 40 M043 10002
2.194E+400 1.955E+02 60 M043 10002
2.590E+00 2.308E+02 80 M043 10002
3.049E+00 2. 717E+02 100 MO043 10002
3.049E+00 2.717E+02 99.99 P349 00000
201. C;H,NO,

DL-Alanine

DL-a-Alanine

DL-2-Aminopropionic acid

RN: 302-72-7 MP (°C): 289

MW: 89.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.212E4+00 1.080E+02 0 D018 22212
1.212E4+00 1.080E+02 0 F300 10002
1.212E4+00 1.079E+02 0 MO043 10002
1.361E+400 1.213E402 10 M043 10000
1.523E4+00 1.357E+02 20 M043 10000
1.557E4+00 1.387E+02 21 P045 10212
1.659E+00 1.478E+02 25 CO018 00000
1.596E+00 1.422E+02 25 D018 22212
1.598E+00 1.424E+02 25 D041 10002
1.607E4+00 1.432E+02 25 F300 10002
1.900E+00 1.693E+02 25 J303 00000
1.530E+00 1.363E+02 25 K031 21212
2.024E+00 1.803E+02 30 J303 00000
1.704E+00 1.518E+02 30 M043 10000
2.307E+00 2.055E+02 40 J303 00000
1.894E+00 1.687E+02 40 M043 10000
2.134E+00 1.902E+02 50 D018 22212
2.106E+00 1.876E+02 50 F300 10002
2.591E+00 2.308E+02 50 J303 00000
2.954E+00 2.632E+02 60 J303 00000
2.337E+00 2.082E+02 60 Mo043 10000
2.733E+00 2.435E+02 75 D018 22212
2.734E+00 2.436E+02 75 D041 10002
2. 714E+00 2.418E+02 75 F300 10002
2.842E+00 2.532E+02 80 Mo043 10000
3.431E+00 3.057E+02 100 F300 10002
3.430E+00 3.056E+02 100 M043 10002
3.432E+00 3.057E+02 99.99 P349 00000
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202. C;H,;NO,

Lactamide

2-Hydroxypropionamide

RN: 2043-43-8 MP (°C):

MW:  89.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.779E+00 7.822E+02 25 MO008 10002

203. C,H,NO,

Sarcosine

Sarkosin

RN: 107-97-1 MP (°C): 208

MW: 89.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.151E-01 4.589E+01 20 D041 10002
3.367E4+00 3.000E+02 20 F300 10002
4.807E+00 4.282E+02 20 P045 10212
204. C;H,NO,

Urethan

Carbamidsaeure-aethyl ester
Eythyl urethan

Urethane

Ethyl carbamate

Carbamic acid ethyl ester

RN: 51-79-6 MP (°C): 49

MW: 89.09 BP (°C): 183

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.918E+00 2.600E+02 11 F300 10001
5.393E4+00 4.805E+02 15.5 F001 10122
2.245E+01 2.000E+03 25 1310 00000
5.074E+400 4.521E+02 25 P065 20112
1.800E+01 1.604E+03 37 HO006 12211
8.901E+00 7.930E+02 40 F300 10002
205. C;H,NO,S

Cysteine

2-Amino-3-mercaptopropanoic acid
RN: 3374-22-9 MP (°C): 225

MW: 121.16 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments

2.773E-02 3.360E+00 20 P045 10212




Solubility Data

206. C;H,NO,

Serine
2-Amino-3-hydroxypropanoic acid
L(—)-Serin
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RN: 56-45-1 MP (°C): 220

MW: 105.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.556E+00 1.635E+02 10.19 1417 00000

1.626E+00 1.709E+02 12.69 J417 00000

4.530E-01 4.761E+01 15 D349 21122

1.864E+00 1.959E+02 16.09 J417 00000

1.903E+00 2.000E+02 20 D041 10001

4.610E-01 4.845E+01 20 D349 21122

9.512E-01 9.997E+01 20 F300 10002

3.405E+00 3.578E+02 20.00 B032 12212 sic
4.700E-01 4.939E+01 25 D349 21122

2.807E+00 2.950E+02 25 G315 00000 sic
4.013E4+00 4.217E+02 25 J303 00000

4.043E4+00 4.249E+02 25.00 B032 12202 sic
2.228E+400 2.342E+402 25.89 1417 00000

3.578E+00 3.760E+02 27 D036 00000

2.287E+00 2.404E+02 27.89 J417 00000

4.690E+00 4.929E+02 29.80 B032 12212 sic
5.633E4+00 5.920E+02 40 J303 00000

2.800E+00 2.943E+02 42.79 J417 00000

2.811E+00 2.954E+02 43.79 J417 00000

2.861E+00 3.007E+02 44.59 J417 00000

2.902E+00 3.050E+02 49.69 J417 00000

2.972E+00 3.124E+02 53.89 J417 00000

7.574E+00 7.960E+02 60 J303 00000

207. C;H,NO;,

D-Serine

D-2-Amino-3-hydroxypropanoic acid

RN: 312-84-5 MP (°C): 220

MW: 105.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.903E+400 2.000E+02 20 D041 10000

4.010E+00 4.214E+02 25 J303 00000

5.709E+00 6.000E+02 40 J303 00000

7.631E4+00 8.020E+02 60 J303 00000
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208. C;H,NO,

DL-Serine

DL-2-Amino-3-hydroxypropanoic acid

RN: 302-84-1 MP (°C): 240

MW: 105.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.778E-01 2.920E+01 10 F300 10002

3.787E-01 3.980E+01 20 F300 10002

4.548E-01 4.780E+01 25 D041 10002

4.805E-01 5.050E+01 25 J303 00000

7.403E-01 7.780E+01 40 J303 00000

8.916E-01 9.370E+01 50 F300 10002

1.261E4+00 1.325E+02 60 J303 00000

1.533E4+00 1.611E+02 75 D041 10002

1.532E+00 1.610E+02 75 F300 10002

2.320E+00 2.438E+02 100 F300 10002

2.320E+00 2.438E+02 99.99 P349 00000

209. C;H,NO,

DL-Isoserine

DL-Isoserin

RN: 632-12-2 MP (°C): 235

MW: 105.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.456E-01 1.530E+01 20 F300 10002

210. C;H,NO;,

Glycerol-a-nitrate

Glycerin-a-nitrate

RN: 27321-61-5 MP (°C):

MW: 137.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.004E-+00 4.118E+02 15 F300 10002

211. C;H,N;0,

Glycocyamine

Guanidin-essigsaeure

Guanidineacetic acid

RN: 352-97-6 MP (°C): 280

MW: 117.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.825E-02 4.480E+00 15 D041 10001

3.074E-02 3.600E+00 15 F300 10001
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212. C;H;N;0,

Nitrosoethylurea

N-Nitroso-N-ethylurea

RN: 759-73-9 MP (°C): 103

MW: 117.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.096E-01 1.283E+01 It 1306 00000

213. C;H,0,P

2-Carboxyethylphosphonic acid

3-Phosphonopropionic acid

RN: 5962-42-5 MP (°C):

MW: 154.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.845E+400 2.842E+02 0 NO028 10002

2.129E+00 3.280E+02 20 NO28 10002

214. C;H,

Propane

Propan

RN: 74-98-6 MP (°C):  -187

MW: 44.10 BP (°C): —42

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.460E-03 1.526E-01 4 K031 21212

2.472E-03 1.090E-01 10 F300 10002

2.721E-03 1.200E-01 18 MO065 00211 1 atm, sic
1.761E-03 7.765E-02 19.8 G058 10002

1.746E-03 7.700E-02 20 F300 10001

1.420E-03 6.261E-02 25 B342 12111

1.530E-03 6.747E-02 25 K031 21212

1.415E-03 6.240E-02 25 MO001 21222

1.415E-03 6.240E-02 25 MO002 21222

8.400E-04 3.704E-02 50 K031 21212

6.123E-04 2.700E-02 60 F300 10001
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215. C;HgNOP

Glyphosate

N-(Phosphonomethyl)glycine

Bronco

RN: 1071-83-6 MP (°C): 230.0

MW: 169.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.097E-02 1.200E+01 25 Ml61 10001

5.856E-02 9.901E4+00 ns B100 00000

216. C;H,O

n-Propyl alcohol

Propanol

RN: 71-23-8 MP (°C):  -127.0

MW: 60.10 BP (°C): 97.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 # (TPEAA) Comments
3.132E+00 1.882E+02 ns L003 00212

+4.17E4+00 +2.51E4+02 ns 5460 00000

217. C;H,O

Isopropyl alcohol

2-Propanol

RN: 67-63-0 MP (°C): 88

MW: 60.10 BP (°C): 82.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.033E-+00 3.025E+02 ns L003 00211

218. C;H,0S,

2,3-Dimercapto-1-propanol

Dimercaprol

RN: 59-52-9 MP (°C):

MW: 124.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

5.963E-01 7.407E+01 20 D041 10000
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219. C;H;0,

Methylal

Formaldehyd-dimethyl-acetal

RN: 109-87-5 MP (°C): 105

MW: 76.10 BP (°C): 41.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.208E+00 2.441E+02 16 B117 10012

3.022E4+00 2.300E+02 20 F300 10001

220. C;H O,

Glycerol

Glycerin

RN: 56-81-5 MP (°C): 20

MW: 92.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.973E+00 5.501E+02 4.50 022 12002

5.751E-01 5.296E+01 25 B004 00000

221. C;H,N

Propylamine

Propylamin

n-Propylamine

RN: 107-10-8 MP (°C): 83

MW: 59.11 BP (°C): 48

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.469E-02 1.459E+00 25 B004 00000

222. C;HN

Trimethylamine

N,N-Dimethylmethanamine

RN: 75-50-3 MP (°C):  -124.0

MW: 59.11 BP (°C): 32

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
>6.77E+00 >4.00E+02 20 F300 10000

6.936E+00 4.100E+02 25 A049 10002
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223. C;H,OP

Trimethyl phosphate

Phosphorsaeure-trimethyl ester

RN: 512-56-1 MP (°C):

MW: 140.08 BP (°C): 197

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.569E-+00 5.000E+02 25 F300 10001

3.573E4+00 5.005E+02 ns 5460 00000

224. C;H,,N,O,

Guanidine carbonate
Guanidin-carbonat
RN: 3425-08-9 MP (°C): 198

MW: 180.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.850E+00 3.333E+02 24 F300 10002

225. C,CL3N;04

Trichloroisocyanuric acid

Symclosene

RN: 87-90-1 MP (°C):  246.5

MW: 232.41 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.439E-03 7.994E-01 20 B080 10110

2.311E-02 5.371E+00 40 B080 10111

226. C,Cl;

Hexachloropropene

Hexachloropropylene

Perchloropropene

Hexachloro-1-propene
1,1,2,3,3,3-Hexachloro-1-propene
1,1,2,3,3,3-Hexachloropropene

RN: 1888-71-7 MP (°C):

MW: 248.75 BP (°C): 209-210
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

6.026E-04 1.499E-01 ns 5460 00000
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227. CHI,N

Todol

2,3,4,5-Tetraiodpyrrol

RN: 87-58-1 MP (°C):

MW: 570.68 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.505E-04 2.000E-01 15 F300 10002

228.CH,

Butadiyne

Diacetylen

RN: 460-12-8 MP (°C): -36.4

MW: 50.06 BP (°C): 10.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.998E-03 1.000E-01 25 F300 10000

229. C,H,N,0,

Alloxan

Alloxane

RN: 50-71-5 MP (°C): 256dec

MW: 142.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.631E-02 8.000E+00 ns D072 00000

5.623E-02 7.989E+00 ns R424 00000

230. C,H,BrN,0,

5-Bromouracil

5-Bromo-2

4(1H,3H)-Pyrimidinedione

5-Bromo-2,4-dihydroxypyrimidine

Bromouracil

RN: 51-20-7 MP (°C): 310

MW: 190.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.507E-02 2.878E+00 25 S471 00000

1.908E-02 3.644E+00 25 S471 00000

1.350E-02 2.578E+00 25 7408 00000
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231. C,H,CIN,0,
6-Chlorouracil

4-Chloro-2,6-dihydroxypyrimidine
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RN: 4270-27-3 MP (°C):

MW: 146.53 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.334E-02 4.885E+00 25 S471 00000

3.350E-02 4.909E+00 25 S471 00000

232. C,H,CIN,0,

5-Chlorouracil

RN: 1820-81-1 MP (°C):

MW: 146.53 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.707E-02 2.501E+00 25 S471 00000

1.712E-02 2.509E+00 25 S471 00000

1.800E-02 2.638E+00 25 7408 00000

9.827E-04 1.440E-01 ns Y414 00000

233. C,H,FN,0,

5 Fluorouracil

5-Fluorouracil

Fluorouracil

5-Fluoro-2,4(1H,3H)-pyrimidinedione

Fluroblastin

Fluororuracil

RN: 51-21-8 MP (°C): 281

MW: 130.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.600E-02 1.249E+01 21 B416 22121

8.533E-02 1.110E+01 22 B321 00000 pH 4.0
8.533E-02 1.110E+01 22 B332 11001 pH 4.0
8.533E-02 1.110E4+01 22 B388 00000

9.379E-02 1.220E+01 22 M317 11111

9.379E-02 1.220E+01 25 R0O23 00000

1.356E-01 1.763E+01 25 S471 00000

1.382E-01 1.798E+01 25 S471 00000

6.940E-02 9.027E+00 25 7408 00000

8.533E-02 1.110E+01 37 B332 00000 pH 4.0
9.566E-02 1.244E+01 ns S469 00000
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234. C,H;IN,0,

5-Todouracil

5-lodo-2,4(1H,3H)-pyrimidinedione

5-Iodo-2,4-dihydroxypyrimidine

RN: 696-07-1 MP (°C): 274-276 (°dec)

MW: 237.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
2.062E-02 4.907E+00 25 S471 00000

2.072E-02 4.931E+00 25 S471 00000

1.060E-02 2.523E4+00 25 7408 00000

235. C,H;N,S

2-Methyl-1,3,4-thiadiazole

Thiodiazolique methyle

RN: 26584-42-9 MP (°C):

MW: 111.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.918E-03 8.800E-01 37 D084 10101

236. C,H,N;0,

5-Nitrouracil

RN: 611-08-5 MP (°C):

MW: 157.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.300E-02 3.613E+00 25 7408 00000

237. C,H;N;04

5-Nitrobarbituric acid

Dilitursaeure

RN: 28176-10-5 MP (°C): 176

MW: 173.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.200E-03 9.000E-01 25.60 F300 10000
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238. C,H,Br,0,
meso-2,3-Dibromosuccinic acid
meso-Dibrom-bernsteinsaeure
DL-2,3-Dibromosuccinic acid
DL-Dibrom-bernsteinsaeure

RN: 526-78-3 MP (°C): 171

MW:  275.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.249E-02 2.000E+01 17 F300 10002

239. C,H,CL,N,0,

1,3-Dichloro-5-methylhydantoin
2.4-Imidazolidinedione, 1,3-dichloro-5-methyl-
Hydantoin, 1,3-dichloro-5-methyl-

RN: 15216-12-3 MP (°C):

MW: 182.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.634E-02 2.991E+00 20 B080 10110

4.498E-02 8.232E+00 40 B080 10111

240. C,H,C1,0,

L-2,3-Dichlorosuccinic acid
L(—-)-Dichlor-bernsteinsacure
D-2,3-Dichlorosuccinic acid
D(+)-Dichlor-bernsteinsaeure
2,3-Dichlorosuccinic acid
meso-2,3-Dichlorosuccinic acid

RN: 19922-87-3 MP (°C): 168

MW: 186.98 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.674E+00 5.000E+02 25 H090 01111

1.701E-02 3.180E+00 ns HO090 02212

241. C,H)N,

Succinonitrile

Bersteinsaeure-dinitril

RN: 110-61-2 MP (°C): 57

MW: 80.09 BP (°C): 265

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.584E+400 1.269E+402 20 F300 10002
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242. C,H )N, O

4(3H)-Pyrimidone

4-Hydroxypyrimidine

RN: 51953-17-4 MP (°C): 164

MW:  96.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.813E+00 2.703E+02 20 B050 10000

243. C,H,N,0

2-Hydroxypyrimidine
2-Pyrimidinol
RN: 51953-13-0 MP (°C):

MW: 96.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.252E+4+00 3.125E+02 20 B050 10000

244. C,H)N,0S

2-Thiouracil

Thiouracil

4(1H)-Pyrimidinone

RN: 141-90-2 MP (°C): 340

MW: 128.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.679E-03 5.996E-01 20 D041 10000

5.530E-03 7.087E-01 25 Go16 12122 intrinsic
3.900E-03 4.998E-01 ns 1310 00000

245. C,H,N,0,

Uracil

2,4-Dihydroxypyrimidine

RN: 66-22-8 MP (°C): 335

MW: 112.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.964E-02 3.322E+00 20 B050 10000

2.500E-02 2.802E+00 20 NO19 00000

3.200E-02 3.587E+00 25 D041 10001

3.212E-02 3.600E+00 25 F300 10001

2.380E-02 2.668E+00 25 HO61 00000

4.109E-02 4.605E+00 25 S471 00000

4.125E-02 4.624E+00 25 S471 00000

(continued)
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245. C,H,N,0, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.710E-02 3.038E+00 25 7408 00000

4.015E-02 4.500E+00 37 B390 00000

2.676E-02 3.000E+00 ns B177 00000

246. C,H,N,0,

4,6-Dihydroxypyrimidine
4,6-Pyrimidinediol
RN: 1193-24-4 MP (°C):  >300

MW:  112.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.225E-02 2.494E4+00 20 B050 10000

247. C,H,N,0,

2,4-Dihydroxypyrimidine
RN: 51953-14-1 MP (°C):

MW: 112.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.964E-02 3.322E+00 20 B050 10000

248. C,H)N,0,

Maleic hydrazide

Dihydropyridazine-3,6-dione

RN: 123-33-1 MP (°C):

MW: 112.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.554E-02 3.984E+00 20 B185 00000

5.321E-02 5.964E+00 25 B185 00000

5.353E-02 6.000E+00 25 B200 10002

5.321E-02 5.964E+00 25 MO61 10000

5.353E-02 6.000E+00 25 Mil61 10000

5.321E-02 5.964E+00 ns B100 00000

6.310E-03 7.072E-01 ns M163 00000 EFG

3.554E-02 3.984E+00 ns NO13 00000
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249. C,H,N,0,

Barbituric acid

Barbitursaeure

RN: 67-52-7 MP (°C): 248

MW: 128.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
1.483E-07 1.900E-05 37 B166 10111
5.129E-02 6.569E+00 ns R424 00000
5.129E-02 6.569E+00 ns R427 00000
250. C,H,N,O,

2,4,6-Trihydroxypyrimidine

2,4,6-Pyrimidinetriol

RN: 223674-01-9 MP (°C):

MW: 128.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) %) (TPEAA) Comments
5.170E-02 6.623E4+00 20 B050 10000
251. C,H,0,

trans-Fumaric acid

Fumaric acid

Fumarsaeure

RN: 110-17-8 MP (°C): 287

MW: 116.07 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.977E-02 2.295E+00 0 M043 10001
3.005E-02 3.488E+00 10 MO043 10001
4.286E-02 4.975E+00 20 M043 10001
5.989E-02 6.951E+00 25 D041 10001
6.031E-02 7.000E+00 25 F300 10000
5.989E-02 6.951E+00 25 WOI11 12211
6.159E-02 7.149E+00 30 M043 10001
9.218E-02 1.070E+01 40 F300 10002
9.374E-02 1.088E+01 40 M043 10001
9.121E-02 1.059E+01 40 WOI11 12212
1.937E-01 2.248E+01 60 M043 10001
2.019E-01 2.344E+01 60 WOl11 12211
4.258E-01 4.943E+01 80 M043 10001
7.689E-01 8.925E+01 100 D041 10001
8.012E-01 9.300E+01 100 F300 10001
7.689E-01 8.925E+01 100 M043 10001
7.689E-01 8.925E+01 100 WOl1 12211
5.248E-02 6.092E+00 ns R424 00000
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252.C,H,0,

Maleic acid

Maleinsaeure

RN: 110-16-7 MP (°C): 138

MW: 116.07 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.431E+4+00 2.821E+02 0 MO043 10002
2.607E+00 3.026E+02 4.99 A339 00000
2.872E+400 3.334E+02 10 F300 10002
2.872E+00 3.333E+02 10 M043 10001
2.880E+00 3.343E+02 9.99 A339 00000
3.094E+00 3.591E+02 14.99 A339 00000
3.312E+00 3.845E+02 19.99 A339 00000
3.547E+00 4.118E+02 20 MO043 10001
6.789E+00 7.880E+02 22.5 G301 00000
3.592E+00 4.170E+02 24.99 A339 00000
3.797E+00 4.407E+02 25 D041 10002
3.797E+00 4.407E+02 25 F300 10002
3.840E+00 4.457E4+02 25 H430 00000
3.797E+00 4.407E4+02 25 WO011 12212
3.823E+00 4.437E+02 29.99 A339 00000
4.081E+00 4.737E+02 30 M043 10001
4.117E4+00 4.778E+02 34.99 A339 00000
4.300E4+00 4.991E+02 39.99 A339 00000
4.608E+00 5.349E+02 40 M043 10002
4.561E4+00 5.294E+02 40 WO011 12212
4.562E+00 5.295E+02 44.99 A339 00000
4.677E+00 5.429E+02 49.99 A339 00000
4.842E+00 5.620E+02 54.99 A339 00000
5.031E+00 5.840E+02 59.99 A339 00000
5.516E+00 6.403E+02 60 M043 10002
5.151E+00 5.979E+02 60 WOl11 12212
5.166E+00 5.997E+02 64.99 A339 00000
6.366E+00 7.389E+02 80 M043 10002
6.864E+00 7.967E4+02 97.5 D041 10002
6.866E+00 7.970E+02 97.5 F300 10002
6.866E+00 7.970E+02 97.5 WO011 12212
253.C,H,S

Thiophene

Thiofuran

Thiacyclopentadiene

RN: 110-02-1 MP (°C): -38.3

MW: 84.14 BP (°C): 84.4

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
3.583E-02 3.015E+00 25 K119 10002
3.583E-02 3.015E+00 25 PO51 21122
3.583E-02 3.015E+00 25.00 P0O07 21222
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254. C,H:.BrO,

Bromosuccinic acid

DL-Brombernsteinsaeure

RN: 923-06-8 MP (°C):

MW: 196.99 BP (°C): 161

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.092E-01 1.200E+02 15.5 F300 10001

255. C,H,Cl0,

2-Chloroisocrotonic acid

a-Chlor-isocrotonsaeure

RN: 24253-33-6 MP (°C):

MW: 120.54 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.102E-01 6.150E+01 19 F300 10002

256. C,H;ClO,

2-Chlorocrotonic acid

o-Chlor-crotonsaeure

RN: 600-13-5 MP (°C):

MW: 120.54 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
1.742E-01 2.100E+01 19 F300 10001

257. C,H,ClO,

3-Chlorocrotonic acid

p-Chlor-crotonsaeure

RN: 6214-28-4 MP (°C): 94

MW: 120.54 BP (°C): 206

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.842E-01 2.220E+01 12,5 F300 10002

2.481E-01 2.990E+01 19 F300 10002
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258. C,H.CIO,
3-Chloroisocrotonic acid
B-Chlor-isocrotonsaeure

RN: 6625-00-9 MP (°C):

MW:  120.54 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.037E-01 1.250E+01 7 F300 10002

1.560E-01 1.880E+01 19 F300 10002

259. C,H.CIO,

L-Chlorosuccinic acid
L(—)-Chlor-bernsteinsaeure
D-Chlorosuccinic acid
D(+)-Chlor-bernsteinsaeure

RN: 16045-92-4 MP (°C):

MW: 152.54 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.180E+00 1.800E+02 20 F300 10001

1.193E4+00 1.820E+02 20 F300 10002

260. C,H.F,0

Fluroxene

2,2,2-(Trifluoroethoxy)ethene

Redeptin

Fluoromar

RN: 406-90-6 MP (°C):

MW: 126.08 BP (°C): 42.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.173E-05 4.000E-03 ns R028 00000

261. C,H;N

Pyrrole

Azole

Imidole

RN: 109-97-7 MP (°C): -23

MW: 67.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments

7.098E-01 4.762E+01 rt B099 02000
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262. C,H;N

Methacrylonitrile

2-Methyl-2-propenenitrile

RN: 126-98-7 MP (°C):  -35.8

MW: 67.09 BP (°C): 90.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.692E-01 2.477E4+01 25 L096 12022

263. C,H;NO,

Hymexazol

3-Hydroxy-5-methyl isoxazole

5-Methyl-3(2H)-isoxazolone

Tachigaren

Isoxazolol, 5-methyl-

RN: 10004-44-1 MP (°C): 86

MW: 99.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.578E-01 8.500E+01 25 Mil61 10002

8.578E-01 8.500E+01 25 N306 10001

264. C,H,NO,

Succinimide

2,5-Pyrrolidinedione

Butanimide

RN: 123-56-8 MP (°C): 126

MW: 99.09 BP (°C): 288

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.174E-01 9.091E+01 0 M043 10001

1.392E4+00 1.379E+02 10 M043 10001

2.082E+00 2.063E+02 20 M043 10001

1.978E+00 1.960E+02 21 F300 10002

3.273E+00 3.243E+02 30 MO043 10001

4.57TE+00 4.536E+02 40 M043 10001

5.887E+00 5.833E+02 60 MO043 10002

6.868E+00 6.805E+02 80 MO043 10002

1.413E4+00 1.400E+02 ns D072 00001

1.995E+00 1.977E+402 ns R424 00000
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265. C,H;NS

Allyl isothiocyanate

Allyl mustardiol

Allylsenfoel

RN: 57-06-7 MP (°C): -8

MW: 99.16 BP (°C): 152

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.017E-02 2.000E+00 20 F300 10000

266. C,H;N;0

Cytosine

2-Oxy-4-amino pyrimidine

2(1H)-Pyrimidinone, 4-amino-

RN: 71-30-7 MP (°C): 320

MW: 111.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.000E-02 5.555E+00 20 C017 20010 EFG
6.877E-02 7.641E4+00 25 D041 10001

7.200E-02 8.000E+00 25 F300 10000

6.580E-02 7.311E4+00 25 HO61 00000

6.500E-02 7.222E+00 25 R0O30 00000

267. C,H;N;0S

6-Amino-2-thiouracil

2-Mercapto-4-amino-6-hydroxypyrimidine

2-Thio-4-amino-6-hydroxypyrimidine

2-Mercapto-6-aminouracil

RN: 1004-40-6 MP (°C):

MW: 143.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.790E-03 2.563E-01 25 G016 12122 intrinsic
268. C,H;N,0,

5-Aminouracil

5-Amino-uracil

RN: 932-52-5 MP (°C): >300

MW: 127.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.934E-03 5.000E-01 20 F300 10000

4.700E-03 5.974E-01 25 7408 00000

1.259E-01 1.600E+01 100 F300 10001
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269. C,H;N,0,

6-Aminouracil

2,4(1H,3H)-Pyrimidinedione, 6-amino

4-Amino-2,6-dihydroxypyrimidine

6-Amino-2,4-pyrimidinediol

4-Amino uracil

RN: 873-83-6 MP (°C):

MW: 127.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.700E-03 5.974E-01 25 7408 00000

270. C,H;N,0,

2-Methyl-4(5)-nitroimidazole

2-Methyl-5-nitroimidazole

Menidazole

RP 8532

L 581490

RN: 696-23-1 MP (°C): 257-258

MW: 127.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.368E-02 3.010E+00 20 D344 00000

2.367E-02 3.009E+00 20 D344 00000

2.353E-02 2.991E+400 20 D344 00000

2.370E-02 3.012E+00 20 D344 00000

271. C,H,

1,3-Butadiene

Pyrrolylene

RN: 106-99-0 MP (°C):  -108.9

MW: 54.09 BP (°C): 4.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.359E-02 7.350E-01 25 MO001 21222

272. C,H,

1-Butyne

Ethylacetylene

Ethylethyne

RN: 107-00-6 MP (°C):  -125.7

MW: 54.09 BP (°C): 8.1

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.306E-02 2.870E+00 25 MO001 21222
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273. C,H,BrNO,
5-Bromo-5-nitro-1,3-dioxane

Bronidox

Microcide I

Bronidox L

1,3-Dioxane, 5-bromo-5-nitro-

RN: 30007-47-7 MP (°C):  49-50

MW: 212.01 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.706E-02 5.737E+00 25 LO13 10212

274. C,H,CL0,S

3,4-Dichlorotetrahydrothiophene dioxide
3,4-Dichlorotetrahydrothiophene 1,1-dioxide
3,4-Dichlorosulfolane

DAC PRD

3,4-Dichlorothiolane 1,1-dioxide

RN: 3001-57-8 MP (°C): 130

MW: 189.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.161E-02 2.195E+00 20 MO061 10001

275. C,HyN,0,

2,5-Piperazinedione

Diketopiperazine

RN: 106-57-0 MP (°C):

MW: 114.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °C) (#) (TPEAA) Comments
1.232E-01 1.406E+01 20 B032 12212

1.253E-01 1.430E+401 20 MO75 20112

1.475E-01 1.683E+01 25 B032 12212

1.754E-01 2.001E+01 29.80 B032 12212

276. C,HN,S,Zn

Zineb

Zinc ethylenebis(dithiocarbamate)
RN: 12122-67-7 MP (°C):

MW: 275.74 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.627E-06 1.000E-03 20 MO61 10000

3.627E-05 1.000E-02 It Mi161 00001
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2717. C,H¢N, O,

Allantoin

Allantoine

RN: 97-59-6 MP (°C): 238

MW: 158.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.303E-02 5.223E+4+00 20 D041 10002

4.755E-02 7.519E+00 c D004 00000

2.040E-01 3.226E+01 h D004 00000

2.530E-02 4.000E+00 ns D072 00001

278. C,H,N,O;S,

Acetazolamide

5-Acetamido-1,3,4-thiadiazole-2-sulfonamide

RN: 59-66-5 MP (°C): 258

MW: 222.25 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.700E-03 6.001E-01 15 K024 12112

2.249E-03 4.998E-01 20 D041 10000

3.200E-03 7.112E-01 25 C415 10010

2.216E-03 4.925E-01 25 F415 00000 Average
4.409E-03 9.799E-01 30 E049 20222

5.174E-03 1.150E+00 37 C054 20212

2.880E-03 6.400E-01 amb L434 00000

>2.25E-03 >5.00E-01 ns B404 02110

4.144E-03 9.210E-01 ns 1304 00000

4.500E-04 1.000E-01 ns K444 00000

4.365E-03 9.701E-01 ns R428 00000

279. CH,O

Vinyl ether

1,1-Oxybisethene

Divinyl ether

RN: 109-93-3 MP (°C):

MW: 70.09 BP (°C): 28.4

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
7.490E-02 5.250E+00 37 RO47 00000

5.487E-01 3.846E+01 ns R0O28 00000
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280. C,H,O

Crotonaldehyde

But-trans-enal

RN: 4170-30-3 MP (°C): -76.5

MW:  70.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
+2.14E+00 +1.50E+02 ns S460 00000

281. C,H,0

o-Methylacrolein
a-Methyl-acrolein

RN: 78-85-3 MP (°C):

MW: 70.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.089E-01 5.670E+01 20 F300 10002

1.236E+00 8.663E+01 ns 5460 00000

282. CH,O

trans-Crotonaldehyde

Crotonaldehyd

RN: 123-73-9 MP (°C): =77

MW: 70.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
2.140E+00 1.500E+02 20 F300 10001

283. C,H, 0,

Diacetyl

2,3-Butanedione

RN: 431-03-8 MP (°C):

MW: 86.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.323E+400 2.000E+02 15 F300 10001

2.323E4+00 2.000E+02 20 D041 10001

284. CHO,

Methyl acrylate

Acrylic acid methyl ester
2-Propenoic acid methyl ester

RN: 96-33-3 MP (°C): 765

MW: 86.09 BP (°C): 70

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments

5.742E-01 4.943E+01 30 L096 12021
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285. C,H0O,

trans-Crotonic acid

trans-Crotonsaeure

RN: 3724-65-0 MP (°C):

MW: 86.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.989E-01 8.600E+01 25 F300 10001

4.600E+00 3.960E+02 40 F300 10002

286. C,H,O,

Vinyl acetate

Vinylacetate

RN: 108-05-4 MP (°C):  -100

MW: 86.09 BP (°C): 72

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.136E-01 2.700E+01 50 1097 11111

287. C,H,O,

Crotonic acid

2-Butenoic acid

3-Methylacrylic acid

RN: 107-93-7 MP (°C): 73

MW: 86.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.882E-01 7.647E+01 20 D041 10002

288. C,H,0O,

a-Butyrolacetone

3-Hydroxybutanoic acid p-lactone

RN: 3068-88-0 MP (°C):

MW: 86.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.541E+00 1.327E+02 18 1313 00000
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289. C,H,0,S,
bis(Methylxanthogen) disulfide
Dimethylxanthogen disulfide
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Methyl dixanthogen

RN: 1468-37-7 MP (°C): 22.75

MW: 214.35 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.150E-04 2.465E-02 25 H102 12122

290. C,H,O,

Acetic anhydride

Essigsaeure-anhydrid

RN: 108-24-7 MP (°C): 73

MW: BP (°C): 139

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.175E+00 1.200E+02 20 F300 10002

291. C,H,O,

Methylmalonic acid

Acide methylmalonique

Methyl-malonsaeure

RN: 516-05-2 MP (°C): 129.5

MW: BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.600E+00 3.070E+02 0 F300 10002

3.743E+00 4.420E+02 0 MO051 10002

4.954E+00 5.850E+02 15 MO051 10002

5.750E+400 6.790E+02 25 MO051 10002

4.071E4+00 4.808E+02 50 F300 10002

7.748E+00 9.150E+02 50 MO51 10002

292. C,HO,

Succinic acid

Bernsteinsaeure

RN: 110-15-6 MP (°C): 185

MW: BP (°C): 235

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °C) (#) (TPEAA) Comments
2.363E-01 2.790E+01 0 L041 10012

2.273E-01 2.684E+01 0 MO020 10011

2.306E-01 2.724E401 0 MO043 10001

(continued)
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292. C,H O, (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °C) (#) (TPEAA) Comments
2.892E-01 3.415E+01 4.99 A339 00000

3.569E-01 4.215E+01 10 MO043 10001

3.616E-01 4.271E+01 9.99 A339 00000

3.854E-01 4.551E+01 11.85 L064 22212

4.518E-01 5.335E+01 14.99 A339 00000

4.102E-01 4.843E+01 15 F055 12222

4.149E-01 4.900E+01 15 L041 10011

4.149E-01 4.900E+01 15 MO51 10001

4.912E-01 5.800E+01 17.50 F300 10001

4.974E-01 5.874E+01 18 L064 22212

5.661E-01 6.685E+01 19.99 A339 00000

5.392E-01 6.367E+01 20 D041 10001

5.019E-01 5.927E+01 20 F055 12222

5.420E-01 6.400E+01 20 F300 10002

4.912E-01 5.800E+01 20 L041 10011

5.466E-01 6.455E+01 20 MO043 10001

5.510E-01 6.507E+01 20 M153 10000 cal. from fitted equation
4.632E-01 5.470E+01 20 MI171 10001

5.716E-01 6.750E+01 20 w026 10111 average of 2
6.344E-01 7.492E+01 23.75 L064 22212

6.829E-01 8.064E+01 24.99 A339 00000

5.930E-01 7.003E+01 25 D061 10002

6.032E-01 7.124E+01 25 F055 12222

6.849E-01 8.088E+01 25 H430 00000

6.518E-01 7.697E+01 25 M020 10012

6.634E-01 7.834E+01 25 M153 10000 cal. from fitted equation
7.402E-01 8.741E+01 28 D050 12122

8.003E-01 9.451E+01 29.99 A339 00000

8.047E-01 9.502E+01 30 MO043 10002

8.047E-01 9.502E+01 30 MI153 10000 cal. from fitted equation
8.849E-01 1.045E+02 30 W026 10112 average of 2
9.508E-01 1.123E+02 34.99 A339 00000

8.976E-01 1.060E+02 35 L041 10012

9.742E-01 1.150E+402 35 M153 10000 cal. from fitted equation
1.145E+00 1.353E+02 39.99 A339 00000

1.149E+00 1.357E+02 40 B088 10002

1.181E+00 1.394E+02 40 M043 10002

1.168E4+00 1.379E+02 40 M153 10000 cal. from fitted equation
1.377E+00 1.627E+02 44.99 A339 00000

1.600E+00 1.889E+02 49.99 A339 00000

1.524E+00 1.800E+02 50 L041 10012

1.633E+00 1.929E+02 50 MO020 10012

1.842E+00 2.175E4+02 54.99 A339 00000

2.048E400 2.418E+02 59.99 A339 00000

2.232E+00 2.636E+02 60 MO043 10002

2.398E+00 2.832E+02 64.99 A339 00000

2.380E+00 2.810E+02 65 L041 10012

3.238E4+00 3.824E+02 75 F300 10002

3.191E4+00 3.768E+02 75 M020 10012

(continued)
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292. C,H O, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) (#) (TPEAA) Comments
3.510E4+00 4.145E+02 80 M043 10002

8.515E-01 1.006E+02 84.30 B118 10002 unit assumed
4.636E+00 5.475E4+02 100 D041 10002

4.738E+00 5.595E+02 100 M043 10002

6.821E-01 8.054E+01 rt H431 00000

293. C,H,0,

Methyl oxalate

Oxalic acid ethyl ester
Oxalsaeure-monoaethyl ester

RN: 553-90-2 MP (°C): 54.0

MW: 118.09 BP (°C): 163.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.006E-01 3.549E+01 1 K079 10002
6.900E-01 8.148E+01 11.1 K079 10002
1.029E+00 1.216E+02 19.5 K079 10002
5.106E-01 6.030E+01 25 F300 10002
1.489E+00 1.758E+02 27.1 K079 10002
1.867E+00 2.204E+02 31.9 K079 10002
2.978E+00 3.516E+02 44.4 K079 10002
3.372E+00 3.982E+02 49.2 K079 10002
3.589E+00 4.238E+02 51.0 K079 10002
3.839E+00 4.533E+02 53.0 K079 10002
4.783E+00 5.649E+02 75.0 K079 10002
4.939E+00 5.832E+02 79.3 K079 10002
5.678E+00 6.705E+02 96.1 K079 10002
4.929E-01 5.820E+01 rt D021 00112
294. C,H,0,

D-Malic acid
D(-)-Aepfelsaeure

RN: 636-61-3 MP (°C): 100

MW: 134.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) # (TPEAA) Comments
3.397E+00 4.555E+02 4.99 A339 00000
3.542E+00 4.749E+02 9.99 A339 00000
3.695E+00 4.954E+02 14.99 A339 00000
3.878E+00 5.200E+02 19.99 A339 00000
4.030E+00 5.403E+02 24.99 A339 00000
4.146E+00 5.560E+02 29.99 A339 00000
4.282E+00 5.742E+02 34.99 A339 00000
4.441E+00 5.955E+02 39.99 A339 00000
4.544E+00 6.094E+02 44.99 A339 00000

(continued)
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294. C,H,O; (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.719E+00 6.328E+02 49.99 A339 00000
4.840E+00 6.490E+02 54.99 A339 00000
4.976E+00 6.672E4+02 59.99 A339 00000
5.119E4+00 6.865E+02 64.99 A339 00000
295. C,H, O

Diglycolic acid

Di-glykolsaeure

RN: 110-99-6 MP (°C): 148

MW: 134.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.596E+00 2.140E+02 5.09 A340 00000
1.932E4+00 2.590E+02 10.99 A340 00000
2.522E4+00 3.382E+02 15.59 A340 00000
2.668E+00 3.577E+02 20.59 A340 00000
2.834E+00 3.801E+02 23.49 A340 00000
3.252E+00 4.361E+02 28.09 A340 00000
3.645E+00 4.887E+02 37.49 A340 00000
3.794E+00 5.087E+02 39.99 A340 00000
4.061E+00 5.445E+02 47.99 A340 00000
4.135E+00 5.545E+02 49.99 A340 00000
4.353E+00 5.837E+02 54.49 A340 00000
4.508E+00 6.044E+02 59.49 A340 00000
4.631E4+00 6.209E+02 64.99 A340 00000
4.776E+00 6.404E+02 69.99 A340 00000
4.877E+00 6.540E+02 74.99 A340 00000
4.969E+00 6.663E+02 79.89 A340 00000
5.067E+00 6.794E+02 83.99 A340 00000
5.125E+00 6.872E+02 88.19 A340 00000
296. C,H,0;

DL-Malic acid

Malic acid

RN: 6915-15-7 MP (°C):  131.

MW: 134.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.512E+00 4.709E+02 0 M043 10001
3.820E+00 5.122E+02 10 MO043 10002
4.158E+00 5.575E+02 20 MO043 10002
4.414E+00 5.918E+02 25 H430 00000
4.401E+00 5.902E+02 26 D041 10002
4.415E+00 5.920E+02 26 F300 10002

(continued)
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296. C,H,O; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.605E+400 7.516E+02 30 D062 10110 data given in normality
4.475E+00 6.000E+02 30 M043 10002

4.794E+00 6.429E+02 40 M043 10002

5.442E+00 7.297E+02 60 M043 10002

5.998E+00 8.043E+02 79 D041 10002

6.033E+00 8.089E+02 79 F300 10002

6.126E+00 8.214E+02 80 M043 10002

297. C,H,0,

meso-Tartaric acid
meso-Weinsaeure

RN: 147-73-9 MP (°C): 147

MW: 150.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.239E4+00 3.360E+02 0 F300 10002

3.702E+00 5.556E+02 15 D041 10002

3.731E+00 5.600E+02 15 F300 10001

3.731E4+00 5.600E+02 20 F300 10001

298. C,H,0,

D-(—)-Tartaric acid
D-(-)-Dihydroxysuccinic acid

RN: 147-71-7 MP (°C): 173

MW: 150.09 BP (°C): 171

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.564E+00 5.349E+02 0 MO043 10002
3.348E+00 5.024E+02 4.99 A339 00000
2.350E+400 3.528E+02 10 D020 12112
3.715E+00 5.575E+02 10 MO043 10002
3.431E+00 5.149E+02 9.99 A339 00000
3.499E+00 5.251E4+02 14.99 A339 00000
3.553E+00 5.332E+02 19.99 A339 00000
3.875E+00 5.816E+02 20 MO043 10002
3.629E+00 5.447E+02 24.99 A339 00000
2.459E+00 3.691E+02 25 D020 12112
3.973E+00 5.963E+02 25 FO17 10002
3.706E+00 5.562E+02 29.99 A339 00000
4.060E+00 6.094E+02 30 MO043 10002
3.791E+00 5.690E+02 34.99 A339 00000
3.846E+00 5.773E+02 39.99 A339 00000
4.249E+00 6.377E+02 40 MO043 10002
3.926E+00 5.892E+02 44.99 A339 00000

(continued)
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298. C,H,O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.021E+00 6.036E+02 49.99 A339 00000

4.104E+00 6.160E+02 54.99 A339 00000

4.157E+00 6.238E+02 59.99 A339 00000

4.581E+00 6.875E+02 60 MO043 10002

4.232E+00 6.352E+02 64.99 A339 00000

4.876E+00 7.319E+02 80 MO043 10002

5.159E+00 7.743E+02 100 MO043 10002

299. C,H,O,

L-Tartaric acid
L(+)-Weinsaeure
L(+)-Tartaric acid

RN: 87-69-4 MP (°C): 169

MW: 150.09 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.565E+00 5.350E+02 0 F300 10002
3.564E+00 5.349E+02 0 F302 10002
3.634E+00 5.455E+02 5 F302 10002
3.702E+00 5.556E+02 10 F302 10002
3.791E+00 5.690E+02 15 F302 10002
3.878E+00 5.820E+02 20 F300 10002
3.875E+00 5.816E+02 20 F302 10002
3.965E+00 5.951E+02 25 F302 10002
4.060E+00 6.094E+02 30 F302 10002
4.158E+00 6.241E+02 35 F302 10002
4.249E+00 6.377E+02 40 F302 10002
4.325E+00 6.491E+02 45 F302 10002
4.397E+00 6.600E+02 50 F300 10001
4.404E+00 6.610E+02 50 F302 10002
4.485E+00 6.732E+02 55 F302 10002
4.568E+00 6.855E+02 60 F302 10002
4.644E+00 6.970E+02 65 F302 10002
4.726E+00 7.093E+02 70 F302 10002
4.802E+00 7.207E402 75 F302 10002
4.876E+00 7.319E402 80 F302 10002
4.954E+00 7.436E+02 85 F302 10002
5.026E+00 7.543E+02 90 F302 10002
5.095E+00 7.647TE4+02 95 F302 10002
5.157E4+00 7.740E+02 100 F300 10002

5.159E4+00 7.743E+02 100 F302 10002
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300. C,H,O,
DL-Tartaric acid
DL-Weinsaeure
Tartaric acid (racemic)

RN: 133-37-9 MP (°C): 206

MW: 150.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
2.279E4+00 3.421E+02 0 D039 22120 EFG
5.630E-01 8.450E+01 0 D041 10002

5.084E-01 7.630E+01 0 F300 10002

5.049E-01 7.579E+01 0 MO043 10001

2.333E4+00 3.502E+02 10 D039 22120 EFG
7.298E-01 1.095E+02 10 MO043 10002

2.350E+400 3.528E+02 20 D039 22120 EFG
1.138E400 1.708E+02 20 D041 10002

1.139E+400 1.710E+02 20 F300 10002

1.016E+00 1.525E+02 20 MO043 10002

2.459E+400 3.690E+02 25 D039 22122 EFG
1.179E+400 1.770E+02 25 FO17 10002

1.026E+01 1.540E+03 25 K040 10212

2.483E+00 3.726E+02 30 D039 22120 EFG
1.341E+00 2.013E+02 30 MO043 10002

2.563E+00 3.846E+02 40 D039 22120 EFG
1.799E+00 2.701E+02 40 MO043 10002

2.612E+00 3.921E+02 50 D039 22120 EFG
2.687E4+00 4.033E+02 60 D039 22120 EFG
2.612E+00 3.921E+02 60 MO043 10002

2.750E+00 4.128E+02 70 D039 22120 EFG
2.811E+00 4.220E+02 80 D039 22120 EFG
3.299E+00 4.952E+02 80 MO043 10002

2.860E+00 4.292E+02 90 D039 22120 EFG
2.920E+00 4.382E+02 100 D039 22120 EFG
4.324E+400 6.490E+02 100 D041 10002

4.331E+00 6.500E+02 100 F300 10001

3.863E+00 5.798E+02 100 MO043 10002

301. C,H,Br

4-Bromo-1-butene
1-Bromo-3-butene

Homoallyl bromide
4-Bromobutene-1

3-Butenyl bromide

RN: 5162-44-7 MP (°C):

MW: 135.01 BP (°C): 98.5
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

5.660E-03 7.642E-01 25 M342 10112
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302. C,H,BrN,0,

Propanamide, N-(aminocarbonyl)-2-bromo-

(2-Bromopropionyl)urea

o-Bromopropionylurea

RN: 14299-55-9 MP (°C):

MW: 195.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.581E-01 5.033E+01 ns FO056 02221

303. C,H,BrO,

a-Bromobutyric acid

DL-2-Bromobutyric acid

DL-Brombuttersaeure

RN: 80-58-0 MP (°C): 4

MW: 167.01 BP (°C): 181

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.191E-01 7.000E+01 ns F300 10000

304. C,H,C1

1-Chloro-2-butene

1-Chloro-2-methylpropene-2

o-Methylallyl chloride

RN: 591-97-9 MP (°C):

MW: 90.55 BP (°C): 84

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.103E-02 9.990E-01 ns MO61 00000

305. C,H,CL,0,P

Dichlorvos

0,0-Dimethyl O-2-dichlorovinyl phosphate

RN: 62-73-7 MP (°C):

MW: 220.98 BP (°C): 84

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.481E-02 9.901E+00 ns MO61 00000

4.525E-02 1.000E+01 rt M161 00001
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306. C,H,CL,0

1,1,1-Trichloro-tert-butanol

Acetonchloroform

Chloreton

RN: 57-15-8 MP (°C): 98

MW: 177.46 BP (°C): 167

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.508E-02 8.000E+00 20 F300 10000
4.467E-02 7.927E+00 ns R424 00000
4.467E-02 7.927E4+00 ns R427 00000
307. C,H,N

n-Butyroniitrile
y-Butyronitrile
Propyl cyanide
1-Cyanopropane
n-Butyronitrile

RN: 109-74-0 MP (°C): -112

MW: 69.11 BP (°C): 115-117

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.446E-02 3.764E+00 25 B004 00000

308. C,H,NO,S

4-Thiazolidinecarboxylic acid
Thiazolidine-4-carboxylic acid

y-Thiaproline

4-Carboxythiazolidine

Detoxepa

Thiaproline

RN: 444-27-9 MP (°C):  196-201

MW: 133.17 BP (°C): 350.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

2.200E-01 2.930E+01 21 B414 10011
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309. C,H,NO,

N-Acetyl glycine

Aceturic acid

Glycin-N-acetat

Glycine-N-acetate

RN: 543-24-8 MP (°C): 206

MW: 117.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.246E-01 2.630E+01 15 F300 10002
310. C,H,NO,

Butanoic acid, 4-amino-2-hydroxy-4-oxo-

D-f-Malaminsaeure

r-p-Malaminsaeure

RN: 82310-91-6 MP (°C): 149

MW: 133.10 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.903E-01 3.865E+01 18 L039 10002
5.255E-01 6.994E+01 18 L039 10002
311. C,H,NO,

DL-Aspartic acid

DL-2-Aminobutanedioic acid

RN: 617-45-8 MP (°C):

MW: 133.10 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.367E-02 3.151E+00 0 D018 22212
2.420E-02 3.221E400 4.99 A405 20112
3.140E-02 4.179E+00 9.99 A405 20112
3.910E-02 5.204E+00 14.99 A405 20112
4.850E-02 6.456E+00 19.99 A405 20112
5.900E-02 7.853E+00 24.99 A405 20112
6.081E-02 8.094E-+00 25 D018 22212
6.110E-02 8.133E+00 25 D041 10001
7.260E-02 9.663E+00 29.99 A405 20112
8.770E-02 1.167E401 33.99 A405 20112
8.950E-02 1.191E+01 34.99 A405 20112
1.069E-01 1.423E+01 38.99 A405 20112
1.109E-01 1.476E+01 39.99 A405 20112
1.293E-01 1.721E401 44.99 A405 20112
1.561E-01 2.078E+01 49.49 A405 20112
1.544E-01 2.055E+01 50 D018 22212
1.812E-01 2.412E+01 54.99 A405 20112
2.170E-01 2.888E+01 58.99 A405 20112

(continued)
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311. C,H,NO, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.543E-01 3.385E+01 61.99 A405 20112

3.101E-01 4.128E+01 65.99 A405 20112

3.284E-01 4.371E+01 68.99 A405 20112

3.646E-01 4.853E+01 70.99 A405 20112

3.437E-01 4.575E+01 75 DO18 22212

3.434E-01 4.571E4+01 75 D041 10002

312. C,H,NO,

Iminodiacetic acid
Imino-diessigsaeure

RN: 142-73-4 MP (°C):  247.5

MW: 133.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.781E-01 2.370E+01 5 F300 10002

313. C,H,NO,

L-Aspartic acid
Aspartic acid
L(+)-Asparaginsaeure
L-(+)-Asparaginic acid
L-(+)-Aspartic acid

RN: 56-84-8 MP (°C):  270.5

MW: 133.10 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.675E-02 2.230E400 0 D018 22212
1.780E-02 2.369E+00 4.99 A405 20112
2.170E-02 2.888E+00 9.99 A405 20112
2.570E-02 3.421E+00 14.99 A405 20112
3.160E-02 4.206E+00 19.99 A405 20112
3.170E-02 4.220E+00 20 B032 12212
3.750E-02 4.991E+00 24.99 A405 20112
3.770E-02 5.018E+00 25 B032 12212
4.030E-02 5.364E+00 25 D018 22212
3.738E-02 4.975E4+00 25 D041 10000
3.805E-02 5.064E+00 25 G315 00000
3.719E-02 4.950E+00 25 1303 00000
3.644E-02 4.850E+00 27 D036 00000
4.469E-02 5.948E+00 29.80 B032 12212
4.550E-02 6.056E+00 29.99 A405 20112
5.320E-02 7.081E+00 33.99 A405 20112
6.520E-02 8.678E+00 39.99 A405 20112
6.348E-02 8.450E+00 40 1303 00000

(continued)
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313. C,H,NO, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.610E-02 1.013E+01 44.99 A405 20112

9.304E-02 1.238E+401 50 D018 22212

9.110E-02 1.213E+01 50.99 A405 20112

1.013E-01 1.348E+01 54.99 A405 20112

1.216E-01 1.619E+01 59.99 A405 20112

1.232E-01 1.640E+01 60 J303 00000

1.316E-01 1.752E+01 62.99 A405 20112

1.440E-01 1.917E+01 64.99 A405 20112

1.498E-01 1.994E+01 66.99 A405 20112

1.725E-01 2.296E+01 69.99 A405 20112

1.985E-01 2.642E+01 75 D018 22212

2.100E-01 2.795E+01 75 D041 10002

2.885E-01 3.840E+01 99 M160 21110

3.750E-02 4.991E+00 ns MO025 02012

3.738E-02 4.975E+00 It H431 00000

314. CH,NO,

L-f-Malamidic acid

L-f-Malaminsaeure

RN: 57229-74-0 MP (°C): 149

MW: 133.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.242E-01 6.977E+01 18 L039 10002

315. C,H,;N,0,

Glycine dipeptide

RN: MP (°C):

MW: 147.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.418E+00 2.086E+02 20 B032 12212

1.534E+00 2.257E4+02 25 B032 12212

1.540E+00 2.266E+02 25.1 N024 00000

1.546E+400 2.275E4+02 25.1 NO026 00000

1.647E+00 2.423E+02 29.80 B032 12212
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Creatinine

Kreatinin

RN: 60-27-5 MP (°C):  220.5

MW: 113.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.075E-01 8.004E+01 16 D041 10001
7.081E-01 8.010E+01 16 F300 10002
317. C Hy

1-Butene

o-Butene

Ethylethylene

o-Butylene

1-Butylene

Butene-1

RN: 106-98-9 MP (°C):  -185

MW: 56.11 BP (°C): -6.47

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
3.957E-03 2.220E-01 25 MOO01 21222
1.210E-02 6.791E-01 38 B123 12112
1.582E-02 8.876E-01 71 B123 12112
2.746E-02 1.541E+00 104 B123 12112
3.526E-02 1.979E+00 138 BI123 12112
3.858E-02 2.165E+00 144.00 B123 12112
318. C,Hg

Isobutylene

2-Methylpropene

RN: 115-11-7 MP (°C): -140.3

MW: 56.11 BP (°C): -6.90

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.687E-03 2.630E-01 25 MO01 21222
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319. C,H,(Cl,

2,3-Dichlorobutane

Butane, 2,3-dichloro-

RN: 7581-97-7 MP (°C): =80

MW: 127.01 BP (°C): 117

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.430E-02 1.817E4+00 0 L103 10002 unit assumed
4.422E-03 5.617E-01 20 L103 10002 unit assumed
1.464E-03 1.860E-01 30 L103 10002 unit assumed
1.755E-03 2.230E-01 40 L103 10002 unit assumed
320. C,H;CL,O

sym-Dichloroethyl ether

2,2’-Dichlorodiethylether

RN: 111-44-4 MP (°C):  -50

MW: 143.01 BP (°C): 66

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.060E-02 1.010E+01 20 D052 11000

7.403E-02 1.059E+01 20 MO062 10002

321. C,H,Cl1,0S

B,p"-Dichlorodiethylsulfoxide

B,p"~-Dichlor-diaethylsulfoxid

RN: 5819-08-9 MP (°C):

MW: 175.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.854E-02 1.200E+401 20 F300 10001

322. C,H;Cl,0,S

f,p-Dichlorodiethylsulfone

B,p-Dichlor-diaethylsulfon

RN: 471-03-4 MP (°C):

MW: 191.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.140E-02 6.000E+00 20 F300 10000

1.256E-01 2.400E+01 100 F300 10001
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323. C,H;CL,S

Mustard gas

Sulfure p-ethyl dichlore
B,p"-Dichlor-diaethylsulfid

RN: 505-60-2 MP (°C):

MW: 159.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.337E-03 6.900E-01 25 F300 10001

3.017B-03 4.800E-01 c B079 00111

324. C H,Cl,0,P

Trichlorfon

0,0-Dimethyl (1-hydroxy-2,2,2-trichloroethyl)phosphonate

RN: 52-68-6 MP (°C): 83.5

MW: 257.44 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.982E-01 1.540E+02 25 Ml61 10002

4.255E-01 1.095E+02 ns MO061 00002

325. C,HgN,0,

Dimethylglyoxime

Dimethylglyoxim

RN: 95-45-4 MP (°C): 240.5

MW: 116.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.167E-03 6.000E-01 20 F300 10000

3.100E-02 3.600E+00 80 F300 10001

5.081E-02 5.900E+00 100 F300 10001

326. C,H3N,0,

Succinamide

Bersteinsaeure-diamid

RN: 110-14-5 MP (°C): 260

MW: 116.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.858E-02 4.480E+00 15 D041 10001

2.842E-02 3.300E+00 15 F300 10001

8.534E-01 9.910E+01 100 D041 10002

3.445E-04 4.000E-02 c L055 00002

9.463E-03 1.099E+00 h L055 00001

2.818E-02 3.273E+400 ns R424 00000
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327. C,HyN, 0,

B-Alanine hydantoic acid

p-Uramidopropionic acid

Glycine, N-(aminocarbonyl)-N-methyl-

RN: 30565-25-4 MP (°C):

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.580E-01 2.087E+01 25 M024 12012

328. C,H;N,0,

N-Nitroso-N-methylurethane

N-Nitroso-N-methyl-urethan

RN: 615-53-2 MP (°C):

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.800E-01 3.699E+01 24 MO31 11111

329. C,HgxN, 0,

N-Glycylglycine

Diglycine

RN: 556-50-3 MP (°C): 215

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.253E+00 1.656E+02 21 F300 10002

1.740E+00 2.299E+02 24.99 B441 00000

1.399E+400 1.848E+02 25 G092 21111

1.399E+00 1.848E+02 25 G315 00000

1.430E+00 1.890E+02 25.1 NO027 12222

1.512E4+00 1.998E+02 ns MO025 02012

330. C,H3N,O,

a-Alanine hydantoic acid

Methylhydantoic acid

RN: 77340-50-2 MP (°C):

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.930E-01 2.550E+01 25 MO024 12012

1.930E-01 2.550E+01 ns MO025 02012
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331. C,HgyN, 0,
Asparagine
L-Asparagine
L-Asparagin

RN: 70-47-3 MP (°C): 235

Handbook of Aqueous Solubility Data

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.509E-02 8.600E+00 0 F300 10001
2.180E-01 2.880E+01 15 D349 21122
1.759E-01 2.324E401 20 B032 12212
2.210E-01 2.920E+01 20 D349 21122
1.589E-01 2.100E+01 20 F300 10002
8.477E-02 1.120E+01 21.5 P045 00212
2.226E-01 2.941E+01 25 B032 12212
2.260E-01 2.986E+01 25 D349 21122
1.709E-01 2.258E+01 25 G315 00000
1.900E-01 2.510E+01 25.1 NO024 00000
1.900E-01 2.510E+01 25.1 NO25 00000
1.900E-01 2.510E+01 25.1 NO026 00000
1.853E-01 2.449E+01 25.1 NO027 11222
1.918E-01 2.534E+01 27 D036 00000
2.233E-01 2.950E+01 27 D036 00000
2.777E-01 3.669E+01 29.80 B032 12212
2.604E+00 3.440E+02 98 F300 10002
1.817E-01 2.400E+01 ns D072 00001
1.860E-01 2.457E+01 ns MO025 02012
1.774E-01 2.344E+01 rt D021 00112
332. C,H,N,0,.H,0

L-Asparagine monohydrate

Asparagine, monohydrate, L-

RN: 5794-13-8 MP (°C): 234

MW: 150.14 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.933E-01 2.902E+01 25 D041 10002
1.858E-01 2.790E+01 25 0316 10122
1.853E-01 2.781E+01 25 0316 10122
1.293E+00 1.941E+02 75 D041 10002
333. C,HgN,0,

N,N"-Dinitrosopiperazine

Dinitrosopiperazine

RN: 140-79-4 MP (°C):

MW: 144.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.000E-02 5.765E+00 24 D083 20001
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334. C,H,0

2-Butyraldehyde

Butyraldehyde

Butyraldehyd

n-Butanal

RN: 123-72-8 MP (°C): -96

MW: 72.11 BP (°C): 75

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.948E-01 3.568E+01 20 D041 10001

4.993E-01 3.600E+01 20 F300 10001

9.694E-01 6.990E+01 25 A049 10002

9.194E-01 6.629E+01 25 B060 20111

5.077E-01 3.661E+01 38 J020 22211

335. C,H,0

Ethyl vinyl ether

Aethyl-vinyl-aether

RN: 109-92-2 MP (°C):  -115.0

MW: 72.11 BP (°C): 35

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments

1.390E-01 1.002E+01 37 E028 11222

336. C,H,0

Isobutyraldehyde

2-Methyl propanal

RN: 78-84-2 MP (°C):  -66

MW: 72.11 BP (°C): 64

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments

1.167E4+00 8.413E+01 20 M146 12222

1.234E400 8.900E+01 25 A049 10000

337. C.H;O

Methyl ethyl ketone

Butanon-(2)

RN: 78-93-3 MP (°C):  -87

MW: 72.11 BP (°C): 80

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
0 C423 00000

5.780E+00 4.168E+02 4 C423 00000

4.338E+00 3.128E+02 10 C423 00000

1.015E+4+00 7.322E4+01 20 A075 10001

(continued)
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337. C,H;O (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.827E+00 2.038E+02 20 D052 11002
2.922E+00 2.107E4+02 20 E019 10112
2.399E+00 1.730E+02 20 F300 10002
2.977E+00 2.146E+02 20 G030 12002
5.020E+400 3.620E+02 20 P040 00000
2.931E4+00 2.114E4+02 25 A09%4 10002
3.302E+00 2.381E+02 25 A356 00000
2.931E+00 2.114E+02 25 B060 20111
3.732E+00 2.691E+02 25 C435 00000
3.130E+00 2.257E+02 25 F044 10002
2.824E+400 2.036E+02 25 G030 12002
2.657E+00 1.916E+02 25 JOOS 10212
6.112E4+00 4.407E+02 25 K105 20002
2.912E+00 2.100E+02 25 M136 20002
2.912E+00 2.100E+02 25 M139 20002
2.720E+00 1.961E+02 25 N309 10002
2.756E+00 1.987E+02 25 0028 22222
2.556E+00 1.843E+02 25 P055 10001
2.774E+00 2.000E+02 25 R320 10112
2.690E+00 1.940E+02 30 G030 12002
1.703E+400 1.228E+02 30 R319 22212
2.900E+00 2.091E+402 35 A356 00000
2.969E+00 2.141E4+02 35 C309 22221
2.538E+00 1.830E+02 38 J020 20212
7.726E-01 5.571E+01 40 AO075 10001
2.723E+00 1.964E+02 45 A356 00000
2.615E+00 1.885E+02 45 C309 22221
6.257E+00 4.512E+02 45 K105 20002
6.855E-01 4.943E+01 60 A075 10001
6.319E+00 4.556E+02 60 K105 20002
6.352E-01 4.580E+01 70 A075 10001
3.453E4+00 2.490E+02 70 P040 00000
2.219E+00 1.600E+02 90 F300 10001
3.627E+4+00 2.615E+02 100 P040 00000
6.844E+400 4.935E+02 140 P040 00000
3.334E400 2.404E+02 ns C309 22221
+1.89E4+00 +1.36E4+02 ns 5460 00000
338. C,H;O

Tetrahydrofuran

1,4-Epoxybutane

Butylene oxide

RN: 109-99-9 MP (°C): —-108.0

MW: 72.11 BP (°C): 66.0

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.498E+00 3.243E+02 722 M347 22212
4.504E+00 3.248E+02 72.25 M347 22212

(continued)
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338. C,H;O (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.536E+00 3.271E+402 72.3 M347 22212
4.251E+00 3.065E+02 73.4 M347 22212
4.019E+00 2.898E+02 75.4 M347 22212
3.678E+00 2.652E+02 78.6 M347 22212
3.595E+00 2.593E+02 78.9 M347 22212
3.378E+00 2.436E+02 83.3 M347 22212
3.257E+00 2.349E+02 87.9 M347 22212
3.217E+00 2.320E+02 89.5 M347 22212
3.118E+00 2.248E+02 929 M347 22212
3.042E+00 2.194E+02 102.5 M347 22212
3.042E+400 2.194E+402 110.5 M347 22212
3.118E+00 2.248E+02 119.3 M347 22212
3.257E+00 2.349E+402 127.8 M347 22212
3.595E+00 2.593E+02 132.9 M347 22212
3.998E+00 2.883E+02 136.1 M347 22212
4.067E+00 2.933E+02 136.5 M347 22212
4.617E4+00 3.329E+02 137.1 M347 22212
6.934E400 5.000E+02 It B066 02002
339. C,H,0,

Ethyl acetate

Athylacetat

Essigsaeureaethyl ester

RN: 141-78-6 MP (°C): 83

MW: 88.11 BP (°C): 77

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.941E-01 8.759E+01 0 B108 12011
1.097E+00 9.666E+01 0 B108 12012
1.919E+400 1.691E+02 0 C423 00000
1.069E+00 9.420E+01 0 G062 12222
1.032E4+00 9.091E+01 0 MO088 20001
1.144E+00 1.008E+02 0 Ml111 10112
1.054E+400 9.290E+01 4 C423 00000
8.297E-01 7.310E+01 10 C423 00000
9.333E-01 8.223E+01 10 G062 12222
1.001E+00 8.817E+01 10 Ml11 10112
9.944E-01 8.762E+01 10.0 K079 10002
8.698E-01 7.664E+01 15 MO88 20001
9.419E-01 8.299E+01 15 Ml11 10112
8.329E-01 7.339E+01 17.0 G101 12112
8.718E-01 7.681E+01 20 A016 12112
8.212E-01 7.236E+01 20 B108 12011
8.795E-01 7.749E+01 20 B108 12012
7.346E-01 6.472E+01 20 D052 11002
9.556E-01 8.419E+01 20 E002 10002
7.310E-01 6.441E+01 20 F0O01 10122

(continued)
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339. C,H;0, (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.932E-01 7.870E+01 20 F300 10002
8.920E-01 7.860E+01 20 MI11 10112
7.300E-01 6.432E+01 20 MI171 10001
7.732E-01 6.812E+01 20 M348 22112
9.200E-01 8.106E+01 20 S006 10001
8.778E-01 7.734E+01 20.0 K079 10002
8.708E-01 7.672E+01 20.40 A016 12112
8.417E-01 7.416E+01 25 A016 12112
9.084E-01 8.004E+01 25 A09%4 10001
8.243E-01 7.263E+01 25 A326 12011
5.396E-02 4.755E+00 25 B004 00000 sic
9.084E-01 8.004E+01 25 B060 20111
9.180E-01 8.088E+01 25 B092 21112
9.080E-01 8.000E+01 25 B304 20220
7.321E-01 6.450E+01 25 C435 00000
8.988E-01 7.919E+01 25 D425 00000
7.810E-01 6.881E+01 25 G062 12222
7.977E-01 7.029E+01 25 L062 22012
9.847E-01 8.676E+01 25 L319 10212
8.485E-01 7.476E+01 25 MI11 10112
8.310E-01 7.322E+01 25 PO55 10001
8.222E-01 7.244E+01 25.0 K079 10002
8.436E-01 7.433E+01 25.10 A016 12112
7.653E-01 6.743E+01 27.0 G101 12112
7.603E-01 6.699E+01 275 G101 12112
8.124E-01 7.158E+01 30 A016 12112
8.115E-01 7.149E+01 30 A016 12112
7.524E-01 6.629E+01 30 MO88 20001
8.124E-01 7.158E+01 30 Ml11 10112
7.524E-01 6.629E+01 30 S357 12102
7.889E-01 6.951E+01 30.0 K079 10002
7.800E-01 6.873E+01 34 A016 12112
7.810E-01 6.881E+01 35 A016 12112
7.791E-01 6.864E+01 35 Ml11 10112
8.170E-01 7.198E+01 37 E028 10112
7.077E-01 6.235E+01 37 G062 12222
7.444E-01 6.559E+01 37.0 K079 10002
7.425E-01 6.542E+01 38 J020 21211
7.574E-01 6.673E+01 39.90 A016 12112
7.504E-01 6.612E401 40 A016 12112
7.395E-01 6.516E+01 40 B108 12012
7.524E-01 6.629E+01 40 MI11 10112
6.696E-01 5.900E+01 40 M348 22112
7.278E-01 6.412E+01 40.0 K079 10002
6.465E-01 5.696E+01 50 G062 12222
6.722E-01 5.923E+01 50.0 K079 10002
5.907E-01 5.204E+01 55 M348 22112
7.820E-01 6.890E+01 60 B092 21112
6.790E-01 5.983E+01 70 A326 12011

(continued)
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339. C,H;0, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.549E-01 4.889E+01 70 M348 22112
6.727E-01 5.927E401 70.4 G101 12111
1.156E+00 1.018E+02 .0 K079 10002
1.600E-01 1.410E+01 ns D348 00000
340. C,H;0,

Methyl propionate

Methylester propanoic acid

RN: 554-12-1 MP (°C): -87.0

MW: 88.11 BP (°C): 79.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.083E+00 9.545E+01 2.1 K079 10002
1.000E+00 8.811E+01 1.0 K079 10002
8.778E-01 7.734E+01 115 K079 10002
8.500E-01 7.489E+01 14.9 K079 10002
8.150E-01 7.181E+401 20 S006 10002
8.167E-01 7.195E+01 20.0 K079 10002
7.778E-01 6.853E+01 27.1 K079 10002
7.667E-01 6.755E+01 32.5 K079 10002
7.389E-01 6.510E+01 42.7 K079 10002
341. C,H,0,

Isobutyric acid

Isobuttersaeure

RN: 79-31-2 MP (°C): 47

MW: 88.11 BP (°C): 153.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.931E+00 1.701E+02 15.2 POGO 10002
1.931E4+00 1.701E+02 15.2 P060 12002
4.171E+00 3.675E+02 17 P060 10002
4.171E+00 3.675E+02 17 P060 12002
2.619E4+00 2.308E+02 17.7 HO068 20001
1.892E+00 1.667E+02 20 D041 10000
1.894E+00 1.669E+02 20 F300 10002
3.768E+00 3.320E+02 20.0 P060 10002
3.768E+00 3.320E+02 20.0 P060 12002
3.732E+00 3.289E+02 20.1 P060 10002
3.732E+00 3.289E+02 20.1 P060 12002
2.255E+00 1.987E+02 20.2 P060 12002
2.255E+00 1.987E+02 20.25 P0O60 10002
2.367E+00 2.085E+02 20.9 P060 10002
2.363E+00 2.082E+02 20.9 P060 12002
3.363E+00 2.963E+02 21.2 P0O60 12002
3.363E+00 2.963E+02 21.2 P060 10002

(continued)
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341. C,H;O, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.161E+00 2.785E+02 21.5 P060 12002
3.161E4+00 2.785E+02 21.5 P060 10002
2.500E+00 2.203E+02 21.5 P060 12002
2.500E4+00 2.203E4+02 21.5 P060 10002
3.240E+00 2.855E+02 21.7 P060 12002
3.001E+00 2.644E+02 21.76 P060 10002
3.003E+00 2.645E+02 21.79 P060 10002
2.831E+00 2.495E+02 21.8 P060 12002
2.831E4+00 2.495E+02 21.89 P060 10002
2.709E+00 2.387E+02 21.9 P060 10002
2.709E+00 2.387E+02 21.9 P060 12002
342. C,H,0,

3-Hydroxytetrahydrofuran
(RS)-3-Hydroxytetrahydrofuran
Tetrahydro-3-furanol
(+)-3-Hydroxytetrahydrofuran
3-Hydroxyoxolane

RN: 453-20-3 MP (°C): <25

MW: 88.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
5.675E+00 5.000E+02 rt B066 02002

343. C,H,0,

Butyric acid

Buttersaeure

n-Butyric acid

RN: 107-92-6 MP (°C): -7.9

MW: 88.11 BP (°C): 163.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
2.943E-02 2.593E+00 1.13 HO068 20001

1.149E-01 1.012E4+01 25 B004 00000

344. C,H,0,

1,4-Dioxane

1,4-Dioxan

Dioxane

RN: 123-91-1 MP (°C): 11.8

MW: 88.11 BP (°C): 101

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

>9.08E+00 >8.00E+02 25 BO19 10120




Solubility Data 119
345. C,H,0,

Propyl formate

Ameisensaeure-propylester

Propyl methanoate

n-Propyl formate

RN: 110-74-7 MP (°C): 93

MW: 88.11 BP (°C): 81

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.222E-01 3.720E+01 -1.0 K079 10002
3.861E-01 3.402E+01 4.0 K079 10002
3.722E-01 3.280E+01 6.0 K079 10002
3.444E-01 3.035E+01 12.5 K079 10002
3.220E-01 2.837E+01 20 S006 10002
3.272E-01 2.883E+01 20.0 K079 10002
2.497E-01 2.200E+01 22 F300 10001
3.161E-01 2.785E+01 30.0 K079 10002
2.880E-01 2.537E+01 325 NO14 00000
3.083E-01 2.717E+01 34.0 K079 10002
2.972E-01 2.619E+01 45.0 K079 10002
346. C,H,Br

Isobutyl bromide

1-Bromo-2-methylpropane

RN: 78-77-3 MP (°C):  -119

MW: 137.03 BP (°C): 91.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] (#) (TPEAA) Comments
3.700E-03 5.070E-01 18 F001 10102
3.722E-03 5.100E-01 18 F300 10001
347. C,H,Br

n-Butyl bromide

Bromobutane

RN: 109-65-9 MP (°C):  -112

MW: 137.03 BP (°C): 101.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.300E-03 5.892E-01 16 FOO1 10102
4.300E-03 5.892E-01 17 S006 10001
<1.46E-03 <2.00E-01 25 BO19 10120
4.500E-03 6.166E-01 25 K012 10001
6.340E-03 8.687E-01 25 M342 10112
4.434E-03 6.076E-01 30 G029 10222
4.500E-02 6.166E4+00 ns H307 00000
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348. C,H,Cl1

Isobutyl chloride

Isobutylchlorid

RN: 513-36-0 MP (°C):  -131

MW: 92.57 BP (°C): 68

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.000E-02 9.257E-01 12.5 FOO01 10122

9.722E-03 9.000E-01 12.50 F300 20001

349. C,H,Cl1
n-Butyl chloride
1-Chlorobutane

RN: 109-69-3 MP (°C):  -123.0

MW: 92.57 BP (°C): 78.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
7.200E-03 6.665E-01 12.5 FOO01 10102

7.130E-02 6.600E+00 12.50 F300 10001

8.000E-03 7.406E-01 25 K012 10000

9.430E-03 8.729E-01 25 M342 10112

7.557E-03 6.995E-01 ns NO034 00001

350. C,H,Cl

sec-Butyl chloride
2-Chlorobutane

RN: 78-86-4 MP (°C): -140

MW: 92.57 BP (°C): 68

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.079E-02 9.990E-01 25 NO034 10000

351. C,H,Cl

tert-Butyl chloride

2-Chloro-2-methylpropane

RN: 507-20-0 MP (°C): -26.5

MW: 92.57 BP (°C): 51.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
8.180E-02 7.572E+00 99 €064 22112

6.620E-02 6.128E+400 5.00 C064 22112

3.110E-02 2.879E+00 14.90 C064 22112
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352. C,H,I

Iodobutane

n-Butyl iodide

RN: 542-69-8 MP (°C):  -103

MW: 184.02 BP (°C): 130.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.100E-03 2.024E-01 17.5 F0O01 10102

1.100E-03 2.024E-01 17.5 S006 10001

1.100E-03 2.024E-01 20 MI171 10001

1.700E-03 3.128E-01 25 K012 10001

353. C,H,NO

N,N-Dimethylacetamide

Acetdimethylamide

U-5954

RN: 127-19-5 MP (°C): 20

MW: 87.12 BP (°C): 163

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.071E4+00 5.289E+402 4.50 C022 12002

354. CH,NO

Butyramide

n-Butyramide

RN: 541-35-5 MP (°C): 116

MW: 87.12 BP (°C): 216

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.960E+00 1.708E+02 6 HO059 00000

2.190E+00 1.908E+02 16 HO059 00000

2.640E4+00 2.300E+02 25 HO059 00000

355. C,H,NO,

y-Aminobutyric acid

y-Amino-buttersaeure

y-Amino-n-butyric acid

RN: 56-12-2 MP (°C):

MW: 103.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.261E+01 1.300E+03 25 M029 22222
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356. C,H,NO,
Propyl carbamate
n-Propyl carbamate

RN: 627-12-3 MP (°C): 60

MW: 103.12 BP (°C): 196

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.940E+400 2.001E4+02 37 H006 12212

357. CH,NO,

DL-a-Aminobutyric acid
DL-2-Aminobutyric acid
RN: 2835-81-6 MP (°C): 304

MW: 103.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.121E400 2.188E+02 20 D041 10001

1.615E4+00 1.665E+02 25 K031 21212

358. C,H,NO,

B-Aminobutyric acid
B-Amino-n-butyric acid
RN: 2835-82-7 MP (°C): 193

MW: 103.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.212E+01 1.250E+03 25 MO029 22222

359. C,H,NO,

a-Aminoisobutyric acid
a-Amino-isobuttersaeure
a-Aminoisobutyric acid
2-Methylalanine

RN: 62-57-7 MP (°C):

MW: 103.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.330E+00 1.371E+02 25 Co18 00000

1.170E+00 1.206E+02 25 D041 10002

1.482E+00 1.528E+02 25 MO029 22222

1.759E+400 1.814E+402 25 MO097 22222
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360. C,H,NO,

1-Nitrobutane

Butane, 1-nitro-

RN: 627-05-4 MP (°C): -8l

MW: 103.12 BP (°C): 152.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.500E-02 3.609E+00 25 K012 10001

361. C,H,NO,

N-Methylurethane

Ethyl methylaminoformate

Ethyl methylcarbamate

Ethyl N-methyl carbamate

Methyl urethane

N-Methylurethane

RN: 105-40-8 MP (°C):

MW: 103.12 BP (°C): 170

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
+3.97E4+00 +4.10E+02 ns 5460 00000

362. C,H,NO,

a-Aminobutyric acid

2-Aminobutanoic acid

a-Amino-n-butyric acid

Butanoic acid

RN: 80-60-4 MP (°C): 304

MW: 103.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.845E+00 1.902E+02 25 A048 11112 form A
1.624E+00 1.674E+02 25 A048 11112 form B
1.800E+00 1.856E+02 25 C018 00000

1.800E+00 1.856E+02 25 EO15 12112

2.041E4+00 2.105E+02 25 M029 22222

1.852E400 1.910E+02 35 A048 11112 form A
1.771E4+00 1.826E+02 35 A048 11112 form B
1.931E4+00 1.991E+02 45 A048 11112 form A
1.917E+00 1.977E+02 45 A048 11112 form B
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363. C,H,NO,

L-Threonine

Threonine

RN: 72-19-5 MP (°C): 270

MW: 119.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.606E-01 9.060E+01 20 B032 12212
8.139E-01 9.695E+01 25 B032 12212
7.346E-01 8.751E+01 25 G315 00000
8.202E-01 9.770E+01 25.1 NO024 00000
8.227E-01 9.800E+01 25.1 NO026 00000
7.493E-01 8.925E+01 25.1 NO027 11222
8.168E-01 9.730E+01 27 D036 00000
8.695E-01 1.036E+02 29.80 B032 12212
364. C,H,NO,

DL-allo-Threonine

pL-Allothreonine

RN: 144-98-9 MP (°C):

MW: 119.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.024E+00 1.220E+02 25 D041 10002
1.987E+00 2.366E+02 80 D041 10002
365. C,H,NO,

DpL-Threonine

(x)-Threonine

RN: 80-68-2 MP (°C): 244

MW: 119.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
1.405E4+00 1.674E+02 25 D041 10002
2.979E+00 3.548E+02 80 D041 10001
366. C,H,NO,

Butyl nitrate

N-Butyl nitrate

RN: 928-45-0 MP (°C):

MW: 119.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.500E-03 7.743E-01 25 K012 10001
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367. C,H,N;0,

Creatine

Kreatin

RN: 57-00-1 MP (°C): 219

MW: 131.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.222E-02 1.078E+01 10 D041 10002

1.016E-01 1.332E401 18 D041 10002

1.014E-01 1.330E+01 18 F300 10002

368. C,H,0;P

y-Phosphono-rn-butyric acid

4-Phosphonobutyric acid

Phosphonic acid, (3-carboxypropyl)-

Butyric acid, 4-phosphono-

RN: 4378-43-2 MP (°C):

MW: 168.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.739E+400 2.923E+02 0 NO28 10002

2.068E-+00 3.477E+02 20 N028 10002

369. C,H,,

Isobutane

1,1-Dimethylethane

2-Methylpropane

Trimethylmethane

Purifrigor iso 3.5

R 600«

RN: 75-28-5 MP (°C):  -159

MW: 58.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
~5.68E-03 ~3.30E-01 17 F300 10000

8.413E-04 4.890E-02 25 MO01 21222

8.413E-04 4.890E-02 25 MO002 21222
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370. C,H,,

Butane

n-Butane

Diethyl

HC 600

Liquefied petroleum gas

R 600 (alkane)

RN: 106-97-8 MP (°C):  -138

MW: 58.12 BP (°C): -0.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.138E-03 1.824E-01 3 R063 00000
3.210E-03 1.866E-01 4 K031 21212
2.622E-03 1.524E-01 6 R0O63 00000
2.314E-03 1.345E-01 9 R0O63 00000
1.886E-03 1.096E-01 14 R0O63 00000
1.461E-03 8.492E-02 19.8 G058 10002
1.260E-03 7.324E-02 25 K031 21212
1.056E-03 6.140E-02 25 MO001 21222
1.056E-03 6.140E-02 25 M002 21222
1.056E-03 6.140E-02 25 M040 10012
2.773E-02 1.612E+00 38 RO78 00000
6.600E-04 3.836E-02 50 K031 21212
1.159E-01 6.735E+00 71 RO78 00000
4.596E-01 2.671E+01 104 RO78 00000
1.370E+00 7.965E+01 138 RO78 00000
371. C,H,,\NO,PS

Acephate

Orthene

Acetylphosphoramidothioic acid O, S-dimethyl ester
RN: 30560-19-1 MP (°C): 855

MW: 183.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.151E4+00 3.939E+02 It Mi161 00001

372. C,H,,N,O

N-Nitrosodiethylamine

Diethyl nitrosamine

RN: 55-18-5 MP (°C):

MW: 102.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.040E+00 1.062E+02 24 D083 20002
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373. C,H,,O

Methyl propyl ether

1-Methoxypropane

RN: 557-17-5 MP (°C): <25

MW: 74.12 BP (°C): 38.8

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.154E-01 5.303E+01 0 B002 21122
4.939E-01 3.661E+01 10 B002 21122
4.436E-01 3.288E+01 15 B002 21122
4.183E-01 3.101E+01 20 B002 21122
3.993E-01 2.960E+01 25 B002 21122
374. C,H,,0

tert-Butyl alcohol

2-Methyl-2-propanol

tert-Butanol

RN: 75-65-0 MP (°C):  25.6

MW: 74.12 BP (°C): 82.41

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.712E-02 6.458E+00 79.40 B165 10112
375. C,H,,0

n-Butyl alcohol

Butanol-(1)

n-Butanol

1-Butanol

Butyl alcohol

n-Butyl alcohol

RN: 71-36-3 MP (°C): -90

MW: 74.12 BP (°C): 117

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.262E+00 9.355E+01 0 E029 12012
1.176E+00 8.717E+01 0 M095 22122
1.176E+00 8.717E+01 5 HO003 12112
1.077E+00 7.987E+01 10 E029 12012
1.104E+00 8.181E+01 10 HO003 12112
6.015E400 4.459E+02 13.0 JO12 12012
1.024E+4+00 7.587E+01 15 HO003 12112
1.034E+400 7.664E+01 15 MO095 22122
9.190E-01 6.812E+01 18 F001 10102
8.634E-01 6.400E+01 18 F300 10001
7.396E-01 5.482E+01 20 A075 10001
9.762E-01 7.236E+01 20 D040 22112

(continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.993E-01 7.407E+01 20 D052 11000
9.482E-01 7.029E+01 20 E029 12012
9.773E-01 7.244E+01 20 HO003 12112
6.302E-01 4.671E+01 20 L084 1rrra
1.040E+00 7.709E+01 20 M312 10001
8.270E-01 6.130E+01 23 D063 10122
1.021E+400 7.567E4+01 235 D063 10022
9.983E-01 7.400E+01 25 A049 10100
1.125E+00 8.341E+01 25 B0O19 10120
9.645E-01 7.149E+01 25 B060 20111
1.000E+00 7.412E4+01 25 F044 10000 EFG
8.708E-01 6.455E+01 25 F325 12011
9.200E-01 6.819E+01 25 G075 10101
9.237E-01 6.847E+01 25 HO003 12112
9.307E-01 6.899E+01 25 HO028 20202
1.070E+00 7.931E+01 25 K012 10002
9.700E-01 7.190E+01 25 K025 22111
8.867E-01 6.572E+01 25 L322 11221
8.904E-01 6.600E+01 25 M136 20001
8.904E-01 6.600E+01 25 M139 20001
8.826E-01 6.542E+01 25.0 P0O77 11111
8.234E-01 6.103E+01 26 0012 12112
8.826E-01 6.542E+01 27 R319 22211
5.976E+00 4.429E+02 29.82 JO12 12012
8.944E-01 6.629E+01 30 D040 22112
8.897E-01 6.594E+01 30 E029 12012
8.920E-01 6.612E+01 30 FO053 10202
8.920E-01 6.612E+01 30 HO003 12112
8.838E-01 6.551E+01 30.0 HO043 22112
8.625E-01 6.393E+01 35 HO003 12112
9.061E-01 6.716E+01 38 J020 20211
8.471E-01 6.279E+01 38 MI125 11111
5.933E-01 4.398E+01 40 A075 10001
8.353E-01 6.191E+01 40 D040 22112
8.495E-01 6.297E+01 40 E029 12012
8.353E-01 6.191E+401 40 HO03 12112
8.234E-01 6.103E+01 45 MO095 22122
8.293E-01 6.147E+01 50 E029 12012
8.186E-01 6.068E+01 50 HO003 12112
7.756E-01 5.749E+01 50 0012 12112
5.837E+00 4.327E+02 58.50 JO12 12012
5.064E-01 3.754E+01 60 A075 10001
8.258E-01 6.121E+01 60 E029 12012
8.258E-01 6.121E+01 60 HO003 12112
5.064E-01 3.754E+01 70 A075 10001
8.436E-01 6.253E+01 70 E029 12012
8.850E-01 6.560E+01 70 F001 10102
8.507E-01 6.306E+01 70 HO003 12112

(continued)
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375. C,H,,0 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.669E-01 4.943E+01 75 L084 11111
8.590E-01 6.367E+01 75 MO095 22121
8.708E-01 6.455E+01 80 E029 12012
9.460E-01 7.012E+01 80 F001 10102
8.696E-01 6.446E+01 80 HO003 12112
9.412E-01 6.977E+01 90 E029 12012
1.054E+400 7.813E401 90 F0O01 10102
9.762E-01 7.236E+01 90 MO095 22121
1.084E+400 8.038E+01 97.90 HO003 12112
1.101E400 8.164E+01 98.3 RO72 22212
4.900E+00 3.632E+02 100 E029 12012
1.228E+400 9.102E+401 100 F001 10102
1.204E+00 8.925E+01 105 MO095 22121
1.342E400 9.950E+01 110 E029 12012
1.473E400 1.092E+02 110 F0O01 10102
1.523E400 1.129E+02 114.50 HO003 12112
1.600E+00 1.186E+02 116.90 HO003 12112
1.805E+00 1.338E+02 120 E029 12012
2.223E4+00 1.648E+02 123.30 HO003 12112
2.890E+00 2.142E+02 124.80 HO003 12112
2.567E+00 1.903E+02 125 E029 12012
3.334E+00 2.471E+402 125.10 HO003 12112
3.148E+00 2.334E+02 125.20 HO003 12112
9.307E-01 6.899E+01 ns A406 00001
7.920E-01 5.871E+01 ns D348 00000
9.744E-01 7.222E+01 ns L003 00212
9.033E4+00 6.695E+02 ns M314 21212
376. C,H,,0

Methyl isopropyl ether

2-Methoxypropane

RN: 598-53-8 MP (°C): <25

MW: 74.12 BP (°C): 32

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.193E4+00 8.842E+01 10 B002 21122
1.068E+00 7.919E+01 15 B002 21122
9.295E-01 6.890E+01 20 B002 21122
8.234E-01 6.103E401 25 B002 21122

8.437E-01 6.254E+01 ns J300 00000
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371. C,H,,0

Isobutyl alcohol

2-Methyl-1-propanol

RN: 78-83-1 MP (°C):  -108

MW: 74.12 BP (°C): 108

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.351E4+00 1.001E+02 18 FO0O01 10122
1.228E400 9.100E+01 18 F300 10000
1.278E+400 9.471E+01 20 M146 12222
1.280E+00 9.488E+01 20 M312 10001
1.000E+00 7.416E+01 25 A037 22222
1.226E+400 9.091E+01 25 D052 11002
9.529E-01 7.063E+01 25 F050 10001
8.967E-01 6.647E+01 25 F317 21112
1.045E+00 7.749E+01 29.84 MI114 22111
9.529E-01 7.063E+01 39.74 Ml114 22111
8.234E-01 6.103E+01 49.64 Ml114 22111
8.590E-01 6.367E+01 59.54 MI114 22111
9.295E-01 6.890E+01 79.24 MI114 22111
9.645E-01 7.149E+01 89.14 Ml114 22111
5.168E+00 3.831E+02 90.5 JO17 10122
5.033E+00 3.730E+02 91.0 Jo17 10122
4.887E+00 3.622E+02 92.0 JOo17 10122
4.871E+00 3.610E+02 92.1 Jo17 10122
4.615E+00 3.421E+02 93.0 JO17 10122
4.135E+00 3.065E+02 94.3 JO17 10122
3.820E+00 2.832E402 95.3 Jo17 10122
1.215E+00 9.008E+01 99.04 M114 22111
1.348E+00 9.991E+01 108.94 M114 22112
1.708E+00 1.266E+02 118.74 Ml114 22112
2.009E+00 1.489E+02 123.74 Ml114 22112
2.239E+00 1.660E+02 125.64 Ml114 22112
2.415E+00 1.790E+02 128.64 M114 22112
2.637E+00 1.955E+02 130.64 Ml114 22112
3.000E+00 2.224E4+02 132.64 Ml114 22112
3.527E4+00 2.614E+02 134.14 Ml114 22112
1.179E400 8.740E+01 ns L003 00211

378. C,H,,0

Ethyl ether

Diaethylaether

Diethyl ether

RN:  60-29-7 MP (°C):  —116

MW: 74.12 BP (°C): 34.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.526E+00 1.131E4+02 -3.8 HO002 20012

1.410E4+00 1.045E+02 0 H002 10012

1.662E+00 1.232E+02 0 K077 12222 average of 3
1.338E+00 9.920E+01 7.5 K077 12222

(continued)
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378. C,H,,O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.263E4+00 9.360E+01 8.5 K077 12222

1.118E+00 8.291E+01 10 HO002 10012

1.115E+00 8.265E+01 10 K002 12112

1.105E4+00 8.190E+01 12 K077 12222

9.796E-01 7.261E+01 15 FO55 12222

1.133E4+00 8.400E+01 15 F300 10001

9.893E-01 7.333E+01 15 H002 10012

9.843E-01 7.296E+01 15 K002 12112

8.430E+00 6.249E+02 15 MO069 10002

1.137E4+00 8.430E+01 15 T033 12112

1.029E+00 7.630E+01 16 K077 12222

8.837E-01 6.550E+01 19 K077 12222 average
8.696E-01 6.446E+01 20 F055 12222

8.703E-01 6.451E+01 20 H002 10012

8.684E-01 6.437E4+01 20 K002 12112

8.353E-01 6.191E+01 20 M345 21111

8.341E-01 6.183E+01 20 NO038 10012

8.769E-03 6.500E-01 21 H337 10102 sic
1.012E+00 7.502E+01 22 HO072 10112

9.993E-01 7.407E+01 25 B0O19 10120

7.636E-01 5.660E+01 25 FO055 12222

8.095E-01 6.000E+01 25 F300 10001

7.669E-01 5.684E+01 25 HO002 10012

7.684E-01 5.696E+01 25 K002 12112

8.800E-01 6.523E+01 25 K012 10001

6.050E+00 4.484E+02 25 MO069 10002

8.471E-01 6.279E+01 25 M345 21111

8.162E-01 6.050E+01 25 T033 12112

1.048E-02 7.770E-01 26 H337 10102 sic
6.839E-01 5.069E+01 30 H002 10012

6.839E-01 5.069E+01 30 K002 12112

6.799E-01 5.040E+01 30 K077 12222

1.073E-02 7.950E-01 32 H337 10102 sic
5.950E-01 4.410E+01 37 E022 10110

7.120E-01 5.278E+01 37 E028 10112

9.484E-03 7.030E-01 37 H337 10102 sic
6.314E-01 4.680E+01 38 K077 12222

9.417E-03 6.980E-01 38.5 H337 10102 sic
9.808E-03 7.270E-01 40 H337 10102 sic
5.545E-01 4.110E+01 49 K077 12222

5.491E-01 4.070E+01 51.5 K077 12222

4.857E-01 3.600E+01 62.5 K077 12222

4.600E-01 3.410E+01 65 K077 12222

4.209E-01 3.120E+01 66.5 K077 12222

4.020E-01 2.980E+01 71 K077 12222

3.912E-01 2.900E+01 72 K077 12222

3.643E-01 2.700E+01 82 K077 12222

1.770E-01 1.312E4+01 ns D348 00000

9.412E-01 6.977E+01 ns R028 00000

8.826E-01 6.542E+01 It B066 02000
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379. C,H,,0
sec-Butyl alcohol
DL-sec-Butyl alcohol
DL-Butanol-(2)
sec-DL-Butyl alcohol

RN: 78-92-2 MP (°C): -114

MW: 74.12 BP (°C): 99.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.602E+00 1.929E+02 10.04 M119 22222
3.222E400 2.388E+02 20 A070 12102
1.499E+00 1.111E4+02 20 D052 11000
2.106E+00 1.561E+02 20 E019 10112
1.497E+400 1.110E4+02 20 F300 10002
2.230E+400 1.653E+02 20 MI112 22112
2.267E4+00 1.681E+02 20.04 MI119 22222
1.348E400 9.991E+01 25 B019 10120
1.057E+400 7.834E+01 25 B060 20111
1.699E+00 1.260E+02 25 B165 10111
2.048E+400 1.518E+02 27.04 MI119 22222
2.556E+400 1.894E+02 40 A070 12102
1.821E400 1.349E+02 40 MI112 20112
1.749E+00 1.297E+02 40.04 MI119 22222
1.573E4+00 1.166E+02 50.04 MI119 22222
2.167E+00 1.606E+02 60 A070 12102
1.657E+00 1.228E+02 60 M112 20112
1.531E+400 1.135E+02 60.04 MI119 22222
1.541E400 1.143E+02 70.04 MI119 22222
2.167E+00 1.606E+02 80 A070 12102
1.657E+00 1.228E+02 80 MI112 20112
1.636E+00 1.213E4+02 80.04 MI119 22222
1.760E+00 1.304E+02 85 M112 20112
5.107E-02 3.786E+00 87.30 B165 10112
1.810E+00 1.342E+02 90.04 M119 22222
2.087E+00 1.547E+02 100.04 M119 22222
2.602E+00 1.929E+02 110.04 MI119 22222
1.901E+00 1.409E+02 ns L003 00212
380. C,H,,0,S

Diethyl sulfone

Diaethylsulfon

RN: 597-35-3 MP (°C): 73

MW: 122.19 BP (°C): 248

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments

1.105E400 1.350E+402 16 F300 10002
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381. C,H,,0,

pL-Threitol

DL-1,2,3,4-Butanetetrol

RN: 6968-16-7 MP (°C): 90

MW: 122.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.353E+00 8.980E+02 25 C346 00000

382. C,H,,0,

Erythritol

Erythrit

RN: 149-32-6 MP (°C): 121.5

MW: 122.12 BP (°C): 330

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.118E+00 3.808E+02 It D021 00112

4.995E+00 6.100E+02 It F300 00002

383. C,H,,S

Ethyl sulfide

1,1’-Thiobisethane

Diethyl thioether

RN: 352-93-2 MP (°C):  -100

MW: 90.19 BP (°C): 91

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.400E-02 3.066E+00 25 K012 10001

384. CH;\N

sec-Butylamine

DL-sec-Butylamine

DL-sec-Butylamin

RN: 13952-84-6 MP (°C):

MW: 73.14 BP (°C): 63

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.531E+00 1.120E+02 20 F300 10002
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385. C,H;;)N
n-Butylamine
n-Butylamin
1-Aminobutane

RN: 109-73-9 MP (°C): =50

MW: 73.14 BP (°C): 78

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.259E-02 2.384E+00 25 B004 00000

386. C,H,;NO,

Tromethamine

tris-(Hydroxymethyl)-amino-methan
tris-(Hydroxymethyl)-aminomethane
2-Amino-2-(hydroxymethyl)-1,3-propanediol
tris(Hydroxymethyl)methylamine

RN: 77-86-1 MP (°C): 171.5

MW: 121.14 BP (°C): 219.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.564E+00 5.529E+02 15 E305 00000

5.766E+00 6.985E+02 25 E305 00000

7.160E+00 8.673E+02 35 E305 00000

387. C,H,;;NO;P,

Glyphosine

Polaris

N,N-bis(Phosphonomethyl)glycine
RN: 2439-99-8 MP (°C):

MW: 263.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.427E-01 2.480E+02 20 Mi61 10002

388. C,Cl;

Hexachloro-1,3-butadiene

Hexachlorobutadiene

RN: 87-68-3 MP (°C): -19

MW: 260.76 BP (°C): 210

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
9.772E-06 2.548E-03 20 Cl113 10212

1.917E-05 5.000E-03 20 MO068 10000

~7.67E-06 ~2.00E-03 20 M133 10000

1.240E-05 3.233E-03 25 B173 20222

7.668E-04 2.000E-01 ns MO61 00001
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389. C;H,CI;NO

2,3,5-Trichloro-4-hydroxypyridine

Daxtrom

RN: 1970-40-7 MP (°C): 216

MW: 198.44 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.871E-03 5.697E-01 25 MO061 10001

390. C;H,C1;NO

3,5,6-Trichloro-2-pyridinol

3,5,6-Trichloropyridinol

Hydroxy-3,5,6-trichloropyridine

Pyridinone, 3,5,6-trichloro-

RN: 6515-38-4 MP (°C):

MW: 198.44 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.109E-03 2.200E-01 26.70 L095 22112

1.109E-03 2.200E-01 ns K138 00001

391. C;H,F;N,0,

5-Trifluoromethyl uracil

Trifluorothymine

RN: 54-20-6 MP (°C):

MW: 180.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.451E-01 2.613E+01 25 S471 00000

1.492E-01 2.687E+01 25 S471 00000

392. C;H,CIN;

2-Chloroadenine

1H-Purin-6-amine, 2-chloro-

6-Amino-2-chloropurine

2-Chloro-6-aminopurine

SQ 22982

RN: 1839-18-5 MP (°C):

MW: 169.57 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.895E-05 8.300E-03 25 A336 00000
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393. C;H,N,0,

Orotic acid

Vitamin B13

1,2,3,6-Tetrahydro-2,6-dioxo-4-pyrimidinecarboxylic acid

RN: 65-86-1 MP (°C): 3455

MW: 156.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.163E-02 1.815E+00 18 BI35 10000

394. C;H,N,O,

o,fB-Imidazoledicarboxylic acid
4,5-Imidazoledicarboxylic acid
Imidazol-di-carbonsaeure-(4,5)

RN: 570-22-9 MP (°C): 288

MW: 156.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.203E-03 5.000E-01 20 F300 10001

8.328E-03 1.300E+00 100 F300 10001

395. C;H,N,O,

5-Carboxyuracil

5-Uracilcarboxylic acid
2,4-Dihydroxypyrimidine-5-carboxylic acid
Uracil-carbonsaeure-(4)

RN: 23945-44-0 MP (°C): 283

MW: 156.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.153E-02 1.800E+400 20 F300 10001

7.000E-03 1.093E+400 20 NO19 00000

396. C;H,N,

Purine

7-Imidazo(4,5-d)pyrimidine

RN: 120-73-0 MP (°C): 216

MW: 120.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.775E4+00 3.333E+02 20 A018 10110

2.754E+00 3.308E+02 ns R427 00000
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397. C;H,N,O

Hypoxanthine

Hypoxanthin

RN: 68-94-0 MP (°C): 150dec

MW: 136.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.139E-03 6.995E-01 19 D041 10000
5.143E-03 7.000E-01 23 F300 10001
5.290E-03 7.200E-01 25 A337 00000
~1.90E-03 ~2.59E-01 39.99 T420 00000
1.042E-01 1.418E+01 100 D004 00000
1.080E-01 1.470E+01 100 F300 10002
5.359E-03 7.294E-01 c D004 00000
398. C;H,N,O

Allopurinol

1H-Pyrazolo(3,4-d)pyrimidin-4-ol

Lopurin

RN: 315-30-0 MP (°C): >350

MW: 136.11 BP (°C): 559.8

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.535E-03 3.450E-01 15 C095 10012
3.673E-03 5.000E-01 22 B322 00000
3.673E-03 5.000E-01 22 B428 12121
3.526E-03 4.800E-01 25 B189 10001
4.180E-03 5.690E-01 25 C095 10012
6.502E-03 8.850E-01 35 C095 10012
7.964E-03 1.084E+00 40 C095 10012
3.526E-03 4.800E-01 ns A351 00000
2.475E-03 3.369E-01 ns B404 02110
5.730E-03 7.800E-01 ns HO067 00000
7.347E-04 1.000E-01 ns K444 00000
399. C;H,N,O

8-Hydroxypurine

9H-Purin-8-ol

RN: 51953-05-0 MP (°C):

MW: 136.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.048E-02 4.149E+00 20 A022 10000
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400. C;H,N,O,

Xanthine

2,6-Dioxopurine
1H-Purine-2,6-dione, 3,7-dihydro-

RN: 69-89-6 MP (°C): >300

MW: 152.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.285E-03 4.998E-01 20 D041 10000
3.000E-04 4.563E-02 20.99 T418 00000
2.458E-04 3.739E-02 21 LO15 10112
5.246E-04 7.980E-02 37 LO15 10112
1.312E-02 1.996E+00 100 D041 10000
401. C;H,N,0,.H,0

Xanthine (monohydrate)

RN: 69-89-6 MP (°C): >150dec

MW: 170.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.082E-04 6.944E-02 c D004 00000
3.916E-03 6.662E-01 h D004 00000
402. C;H,N,O,

Uric acid

Harnsaeure

RN: 69-93-2 MP (°C):

MW: 168.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.190E-04 2.000E-02 0 M043 10000
7.110E-05 1.195E-02 2.6 M315 10112
1.029E-04 1.730E-02 5 R042 12212
1.050E-04 1.765E-02 9.3 M315 10112
2.379E-04 4.000E-02 10 M043 10000
1.326E-04 2.230E-02 14 B116 20112
1.190E-04 2.000E-02 20 D041 10000
3.569E-04 6.000E-02 20 MO043 10000
6.610E-04 1.111E-01 22 M145 10122 intrinsic
1.862E-04 3.130E-02 25 R042 12212
2.070E-04 3.480E-02 25.0 M315 10112
5.354E-04 9.000E-02 30 F300 10002
5.353E-04 8.999E-02 30 M043 10000
3.660E-04 6.153E-02 37.0 M315 10112
7.137E-04 1.200E-01 40 M043 10001
3.753E-04 6.310E-02 40 RO42 12212
6.280E-04 1.056E-01 50.0 M315 10112
6.960E-04 1.170E-01 54 R042 12212
1.368E-03 2.299E-01 60 M043 10001

(continued)
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402. C;H,N,O; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.457E-03 2.450E-01 70 F300 10002

2.319E-03 3.898E-01 80 M043 10001

2.974E-04 5.000E-02 100 D041 10000

4.961E-03 8.340E-01 100 F300 10000

3.686E-03 6.196E-01 100 MO043 10001

403. C;H,N,0;.2H,0

Uric acid (dihydrate)

RN: 69-93-2 MP (°C):

MW: 204.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.620E-05 1.964E-02 2.6 M315 10112

1.420E-04 2.899E-02 9.3 M315 10112

3.390E-04 6.920E-02 25.0 M315 10112

6.560E-04 1.339E-01 37.0 M315 10112

1.440E-03 2.940E-01 50.0 M315 10112

404. C;H\N,S

6-Mercaptopurine

6-Purinethiol

Mercaptopurine

Purine-6-thiol

Leukeran

RN: 50-44-2 MP (°C):

MW: 152.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.000E-04 4.565E-02 4.62 A034 11220 EFG
8.148E-04 1.240E-01 25 N063 11112

4.500E-02 6.848E+00 29.87 A034 11221 EFG
1.703E-03 2.591E-01 37 HO046 11112

2.658E-03 4.045E-01 ns NO050 01100

405. C;H,0,

Furfural

2-Furaldehyde

Furfurol

RN: 98-01-1 MP (°C): -36

MW: 96.09 BP (°C): 162

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.620E-01 7.322E+01 10 M099 12011

7.816E-01 7.510E+01 16 M099 12012

7.869E-01 7.561E+01 17 M099 12012

7.976E-01 7.664E+01 20 D052 11000

(continued)
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405. C;H,0, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.972E-01 7.660E+01 20 F300 10002
7.976E-01 7.664E+01 20 M099 12011
7.620E-01 7.322E+01 25 C056 12111
8.197E-01 7.87TE+01 25 C329 12111 average
7.709E-01 7.407E+01 25 H338 22122
7.976E-01 7.664E+01 25 H340 00000
7.441E-01 7.149E+01 25 L062 22121
7.709E-01 7.407E+01 25 L320 22121
8.242E-01 7.919E+01 25 MO099 12011
8.347E-01 8.021E+01 27 MO099 12012
8.347E-01 8.021E+01 27.20 MO099 12012
8.312E-01 7.987E+01 27.50 MO099 12012
8.418E-01 8.088E+01 30 M099 12011
8.488E-01 8.156E+01 35 H338 22122
8.506E-01 8.173E+01 35 L320 22121
9.029E-01 8.676E+01 38 G050 10211
8.619E-01 8.282E+01 39.50 E037 12222
9.029E-01 8.676E+01 40 MO099 12011
9.289E-01 8.925E+01 44 MO099 12012
9.804E-01 9.420E+01 50 MO099 12012
1.023E+00 9.829E+01 52 G050 10212
9.306E-01 8.942E+01 53.10 E037 12222
4.982E+00 4.787E+02 53.30 E037 12222
1.090E+00 1.047E+02 60 M099 12012
1.107E4+00 1.063E+02 61 M099 12012
1.156E+00 1.111E+02 66 G050 10212
1.156E+00 1.111E+02 66 M099 12012
1.214E+00 1.166E+02 70 MO099 12012
4.895E+00 4.703E+02 73.60 E037 12222
1.318E+00 1.266E+02 79 G050 10212
1.342E+00 1.289E+02 80 MO099 12012
1.361E+00 1.307E+02 85.80 E037 12222
1.482E+00 1.424E+02 90 MO099 12012
1.512E+00 1.453E+02 92 MO099 12012
1.684E+00 1.618E+02 93 G050 10212
4.721E+00 4.536E+02 95.90 E037 12222
1.617E+00 1.554E+02 97.90 MO099 12012
406. C;H,0,S

3-Thenoic acid
Thiophen-carbonsaeure-(3)

RN: 88-13-1 MP (°C): 137

MW:  128.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.355E-02 4.300E+00 25 F300 10001
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407. C;H,0,
2-Furoic acid
Furan-carbon-saeure-(2)

RN: 88-14-2 MP (°C): 129.5

MW: 112.09 BP (°C): 231

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.227E-01 2.496E+01 5.99 A341 00000
2.243E-01 2.514E+01 6.99 A341 00000
2.332E-01 2.614E401 10.49 A341 00000
2.498E-01 2.799E+01 10.99 A341 00000
2.543E-01 2.851E+01 11.99 A341 00000
3.310E-01 3.710E+01 15 F300 10002
2.606E-01 2.921E+01 15.99 A341 00000
3.385E-01 3.794E+01 20.99 A341 00000
4.216E-01 4.725E+01 24.99 A341 00000
4.665E-01 5.229E+01 27.99 A341 00000
5.182E-01 5.808E+01 28.99 A341 00000
6.448E-01 7.227E+01 33.99 A341 00000
6.677E-01 7.484E+01 35.99 A341 00000
7.816E-01 8.761E+01 37.99 A341 00000
1.120E+00 1.256E+02 41.99 A341 00000
1.229E+00 1.378E+02 43.99 A341 00000
1.444E+00 1.618E+02 46.64 A341 00000
2.159E+00 2.420E+02 49.99 A341 00000
2.610E+00 2.926E+02 51.99 A341 00000
2.768E+00 3.103E+02 53.99 A341 00000
2.815E+00 3.155E+02 54.49 A341 00000
3.221E+00 3.610E+02 54.99 A341 00000
3.964E+00 4.443E+02 57.49 A341 00000
4.219E+00 4.729E+02 60.04 A341 00000
4.224E+00 4.735E+02 61.39 A341 00000
4.940E+00 5.537E+02 62.99 A341 00000
5.529E+00 6.197E+02 67.99 A341 00000
1.838E+00 2.060E+02 100 F300 10002
408. C.H,0,

Isopyromucic acid
Isobrenzschleimsaeure

RN: 496-64-0 MP (°C):

MW: 112.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments

3.845E-01 4.310E+01 0 F300 10002




142 Handbook of Aqueous Solubility Data

409. C;H;CL;N,0S
5-Ethoxy-3-trichloromethyl-1,2,4-thiadiazole
RN: 2593-15-9 MP (°C):

MW:  247.53 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.732E-04 1.171E-01 ns S460 00000

410. C;H,NO

3-Hydroxypyridine
3-Pyridinol

RN: 109-00-2 MP (°C): 127.5

MW: 95.10 BP (°C): 152

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.392E-01 3.226E+01 20 B050 10000

411. C;H;,NO

4-Hydroxypyridine
4-Pyridinol

RN: 626-64-2 MP (°C): 148

MW: 95.10 BP (°C): 232.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.258E+00 5.000E+02 20 B050 10000

412. C;H,NO

2-Hydroxypyridine
2-Pyridinol
RN: 72762-00-6 MP (°C): 106

MW: 95.10 BP (°C): 280.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.258E+00 5.000E+02 20 B050 10000

413. C,H,NO,

2,4-Dihydroxypyridine
3-Deazauracil
2,4-Pyridinediol

RN: 626-03-9 MP (°C): 278

MW: 111.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments

5.591E-02 6.211E4+00 20 B050 10000
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414. C;H,N,;0

Pyrazinamide

Pyrazine-2-carboxamide

Prazina

RN: 98-96-4 MP (°C): 190

MW: 123.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.413E-01 1.740E+01 25 NO41 20110 EFG
1.218E-01 1.500E+01 ns K444 00000

415. C;H N,

Adenine

Adenin

6-Aminopurine

IH-Purin-6-amine

Adeninimine

Vitamin B4

RN: 73-24-5 MP (°C): 363

MW: 135.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°0O) (#) (TPEAA) Comments
4.719E-03 6.377E-01 17.5 S306 10122

6.328E-03 8.551E-01 18.8 S306 10122

6.494E-03 8.776E-01 19.2 S306 10122

7.382E-03 9.975E-01 19.7 S306 10122

7.000E-03 9.459E-01 20 Co17 20010 EFG
6.907E-03 9.333E-01 20.08 D307 00000

7.680E-03 1.038E+00 22.36 D307 00000

6.586E-03 8.900E-01 25 A337 00000

7.200E-03 9.729E-01 25 C416 21111

5.476E-03 7.400E-01 25 C437 00000 Average
6.654E-03 8.992E-01 25 D041 10000

7.040E-03 9.513E-01 25 HO61 00000

7.600E-03 1.027E+400 25 L080 21212

8.000E-03 1.081E+400 25 R0O39 00000

8.610E-03 1.163E+00 25.01 D307 00000

8.690E-03 1.174E+400 25.03 D307 00000

8.250E-03 1.115E+400 25.5 T008 11222

7.936E-03 1.072E+00 26.6 S306 10122

9.740E-03 1.316E+00 27.47 D307 00000

1.087E-02 1.469E+00 29.97 D307 00000

9.377E-03 1.267E4+00 31.1 S306 10122

1.540E-02 2.081E+00 37 L042 20222 pH 6.47
1.390E-02 1.878E+400 38 TO08 11222

1.514E-02 2.045E400 44.0 S306 10122

1.707E-02 2.307E400 45.1 S306 10122

1.862E-02 2.516E+00 45.5 S306 10122

(continued)
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415. C;H;N; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.805E-01 2.439E+01 100 D041 10000

6.808E-03 9.200E-01 c D004 00000

1.805E-01 2.439E+01 h D004 00000

416. C;H;N.O

Guanine
2-Aminohypoxanthine
2-Amino-6-hydroxypurine

RN: 73-40-5 MP (°C): >300

MW: 151.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.920E-05 2.902E-03 15.02 D307 00000

6.000E-05 9.068E-03 20 C017 20011 EFG
2.740E-05 4.141E-03 20.05 D307 00000

3.290E-05 4.972E-03 22.50 D307 00000

3.870E-05 5.849E-03 25.02 D307 00000

4.520E-05 6.831E-03 27.54 D307 00000

5.350E-05 8.085E-03 30.01 D307 00000

7.230E-05 1.093E-02 35.05 D307 00000

2.647E-04 4.000E-02 40 D041 10000

9.880E-05 1.493E-02 40.22 D307 00000

3.311E-04 5.004E-02 ns R424 00000

3.311E-04 5.004E-02 ns R427 00000

417. C;H,N,O

Isoguanine

2-Hydroxy-6-aminopurine
RN: 3373-53-3 MP (°C):

MW: 151.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.970E-04 6.000E-02 25 D041 10000

1.654E-03 2.499E-01 100 D041 10001

418. C;H;N.O,

2,8-Dioxyadenine
2,8-Dihydroxyadenine

RN: 30377-37-8 MP (°C):

MW: 167.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
1.316E-05 2.200E-03 25 B049 10111

8.556E-06 1.430E-03 37 P068 00000
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419. C;H,

Cyclopentadiene

Pentolex

Pentole

Pyropentylene

R-Pentine

1,3-Cyclopentadiene

RN: 542-92-7 MP (°C): -85

MW: 66.10 BP (°C): 42

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.023E-02 6.764E-01 ns S460 00000

420. C;H,CLN,

3-Methyluracil

2,4(1H,3H)-Pyrimidinedione, 3-methyl-

Uracil, 3-methyl-

RN: 608-34-4 MP (°C):

MW: 165.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.212E4+00 2.000E+02 ns B177 00002

421. C;H,C1,N,0,

Dantoin

1,3-Dichloro-5,5-dimethyl-2,4-imidazolidinedione

1,3-Dichloro-5,5-dimethylhydantoin

RN: 118-52-5 MP (°C): 132

MW: 197.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.537E-03 4.998E-01 20 B080 10110

6.590E-03 1.298E+00 40 B080 10111

422. C;HN,OS

Methylthiouracil

6-Methyl-2-thiouracil

RN: 56-04-2 MP (°C): 330

MW: 142.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.750E-03 5.332E-01 25 GO016 12122 intrinsic
7.026E-03 9.990E-01 c 1310 00000

3.715E-03 5.283E-01 ns R424 00000
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423. C;H(N,OS
5-Methyl-2-thiouracil
4(1H)-Pyrimidinone, 2,3-dihydro-5-methyl-2-thioxo-

2-Thiothymine

RN: 636-26-0 MP (°C): 284

MW: 142.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.580E-03 5.090E-01 25 G016 12122 intrinsic
424. C;HN,0,

Thymine

2,4-Dihydroxy-5-methylpyrimidine
5-Methyluracil

RN: 65-71-4 MP (°C): 316

MW: 126.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.200E-02 2.775E+00 20 C017 20011 EFG
2.379E-02 3.000E+00 23 F300 10000

3.552E-02 4.480E+00 25 D041 10001

2.780E-02 3.506E+00 25 HO61 00000

3.030E-02 3.821E+00 25 L0880 21212

2.860E-02 3.607E+00 25 RO39 00000

2.740E-02 3.456E+400 255 TOO8 11222

3.500E-02 4.414E+00 30 L08O 21212

425. C;H(N,0,

1-Methyluracil
2,4(1H,3H)-Pyrimidinedione, 1-methyl-
N1-Methyluracil

RN: 615-77-0 MP (°C): 179

MW:  126.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.586E-01 2.000E+01 ns B177 00001

426. C;H(N,O,
5-Carboxymethylhydantoin

Hydantoin of aspartic acid

RN: 5427-26-9 MP (°C): 216

MW: 158.11 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments

7.050E-02 1.115E+01 ns MO025 02012
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427. C;H,O,

a-Angelica lactone

a-Angelica-lacton

RN: 591-12-8 MP (°C): 18

MW: 98.10 BP (°C): 56

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.689E-01 4.600E+01 15 F300 10001

428. C;H,O,

Citraconic acid

Citraconsaeure

RN: 498-23-7 MP (°C):

MW: 130.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.018E+00 7.830E+02 25 F300 10002

429. C;HO,

Mesaconic acid

Mesaconsaeure

RN: 498-24-8 MP (°C): 204.5

MW: 130.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.022E-01 2.630E+01 18 F300 10002

4.241E+00 5.518E+02 100 F300 10002

430. C;H,O,

Itaconic acid

Itaconsaeure

RN: 97-65-4 MP (°C): 163

MW: 130.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
4.281E-01 5.570E+01 10 F300 10002

5.891E-01 7.664E+01 20 D041 10001

5.903E-01 7.680E+01 20 F300 10002
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431. C;HS
3-Methylthiophene

RN: 616-44-4 MP (°C): 69

MW: 98.17 BP (°C): 114 at 738 mm Hg

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.074E-03 3.999E-01 ns 5460 00000

432. C;H,NO,

Ethyl cyanoacetate

Cyanessigsaeure-aethyl ester

RN: 105-56-6 MP (°C):

MW: 113.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.768E-01 2.000E+01 25 F300 10000

7.072E-01 8.000E+01 80 F300 10000

433. C;H,NO,S

2,4-Thiazolidinedicarboxylic acid

Tidiacic acid

Tidiacic

TDCA

RN: 30097-06-4 MP (°C):

MW: 177.18 BP (°C): 524.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.300E-02 7.619E+00 21 B414 10011

434. C;H,N,0,

6-Methyluracil

4-Methyl-uracil

RN: 626-48-2 MP (°C): 318dec

MW: 127.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.506E-02 7.000E4+00 22 F300 10000

435. C;H,N,0

5-Methylcytosine

Mec

RN: 554-01-8 MP (°C): 270

MW: 125.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.441E-01 4.306E+01 25 D041 10001
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436. C.H,N,0,

Dimetridazole

1,2-Dimethyl-5-nitroimidazole

RN: 551-92-8 MP (°C): 137-139

MW: 141.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.866E-02 9.690E+00 20 D344 00000

6.866E-02 9.690E+00 20 D344 00000

6.738E-02 9.509E+00 20 D344 00000

6.870E-02 9.696E+00 20 D344 00000

437. CH,

Isoprene

2-Methyl-1,3-butadiene

RN: 78-79-5 MP (°C): -120

MW: 68.12 BP (°C): 34.07

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.425E-03 6.420E-01 25 MO001 21222

438. C;H,

Cyclopentene

RN: 142-29-0 MP (°C):  -135

MW: 68.12 BP (°C): 44

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.411E-02 1.642E+00 24.8 L007 21122

7.854E-03 5.350E-01 25 MO01 21222

2.411E-02 1.642E+00 25.1 L007 22112

2.562E-02 1.745E+00 34.8 L007 21122

439. C;H,

1-Pentyne

Pent-1-yne

RN: 627-19-0 MP (°C):  -106

MW: 68.12 BP (°C): 40

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.305E-02 1.570E+00 25 MO01 21222

1.154E-02 7.861E-01 25 M342 10112
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440. C;H,
1,4-Pentadiene
Penta-1,4-diene

RN: 591-93-5 MP (°C):  -148
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MW: 68.12 BP (°C): 26

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.191E-03 5.580E-01 25 MO001 21222

441. C;HgBrNO,

5-Bromo-2-methyl-5-nitro-1,3-dioxane

Dioxane, 5-bromo-2-methyl-5-nitro-

Nibroxane

RN: 53983-00-9 MP (°C): 72

MW: 226.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.695E-02 6.093E+00 25 L013 10212

442. C;HxN, 0,

5,5-Dimethylhydantoin

5,5-Dimethylhydantoin

5,5-Dimethyl-2,4-imidazolidinedione

5,5-Dimethylimidazolidine-2,4-dione

RN: 77-71-4 MP (°C): 177

MW: 128.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.018E+00 1.304E+02 37 F183 10111 intrinsic
443. C;HyN,0,

5-Ethylhydantoin

Hydantoin of a-aminobutyric acid

RN: 15414-82-1 MP (°C): 119

MW: 128.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.630E-01 1.106E+02 ns M025 02012
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444. C;HgN,O;S,

Methazolamide

Acetamide, N-[5-(aminosulfonyl)-3-methyl-1,3,4-thiadiazol-2(3H)-ylidene]-
N-(4-Methyl-2-sulfamoyl-p2-1,3,4-thiadiazolin-5-ylidene)acetamide

Neptazaneat

Metazolamide

Methenamide

RN: 554-57-4 MP (°C): 213

MW: 236.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.000E-03 4.725E-01 15 K024 12111

1.200E-02 2.835E+00 25 C415 10010

2.963E-03 7.000E-01 amb L434 00000

1.481E-02 3.500E+00 ns M032 00002

1.479E-02 3.495E+00 ns R428 00000

445. C;HgN,O,,

Pentaerythritol tetranitrate

Nitropentaerythritol

1,3-Propanediol, 2,2-bis[(nitrooxy)methyl]-, dinitrate (ester)

RN: 78-11-5 MP (°C): 140

MW: 316.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.326E-06 2.000E-03 ns MO13 02011

446. C;H,O

Cyprethylene ether

RN: MP (°C):

MW: 84.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.435E-02 7.937E4+00 27 K058 10110

447. C;H O

a-Methylcrotonaldehyde

o-Methyl-crotonaldehyd

RN: 623-36-9 MP (°C):

MW: 84.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.378E-01 2.000E+01 20 F300 10001
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448. C;H,0,

Ethyl acrylate

Ethyl propenoate

2-Propenoic acid ethyl ester

RN: 140-88-5 MP (°C): -T71

MW: 100.12 BP (°C): 99.4

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.785E-01 1.787E+01 30 L096 12022
449. C.H,0,

Methyl methacrylate

Methacrylic acid methyl ester
Methyl 2-methyl-2-propenoate

RN: 80-62-6 MP (°C): —48

MW: 100.12 BP (°C): 100

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.563E-01 1.565E+01 20 L096 12022

450. C;H;0,

Acetylacetone

2.,4-Pentanedione

Acetylaceton

RN: 123-54-6 MP (°C): -23

MW: 100.12 BP (°C): 140.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.678E+00 1.680E+02 19.0 NO51 12112

1.703E+00 1.705E+02 19.5 NO51 12112

1.089E+00 1.090E+02 20 F300 10002

1.706E+00 1.708E+02 25 BO19 10120

451. C;H 0,
Dimethylpyruvic acid
DL-Methyl-bernsteinsaeure
a-Ketoisovaleric acid

RN:  759-05-7 MP (°C):

MW: 116.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

3.450E+400 4.006E+02 20 F300 10002
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452. C;H 0,

Levulinic acid

Laevulinsaeure

4-Oxopentanoic acid

3-Acetyl propionic acid

RN: 123-76-2 MP (°C): 372

MW: 116.12 BP (°C): 245

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.632E+00 5.378E+02 6.99 A340 00000
4.990E+00 5.795E+02 9.99 A340 00000
5.530E4+00 6.422E+02 14.49 A340 00000
6.087E+00 7.068E+02 20.79 A340 00000
6.400E+00 7.431E+02 24.99 A340 00000
6.631E4+00 7.700E+02 30.09 A340 00000
453. C;H 0,

Methylsuccinic acid

Acide methylsuccinique

1,2-Propanedicarboxylic acid

RN: 498-21-5 MP (°C):  117.5

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.041E400 6.660E+02 15 MO051 10002
454. C;H 0,

Ethylmalonic acid

1,1-Propanedicarboxylic acid

Aethylmalonsaeure

Mono-ethyl malonate

Malonic acid monoethyl ester

Malonsaeure-monoaethyl ester

RN: 601-75-2 MP (°C): 114

MW: 132.12 BP (°C): 160

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.619E-+00 3.460E+02 0 F300 10002
3.996E+00 5.280E+02 0 MO051 10002
4.814E4+00 6.360E+02 15 MO51 10002
5.389E+00 7.120E+02 25 MO51 10002
3.626E+00 4.790E+02 50 F300 10002
6.873E4+00 9.080E+02 50 MO51 10002
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455. C;H0,

Dimethylmalonic acid
Dimethyl-malonsaeure
Dimethyl-propanedioic acid

RN: 595-46-0 MP (°C): 192
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MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.812E-01 9.000E+01 13 F300 10000
1.968E+00 2.600E-+02 100 F300 10001
456. C;H;O,

Glutaric acid

Glutarsaeure

1,3-Propanedicarboxylic acid

RN: 110-94-1 MP (°C):  96.5

MW: 132.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.272E4+00 3.002E+02 0 F300 10002
3.247E+00 4.290E+02 0 L041 10012
2.410E+00 3.183E+02 3.40 A031 12222
2.650E+00 3.501E+02 5.99 A341 00000
2.764E+00 3.651E+02 7.99 A341 00000
3.127E+400 4.131E4+02 10.40 A031 12222
2.909E+00 3.843E+02 10.99 A341 00000
3.213E+00 4.245E+02 12.99 A341 00000
3.433E+00 4.536E+02 14 A031 12220
4.443E4+00 5.870E+02 15 L041 10012
4.443E4+00 5.870E+02 15 MO51 10002
3.521E+00 4.652E+02 15.99 A341 00000
3.674E+00 4.854E+02 17.99 A341 00000
3.861E+00 5.100E+02 18 A031 12222
3.816E+00 5.041E+02 19.99 A341 00000
2.954E+00 3.902E+02 20 D041 10001
4.837E+00 6.390E+02 20 L041 10012
2.952E4+00 3.900E+02 20 MI171 10002
1.340E+00 1.770E+02 20 S006 10002
4.278E+00 5.652E+02 23.90 A031 12222
4.088E+00 5.401E+02 24.99 A341 00000
4.653E+00 6.148E+02 28.30 A031 12222
4.394E+00 5.805E+02 28.99 A341 00000
4.503E+00 5.949E+02 30.99 A341 00000
4.642E+00 6.133E4+02 33.99 A341 00000
6.033E4+00 7.970E+02 35 L041 10012
4.796E+00 6.336E+02 36.99 A341 00000
4.894E+00 6.466E+02 38.99 A341 00000
5.096E+00 6.732E+02 42.99 A341 00000
5.131E4+00 6.779E+02 43.99 A341 00000
5.143E4+00 6.795E+02 44.99 A341 00000

(continued)
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456. C;H;O, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.246E+00 6.930E+02 46.99 A341 00000

5.341E4+00 7.057E+02 49.99 A341 00000

7.244E400 9.570E+02 50 L041 10012

5.470E+00 7.227E+02 54.49 A341 00000

5.640E+00 7.451E4+02 55.99 A341 00000

5.713E4+00 7.548E+02 58.99 A341 00000

5.729E+00 7.569E+02 61.09 A341 00000

5.890E+00 7.782E+02 62.99 A341 00000

4.032E+00 5.327E+02 65 F300 10002

8.462E+00 1.118E+03 65 L041 10012

6.038E+00 7.977E+02 68.99 A341 00000

4.081E4+00 5.392E+02 It H431 00000

457. C;H,BrO,

a-Bromo-methyl-ethyl-acetate

Ethyl DL-a-bromopropionate

Propanoic acid, 2-bromo-, ethyl ester

Ethyl pL-2-bromopropionate

RN: 535-11-5 MP (°C):

MW: 181.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.780E-01 5.033E+01 ns FO57 02221

458. C;H,BrO,

a-Ethyl-B-bromo-propionic ureide

RN: MP (°C):

MW: 181.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.130E-01 3.855E+01 ns F056 02221

459. C;H,NO,

DL-Proline

Pyrrolidine-2-carboxylic acid

RN: 609-36-9 MP (°C): 208

MW: 115.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.217E+01 1.401E+03 20 1303 00000

1.146E+01 1.319E+03 25 J303 00000

1.425E401 1.641E+03 40 J303 00000

1.708E+01 1.967E+03 50 J303 00000

2.082E+01 2.397E+03 60 J303 00000




156 Handbook of Aqueous Solubility Data

460. C;H,NO,

L-Proline

2-Pyrrolidinecarboxylic acid

RN: 147-85-3 MP (°C):

MW: 115.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.374E+00 6.188E+02 25 D041 10002
6.653E+00 7.660E-+02 27 D036 00000
6.123E+00 7.050E+02 65 D041 10002
6.691E-+00 7.704E-+02 99.99 P349 00000
461. C;H,NO,S

2-Methylthiazolidine-4-carboxylic acid
4-Thiazolidinecarboxylic acid, 2-methyl-
Thiazolidine-4-carboxylic acid, 2-methyl-

RN: 4165-32-6 MP (°C):  174-175

MW: 147.20 BP (°C): 333.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.100E-01 3.091E+01 21 B414 10011 partial
decomposition

462. C;H,NO,

L-Hydroxyproline
trans-4-Hydroxy-L-proline
L-4-hydroxyproline
(4S5)-4-Hydroxy-L-proline

RN: 51-35-4 MP (°C):

MW: 131.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
3.158E+00 4.141E+02 99.99 P349 00000

463. C;H,NO,

Formyl-a-aminobutyric acid
Butanoic acid, 2-(formylamino)-
RN: 106873-99-8  MP (°C):

MW: 131.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.560E-01 3.357E+01 25 MO024 12012

2.560E-01 3.357E+01 ns MO025 02012
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464. C;H,NO,

D-Glutamic acid

D-2-Aminoglutaric acid

RN: 6893-26-1 MP (°C): 201

MW: 147.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.337E-02 3.439E+00 0 D018 22212
2.303E-02 3.388E+00 0 MO043 10001
3.381E-02 4.975E+00 10 MO043 10001
1.004E-01 1.478E+01 20 D041 10001
4.859E-02 7.149E+00 20 M043 10001
4.472E-02 6.580E+00 21 P045 10212
5.981E-02 8.800E+00 25 D018 22212
6.729E-02 9.901E+00 30 M043 10001
1.004E-01 1.478E+01 40 M043 10001
1.481E-01 2.179E+01 50 D018 22212
2.107E-01 3.101E+01 60 MO043 10001
4.148E-01 6.103E+01 80 MO043 10001
8.347E-01 1.228E+02 100 MO043 10002
5.850E-02 8.607E+00 ns MO025 02012
465. C;H,NO,

DL-Glutamic acid
DL-2-Aminoglutaric acid

RN: 617-65-2 MP (°C): 194

MW: 147.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.601E-02 8.241E+00 0 DO18 22212
4.850E-02 7.136E+00 4.99 A405 20112
5.990E-02 8.813E+00 9.99 A405 20112
6.300E-02 9.269E+00 14.99 A405 20112
8.840E-02 1.301E+01 20.99 A405 20112
9.370E-02 1.379E+01 24.99 A405 20112
1.750E-01 2.575E+01 25 D018 22212
1.368E-01 2.013E+01 25 D041 10002
1.075E-01 1.582E+01 29.99 A405 20112
1.414E-01 2.080E+01 34.99 A405 20112
1.684E-01 2.478E+01 39.99 A405 20112
2.016E-01 2.966E+01 44.99 A405 20112
2.699E-01 3.971E+01 49.99 A405 20112
5.131E-01 7.549E+01 50 D018 22212
3.502E-01 5.153E+01 54.99 A405 20112
3.959E-01 5.825E+01 59.99 A405 20112
4.772E-01 7.021E+01 64.99 A405 20112
5.621E-01 8.270E+01 69.99 A405 20112
6.709E-01 9.871E+01 71.99 A405 20112
7.289E-01 1.072E+02 74.99 A405 20112

7.206E-01 1.060E+02 75 D041 10002
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466. C;H,NO,
L-Glutamic acid

L-2-Aminoglutaric acid
L(+)-Glutaminsaeure

Glutamic acid

L(+) Glutaminic acid

Handbook of Aqueous Solubility Data

RN: 56-86-0 MP (°C): 250

MW: 147.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.866E-02 7.160E+00 20 B032 12212
4.486E-02 6.600E+00 21 F302 10001
5.825E-02 8.570E+00 25 B032 12212
5.822E-02 8.566E+00 25 D041 10002
5.845E-02 8.600E+00 25 F300 10001
7.262E-02 1.068E+01 25 G315 00000
5.614E-02 8.260E+00 27 D036 00000
6.980E-02 1.027E+01 29.80 B032 12212
1.454E-01 2.140E+01 50 F300 10002
3.562E-01 5.240E+01 75 D041 10002
3.561E-01 5.240E+01 75 F300 10002
8.346E-01 1.228E+02 100 F300 10002
4.078E-02 6.000E+00 ns D072 00000
5.802E-02 8.537E+00 rt H431 00000
467. C;H,,

Cyclopentane

Pentamethylene

Exxsol cyclopentane S

Zeonsolv HP

RN: 287-92-3 MP (°C): 944

MW: 70.14 BP (°C): 49.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.826E-03 3.385E-01 4.8 L007 22122
4.826E-03 3.385E-01 5.1 L007 21112
4.870E-03 3.416E-01 14.8 L007 22122
4.870E-03 3.416E-01 15.2 L007 21112
4.873E-03 3.418E-01 24.8 L007 22122
2.338E-03 1.640E-01 25 G313 21122
2.281E-03 1.600E-01 25 K119 10002
2.224E-03 1.560E-01 25 MO01 21222
2.224E-03 1.560E-01 25 MO002 21222
2.281E-03 1.600E-01 25.0 PO51 21122
2.281E-03 1.600E-01 25.00 P007 21222
4.873E-03 3.418E-01 25.1 L007 21112
5.252E-03 3.684E-01 34.8 L007 22122
5.252E-03 3.684E-01 352 L007 21112
2.324E-03 1.630E-01 40.1 P0O51 21122

(continued)



Solubility Data 159
467. C;H,, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.324E-03 1.630E-01 40.10 P007 21222

4.867E-03 3.414E-01 44.8 L007 22122

2.566E-03 1.800E-01 55.7 PO51 21122

2.566E-03 1.800E-01 55.70 P007 21222

4.220E-03 2.960E-01 99.1 PO51 21122

4.220E-03 2.960E-01 99.10 PO07 21222

5.304E-03 3.720E-01 118.0 PO51 21122

5.304E-03 3.720E-01 118.00 P007 21222

8.712E-03 6.110E-01 137.3 PO51 21122

8.712E-03 6.110E-01 137.30 PO07 21222

1.129E-02 7.920E-01 153.1 PO51 21122

1.129E-02 7.920E-01 153.10 P007 21222

2.224E-03 1.560E-01 ns H123 00000

468. C;H,,

3-Methyl-1-butene

2-Methyl-3-butene

3,3-Dimethylpropene

Isopropylethylene

RN: 563-45-1 MP (°C):  -168

MW: 70.14 BP (°C): 20

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.854E-03 1.300E-01 25 MO001 21222

469. C;H,,

2-Pentene

1-Methyl-2-ethylethylene

sym-Methylethylethylene

B-Amylene

B-n-Amylene

3-Pentene

RN: 109-68-2 MP (°C):  -136

MW: 70.14 BP (°C): 36

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.894E-03 2.030E-01 25 MOO01 21222
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470. C;H,,
1-Pentene
Propylethylene
o-n-Amylene
1-Methyl-3-butene

RN: 109-67-1 MP (°C): -165

MW: 70.14 BP (°C): 30.1

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.609E-03 1.830E-01 23 C332 00000

2.110E-03 1.480E-01 25 MO0O01 21222

471. C;H,,CL,0,P

Diethyl trichloromethyl phosphonate
Phosphonic acid, (trichloromethyl)-, diethyl ester

Ro 3-0658

RN: 866-23-9 MP (°C):

MW: 255.47 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.761E-02 4.500E+00 25 B070 12011

472. C;H,(\N,O

N-Nitrosopiperidine

Pyridine, hexahydro-N-nitroso

NPIP

RN: 100-75-4 MP (°C): <25

MW: 114.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.700E-01 7.648E+01 24 D083 20001

473. C;H,(N,0,S

Methomyl

Nudrin

Lannate

RN: 16752-77-5 MP (°C): 78.5

MW: 162.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.576E-01 5.800E+01 25 M161 10001
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474. C;H,(N,0,

Glycolylglycineamide

RN: MP (°C):

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.820E+00 8.506E+02 25 MO008 10002
475. C;H,)N,0,

Glycyl-L-alanine

Glycylalanine

RN: 3695-73-6 MP (°C):

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.780E+00 6.986E+02 24.99 B441 00000
476. C;H,(N,O,

D-Glutamine

D-2-Aminoglutaramic acid

RN: 5959-95-5 MP (°C):

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.910E-01 4.253E401 ns MO025 02012
477. C;H,\N,0,

L-Glutamine

L(+)-Glutamin

L(+)-Glutamine

Glutamine

RN: 56-85-9 MP (°C): 185

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.184E-01 1.730E+01 0 F300 10002
2.378E-01 3.475E+01 18 D041 10001
2.444E-01 3.572E+01 20 B032 12212
2.829E-01 4.135E+401 25 B032 12212
2.789E-01 4.077E+01 25 D041 10002
2.701E-01 3.948E+01 25 G315 00000
5.891E-02 8.610E+00 25 J303 00000
2.997E-01 4.380E+01 25.1 N024 00000
2.840E-01 4.150E+01 25.1 NO025 00000
2.840E-01 4.150E+01 25.1 NO026 00000

(continued)
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477. C;H,,N,O; (continued)

Handbook of Aqueous Solubility Data

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.821E-01 4.123E+01 25.1 NO027 11222
2.737E-01 4.000E+01 27 D036 00000
3.285E-01 4.801E+01 29.80 B032 12212
3.154E-01 4.610E+01 30 F300 10002
1.002E-01 1.464E+01 40 J303 00000
2.135E-01 3.120E+01 60 J303 00000
478. C;H (NS,

Dazomet

3,5-Dimethyl-1,2,3,5-tetrahydro-1,3,5-thiadiazinethione-2

Thiazone

Thiazon

RN: 533-74-4 MP (°C): 106.5

MW: 162.28 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.386E-03 1.199E+00 25 MO061 10001
1.169E-02 1.896E+00 30 B185 00000
7.395E-03 1.200E+00 30 Mile61 10001
479. C;H,,N,O,

Dinitrosopentamethylenetetramine
3,7-Dinitroso-1,3,5,7-tetraazabicyclo[3.3.1]nonane

RN: 101-25-7 MP (°C): 207

MW: 186.17 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.318E-02 9.901E+00 ns 1313 00000
480. C;H,,0

Methy propyl ketone

Methyl propyl ketone

2-Pentanone

Pentan-2-one

RN: 107-87-9 MP (°C): -78

MW: 86.13 BP (°C): 100.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
8.870E-01 7.640E+01 10 G032 12112
6.520E-01 5.616E+01 20 G030 12002
5.000E-01 4.307E+01 20 M312 10001
6.799E-01 5.857E+01 25 A356 00000
4.786E-01 4.123E+01 25 B060 20111

(continued)
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480. C;H,,0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.775E-01 6.697E+01 25 C333 00000

7.000E-01 6.029E+01 25 F044 10001

6.063E-01 5.222E+01 25 G030 12002

6.572E-01 5.660E+01 25 P055 10002

5.718E-01 4.925E4+01 30 G030 12002

6.300E-01 5.426E+01 30 G032 12112

5.806E-01 5.001E+01 35 A356 00000

6.799E-01 5.857E+01 35 C333 00000

5.302E-01 4.567E+01 45 A356 00000

6.799E-01 5.857E+01 45 C333 00000

5.150E-01 4.436E+01 50 G032 12112

5.302E-01 4.567E+01 55 A356 00000

5.806E-01 5.001E+01 55 C333 00000

481. C.H,,O

Valeraldehyde

n-Valeraldehyde

Valeral

n-Pentanal

RN: 110-62-3 MP (°C):  -92

MW: 86.13 BP (°C): 103

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.358E-01 1.170E+401 25 A049 10002

2.100E-01 1.809E+01 25 K012 10001

482. C;H,,0

Tetrahydropyran

Pentamethylene oxide

RN: 142-68-7 MP (°C): —49.2

MW: 86.13 BP (°C): 88

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
1.372E+00 1.182E+02 0 B001 20100

1.122E+00 9.666E+01 10 BOOI 20100

1.021E+00 8.792E+01 15 BOO1 20100

9.351E-01 8.054E+01 20 BOO1 20100

8.620E-01 7.425E+01 25 B001 20100
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483. C,H,,0
Diethyl ketone

3-Pentanone

RN: 96-22-0 MP (°C): —42

MW: 86.13 BP (°C): 101.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.810E-01 6.727E4+01 10 G032 12112

4.786E-01 4.123E+01 20 D052 11001

5.613E-01 4.834E+01 20 G030 12002

6.052E-01 5.213E4+01 25 BO19 10120

3.818E-01 3.288E+01 25 B060 20111

5.328E-01 4.589E+01 25 G030 12002

5.900E-01 5.082E+01 25 K012 10001

4.999E-01 4.306E+01 30 G030 12001

5.760E-01 4.961E+01 30 G032 12112

4.560E-01 3.928E+01 50 G032 12112

484. CH,,0

1-Penten-3-ol
Penten-1-0l-3

RN: 616-25-1 MP (°C):

MW: 86.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
9.312E-01 8.021E+01 20 G031 10002

8.798E-01 7.579E+01 25 G031 10002

8.340E-01 7.184E+01 30 G031 10002

485. C,H,,0

4-Penten-1-ol
Penten-4-ol-1

RN: 821-09-0 MP (°C):

MW: 86.13 BP (°C): 135.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.458E-01 5.562E+01 20 Go31 10002

6.261E-01 5.393E+01 25 G031 10002

6.115E-01 5.267E+01 30 G031 10002
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486. C;H,,0

3-Penten-2-ol

Penten-3-o0l-2

RN: 1569-50-2 MP (°C):

MW: 86.13 BP (°C): 120

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.003E+00 8.642E+01 20 G031 10002

9.508E-01 8.189E+01 25 G031 10002

9.075E-01 7.817E+01 30 G031 10002

487. C;H,,0

2-Methyl tetrahydrofuran

2-Methyl oxolane

B-Methyl tetramethylene oxide

RN: 96-47-9 MP (°C): 136

MW: 86.13 BP (°C): 83

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.174E400 1.011E4+02 10 B001 20100

488. C;H,,0

1-Methyl tetrahydrofuran

Methyl oxolane

o-Methyl tetramethylene oxide

RN: 45376-90-7 MP (°C):

MW: 86.13 BP (°C): 80

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.101E4+00 1.810E+02 0 B00O1 20100

1.788E+00 1.540E+02 10 B0O1 20100

1.646E+400 1.418E+402 15 B001 20100

1.519E+400 1.308E+02 20 B001 20100

1.414E4+00 1.218E+02 25 B001 20100

489. C.H,,O0

Cypreth ether

Cyclopropane, ethoxy-

Ethoxycyclopropane

Ethyl cyclopropyl ether

RN: 5614-38-0 MP (°C):

MW: 86.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.162E-01 2.724E+01 25 K061 10111

2.500E-01 2.153E+01 25 K061 10111
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490. C.H,,0
3-Methyl-2-butanone
3-Methylbutanone-2

RN: 563-80-4 MP (°C): -92

MW: 86.13 BP (°C): 94.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.130E-01 7.003E+01 10 G032 12112

7.116E-01 6.130E+01 20 G030 12002

6.654E-01 5.732E+401 25 G030 12002

6.240E-01 5.375E+01 30 G030 12002

6.080E-01 5.237E4+01 30 G032 12112

5.940E-01 5.116E+01 50 G032 12112

491. C.H,,08,

Butylxanthogenic acid

RN: MP (°C):

MW: 150.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.000E-04 1.202E-01 25 K012 10000

492. C;H,,0,

Valeric acid
Valeric acid, normal
n-Valeric acid

RN: 109-52-4 MP (°C): =345

MW: 102.13 BP (°C): 185

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
2.295E-01 2.344E+401 25 B060 20111
4.636E-01 4.735E+01 25 HO028 20202
3.697E-01 3.776E+01 25 H122 10002
4.055E-01 4.141E4+01 25 H338 22122
3.750E-01 3.830E+01 25 K012 10002
4.893E-01 4.997E+01 35 H338 22122
2.936E-03 2.999E-01 c LO55 00001

4.636E-01 4.735E+01 ns A406 00001
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493. C;H,,0,

Methyl butyrate

Buttersaeure-methyl ester

n-Methyl n-butyrate

RN: 623-42-7 MP (°C):  -95

MW: 102.13 BP (°C): 102

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.528E-01 1.561E+01 21 FO0O01 10122

1.506E-01 1.538E+01 21 F300 10002

1.600E-01 1.634E+01 21 S006 10002

1.469E-01 1.500E+01 25 A049 10002

494. C;H,,0,

3-Hydroxy-2-methyltetrahydrofuran

3-Furanol, tetrahydro-2-methyl-

RN: 29848-44-0 MP (°C):

MW: 102.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.632E+00 1.667E+02 rt B066 02001

4.896E+00 5.000E+02 t B066 02002

49s5. C;H,,0,

Propyl acetate

Essigsaeurepropyl ester

RN: 109-60-4 MP (°C):  -92

MW: 102.13 BP (°C): 101.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 # (TPEAA) Comments
2.222E-01 2.270E+01 20 E002 10002

1.850E-01 1.889E+01 20 FOO1 10102

1.821E-01 1.860E+01 20 F300 10002

1.800E-01 1.838E+01 20 M171 10001

2.220E-01 2.267E+01 21 S006 10002

1.920E-01 1.961E+01 25 B060O 20111

1.731E-01 1.768E+01 30 R318 12011

1.960E-01 2.002E+01 37 E028 10112
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496. C;H,,0,
Pivalic acid
Trimethylacetic acid

Trimethylessigsaeure

RN: 75-98-9 MP (°C): 35.5

MW: 102.13 BP (°C): 163.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.125E-01 2.170E+01 20 F300 10002

497. C;H,,0,

Isopropyl acetate
Essigsaeureisopropyl ester
Iso-propylacetat

RN: 108-21-4 MP (°C): =73

MW: 102.13 BP (°C): 89

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.556E-01 2.610E+01 20 D052 11002 average of 2
3.030E-01 3.095E+01 20 FOO1 10122

2.937E-01 3.000E+01 20 F300 10002

2.108E-01 2.153E+01 24.6 HI21 20001

2.759E-01 2.818E+01 25 B060 20111

1.930E-01 1.971E+01 37 E028 10112

498. C.H,,0,

Butyl formate

Formic acid butyl ester

RN: 592-84-7 MP (°C):

MW: 102.13 BP (°C): 106.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.800E-02 1.001E+01 22 S006 10001

6.400E-02 6.537E+00 25 K012 10001

7.400E-02 7.558E+00 27 B052 10112

7.500E-02 7.660E+00 30.5 NO14 00000

8.100E-02 8.273E+00 40.0 NO14 00000
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499. C.H,,0,

Ethyl propionate

Propanoic acid ethyl ester

RN: 105-37-3 MP (°C): 73

MW: 102.13 BP (°C): 99

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.844E-01 1.884E+01 20 D052 11002

2.200E-01 2.247E4+01 20 S006 10001

2.154E-01 2.200E+01 25 F300 10001

1.700E-01 1.736E+01 25 K012 10001

2.108E-01 2.153E+01 30 R318 11011

500. C;H,,0,

Isovaleric acid

Isovaleriansaeure

RN: 503-74-2 MP (°C): 293

MW: 102.13 BP (°C): 176.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.946E-01 4.031E+01 20 D041 10001

3.985E-01 4.070E+01 20 F300 10002

501. C;H,,0O,

Methyl f-methoxypropionate

Propionic acid, 3-methoxy-, methyl ester

Methyl 3-methoxypropanoate

Methyl 3-methoxypropionate

RN: 3852-09-3 MP (°C):

MW: 118.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.628E-+00 4.286E+02 25 RO34 10001

502. C;H,,0,

Ethyl carbonate

Diethyl carbonate

RN: 105-58-8 MP (°C): 43

MW: 118.13 BP (°C): 126

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.562E-01 1.845E+01 20 D052 11002
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503. C:H,,0;

D-Xylose

a-Xylose

Wood sugar

RN: 58-86-6 MP (°C): 144.5

MW: 150.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.879E+00 4.322E+02 25 G317 00000

504. C;H,,0;

L-Arabinose

L-Arabinopyranose

RN: 87-72-9 MP (°C): 158

MW: 150.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.482E4+00 3.726E+02 10 F300 10002

505. C;H,,Br

n-Amyl bromide

1-Bromopentane

Pentyl bromide

Amylene bromide

RN: 110-53-2 MP (°C): 879

MW: 151.05 BP (°C): 129.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.380E-04 1.266E-01 25 M342 10112

1.800E-02 2.719E+00 ns H307 00000

506. C;H,,Br

Isoamyl bromide

1-Bromo-3-methylbutane

RN: 107-82-4 MP (°C): 112

MW: 151.05 BP (°C): 120

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.324E-03 2.000E-01 16 F300 10001

1.300E-03 1.964E-01 16.5 F0O01 10102
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507. C;H,,NO

Pentanamide

Valeramide

RN: 626-97-1 MP (°C): 102-104

MW: 101.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.530E-01 5.594E+01 6 HO59 00000
6.360E-01 6.433E+01 16 HO059 00000
7.880E-01 7.971E+01 25 HO059 00000
1.108E+00 1.121E+402 37 HO059 00000

508. C.H,,NO,

DL-Valine

DL-Valin

RN: 516-06-3 MP (°C): 296

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.593E-01 6.552E+01 0 D018 22212
5.711E-01 6.690E+01 25 CO018 00000
6.035E-01 7.070E+01 25 DO16 10002
5.912E-01 6.926E+01 25 D018 22212
5.614E-01 6.577TE+01 25 D041 10002
5.975E-01 7.000E+01 25 F300 10000
7.352E-01 8.612E+01 50 D018 22212
7.170E-01 8.400E+01 50 F300 10001
1.003E4+00 1.175E+02 75 D018 22212
9.559E-01 1.120E+02 75 D041 10002
9.560E-01 1.120E+02 75 F300 10002
1.349E+00 1.580E+02 100 F300 10002
1.351E+00 1.583E+02 99.99 P349 00000
509. C;H,,NO,

L-Norvaline
L-(+)-2-Aminovaleric acid
RN: 6600-40-4 MP (°C):  >300

MW: 117.15 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments

8.286E-01 9.707E+01 15 D041 10002
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510. C;H,;NO,

tert-Butyl carbamate

O-t-Butyl carbamate

RN: 4248-19-5 MP (°C): 105

MW:  117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.250E+00 1.464E+02 37 HO006 12212

1.259E+00 1.475E+02 ns R424 00000

511. C;H,,NO,

n-Butyl carbamate
Butyl carbamate

RN: 592-35-8 MP (°C): 51

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.200E-01 2.577E+01 37 HO006 12211

512. C;H,,NO,

Isobutyl carbamate
iso-Butyl carbamate

RN: 543-28-2 MP (°C): 67

MW: 117.15 BP (°C): 206

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.000E-01 5.857E+01 37 HO06 12210

513. C;H;;NO,

pL-Isovaline
pL-Isovalin

RN: 595-39-1 MP (°C): 315

MW:  117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.398E+400 2.809E+02 20 F300 10002
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514. C;H;,NO,
D-Valine

p-Amino-isovalerian-saeure
B-Aminoisovaleric acid
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RN: 640-68-6 MP (°C): >295

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.291E-02 1.512E+400 10 D038 10100 EFG, unit assumed, sic
4.296E-01 5.033E+01 20 D041 10001

7.053E-01 8.263E+01 25 CO018 00000

1.343E-02 1.574E+00 25 D038 10100 EFG, unit assumed, sic
1.384E-02 1.622E+00 33 D038 10100 EFG, unit assumed, sic
1.426E-02 1.671E4+00 40 D038 10100 EFG, unit assumed, sic
1.455E-02 1.705E+00 49 D038 10100 EFG, unit assumed, sic
1.500E-02 1.757E4+00 57 D038 10100 EFG, unit assumed, sic
1.592E-02 1.865E+00 65 D038 10100 EFG, unit assumed, sic
515. C;H,|NO,

Betaine

Betain

RN: 107-43-7 MP (°C): 296

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.216E+00 6.110E+02 19.30 F300 10002

516. C;H,,NO,

DL-Norvaline

DL-2-Aminovaleric acid

RN: 760-78-1 MP (°C): 303.0

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
8.251E-01 9.666E-+01 15 D041 10002

7.768E-01 9.100E+01 18 F300 10001

6.616E-01 7.751E4+01 25 K031 21212
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517. C;H,,NO,

L-Valine

Valine

L-(+)-valine
L-2-Amino-3-methylbutyric acid
2-Amino-3-methylbutyric acid
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RN: 72-18-4 MP (°C): 315

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
7.180E-01 8.411E+01 15 D349 21122

4.866E-01 5.701E+01 20 B032 12212

7.360E-01 8.622E+01 20 D349 21122

4.992E-01 5.848E+01 25 B032 12212

6.940E-01 8.130E+01 25 D041 10002

7.550E-01 8.845E+01 25 D349 21122

4.710E-01 5.518E+01 25 G092 21111

4.710E-01 5.518E+01 25 G315 00000

5.900E-01 6.912E+01 25 NO0O1 00000 EFG
4.740E-01 5.553E+01 25 NO12 20212

5.019E-01 5.880E+01 27 D036 00000

5.114E-01 5.991E+01 29.80 B032 12212

7.929E-01 9.289E+01 65 D041 10002

518. C;H,,NO,

3-Nitropentane

Pentane, 3-nitro-

RN: 551-88-2 MP (°C):

MW: 117.15 BP (°C): 153

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
1.110E-02 1.300E+00 25 A049 10001

519. C;H,;NO,S

DL-Methionine

DL-Methionin

DL-2-Amino-4-(methylthio)butyric acid

Acimetion

RN: 59-51-8 MP (°C): 281

MW: 149.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.200E-01 1.790E+01 0 F300 10002

1.905E-01 2.843E+01 19.99 F419 00000 pH 5.81
2.191E-01 3.269E+01 25 D041 10002

2.191E-01 3.270E+01 25 F300 10002

3.039E-01 4.535E+01 39.99 F419 00000 pH 5.56

(continued)
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519. C;H,;NO,S (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.211E-01 4.791E+01 44.99 F419 00000 pH 5.51
3.833E-01 5.720E+01 50 F300 10002

4.241E-01 6.328E+01 54.99 F419 00000 pH 5.39
5.596E-01 8.350E+01 69.99 F419 00000 pH 5.24
6.379E-01 9.519E+01 75 D041 10002

6.380E-01 9.520E+01 75 F300 10002

6.965E-01 1.039E+02 79.99 F419 00000 pH5.15
1.003E4+00 1.497E+02 100 F300 10002

2.212E-01 3.300E+01 ns K444 00000

520. C;H,;NO,S

Methionine

L-(—)-Methionine

2-Amino-4-(methylthio)butanoic acid

RN: 63-68-3 MP (°C):  -279

MW: 149.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.504E-01 5.228E+01 20 B032 12212

3.791E-01 5.656E+01 25 B032 12212

3.566E-01 5.321E+01 25 G315 00000

3.753E-01 5.600E+01 25.1 N024 00000

3.746E-01 5.590E+01 25.1 NO026 00000

3.548E-01 5.294E+01 25.1 N027 11222

3.498E-01 5.220E+01 27 D036 00000

4.093E-01 6.107E+01 29.80 B032 12212

521. C;H;,NO,S

Penicillamine

3,3-Dimethyl-D-(-)-cysteine

D-3-Mercaptovaline

D-Penicillamine

RN: 52-67-5 MP (°C): 198.0

MW: 149.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.702E-01 1.000E+02 20 C120 00000
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522. C;H,;NO,.H,0
Betaine (monohydrate)
Trimethylammonioacetate (monohydrate)

RN: 590-47-6 MP (°C):

MW: 135.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.520E+00 6.109E+02 19 D041 10002
523.C.H,,

Pentane

n-Pentane

RN: 109-66-0 MP (°C): -130

MW: 7215 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.106E-04 6.570E-02 0 P003 22222
5.666E-04 4.088E-02 4.0 NOO4 11222
1.516E-04 1.094E-02 438 L007 21122
1.516E-04 1.094E-02 5.1 L007 20112
5.944E-04 4.289E-02 10.0 N004 11222
1.635E-04 1.180E-02 14.8 L007 21122
2.425E-04 1.750E-02 20 M337 21222
5.444E-04 3.928E-02 20.0 N004 11222
1.563E-04 1.128E-02 24.8 L007 21122
5.267E-04 3.800E-02 25 A049 10001
5.475E-04 3.950E-02 25 K119 10002
5.336E-04 3.850E-02 25 MO001 21222
5.336E-04 3.850E-02 25 MO002 21222
5.650E-04 4.077E-02 25 M342 10112
6.597E-04 4.760E-02 25 P003 22222
5.611E-04 4.048E-02 25.0 N004 11222
5.475E-04 3.950E-02 25.0 PO51 21122
5.475E-04 3.950E-02 25.00 P007 21222
5.611E-04 4.048E-02 30.0 N004 11222
1.509E-04 1.089E-02 34.8 L007 21122
5.516E-04 3.980E-02 40.1 PO51 21122
5.516E-04 3.980E-02 40.10 P007 21222
5.793E-04 4.180E-02 55.7 PO51 21122
5.793E-04 4.180E-02 55.70 P007 21222
9.619E-04 6.940E-02 99.1 PO51 21122
9.619E-04 6.940E-02 99.10 P007 21222
1.525E-03 1.100E-01 121.3 PO51 21122
1.525E-03 1.100E-01 121.30 P007 21222
2.786E-03 2.010E-01 137.3 PO51 21122
2.786E-03 2.010E-01 137.30 P0O07 21222
4.130E-03 2.980E-01 149.5 PO51 21122
4.130E-03 2.980E-01 149.50 P007 21222

1.010E-04 7.287E-03 ns D348 00000
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524. C;H,,

2-Methylbutane

Isopentane

Izopentan

RN: 78-78-4 MP (°C): -160

MW: 72.15 BP (°C): 30

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.003E-03 7.240E-02 0 P003 22222

6.653E-04 4.800E-02 25 K119 10002

6.625E-04 4.780E-02 25 MO001 21222

6.625E-04 4.780E-02 25 MO002 21222

6.874E-04 4.960E-02 25 P003 22222

6.653E-04 4.800E-02 25 PO07 21222

6.653E-04 4.800E-02 25 PO51 21122

525.C;H,,

Neopentane

2,2-Dimethylpropane

RN: 463-82-1 MP (°C):

MW: 72.15 BP (°C): 9.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.220E-04 1.602E-02 25 D346 00000

4.601E-04 3.320E-02 25 MO01 21222

5.611E-04 4.048E-02 25 S212 21222

3.833E-04 2.766E-02 40 S212 21221

2.667E-04 1.924E-02 60 S212 21221

2.389E-04 1.724E-02 80 S212 21221

526. C;H,,Cl10,PS,

Chlormephos

Dotan

Diethyl S-(chloromethyl) dithiophosphate

RN: 24934-91-6 MP (°C):

MW: 234.70 BP (°C): 83

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.556B-04 6.000E-02 20 L303 10001

2.556E-04 6.000E-02 20 Mi61 10001

2.559E-04 6.005E-02 ns 5460 00000
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527. C;H,,NO,PS,

Dimethoate

0,0-Dimethyl S-(N-methylcarbamoylmethyl) dithiophosphate

RN: 60-51-5 MP (°C):  52.25

MW: 229.26 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.096E-01 2.514E+01 20 B179 00000
1.309E-01 3.000E+01 20 G319 00000
1.090E-01 2.500E+01 21 Ml61 10001
1.701E-01 3.900E+01 ns MO061 00001
528. C;H,N,

2-Methylpiperazine
2-Methyl-piperazin

RN: 109-07-9 MP (°C): 66

MW: 100.16 BP (°C): 155

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ©0) # (TPEAA) Comments
4.343E+00 4.350E+02 20 F300 10002

529. C;H,,N, 0

Methyl-n-butylnitrosamine

MBN

RN: 7068-83-9 MP (°C):

MW: 116.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) Q) (#) (TPEAA) Comments
2.000E-01 2.323E401 24 MO031 11111

530. C;H,,0

2-Methyl-1-butanol
DL-2-Methyl-1-butanol
2-Methylbutan-1-ol

RN: 137-32-6 MP (°C): 70
MW: 88.15 BP (°C): 128.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.269E-01 3.763E+01 5 S307 11022

3.720E-01 3.279E+01 9.7 S307 11022

3.122E-01 2.752E+01 19.6 S307 11022

3.496E-01 3.082E+01 20 G004 22222

3.304E-01 2.913E+01 25 C093 21111

3.272E-01 2.884E+01 25 G004 22222

2.778E-01 2.449E+01 29.6 S307 11022

3.122E-01 2.752E+01 30 G004 22222

(continued)
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530. C;H,,0 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.616E-01 2.306E+01 39.3 S307 11022
2.453E-01 2.162E+01 49.6 S307 11022
2.301E-01 2.028E+01 59.3 S307 11022
2.485E-01 2.191E+01 69.5 S307 11022
2.551E-01 2.248E+01 79.7 S307 11022
2.724E-01 2.401E+01 90.8 S307 11022
531. C.H,,0

tert-Isoamyl alcohol

3-Methyl-1-butanol

Isopentyl alcohol

Isoamyl alcohol

RN: 123-51-3 MP (°C):  -117

MW: 88.15 BP (°C): 130

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.079E-01 3.596E+01 0 S307 11022
3.090E-01 2.724E+01 10 A328 00000
3.454E-01 3.044E+01 10.1 S307 11022
3.347E-01 2.950E+01 15 K002 12112
3.130E-01 2.759E+01 18 F001 10122
2.918E-01 2.572E+01 19.8 S307 11022
3.120E-01 2.750E+01 20 F300 10002
3.144E-01 2.771E+01 20 G004 22222
3.111E-01 2.743E+01 20 K002 12112
9.586E-01 8.450E+01 20 K085 10002
2.659E-01 2.344E+01 25 A328 00000
3.411E-01 3.007E+01 25 C068 22212
2.982E-01 2.629E+01 25 C093 21111
3.251E-01 2.865E+01 25 F317 21112
2.950E-01 2.601E+01 25 G004 22222
2.950E-01 2.601E+01 25 K002 12112
2.799E-01 2.468E+01 30 G004 22222
2.832E-01 2.496E+01 30 K002 12112
2.842E-01 2.506E+01 30.1 HO043 22222 average of 3
2.540E-01 2.239E+01 30.2 S307 11022
2.442E-01 2.153E+401 40 A328 00000
2.420E-01 2.133E+01 40.0 S307 11022
2.257E-01 1.990E+01 49.9 S307 11022
2.431E-01 2.143E401 59.8 S307 11022
2.344E-01 2.066E+01 70.0 S307 11022
2.442E-01 2.153E401 80.0 S307 11022
2.518E-01 2.220E+01 90.0 S307 11022
2.836E-01 2.500E+01 ns L003 00212
2.767E-01 2.439E+01 rt HI11 00001
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532. C;H,,0
Neopentyl alcohol
t-Butyl carbinol
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RN: 75-84-3 MP (°C): 53

MW: 88.15 BP (°C): 114

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.048E-01 3.568E+01 12.0 S307 11022
3.826E-01 3.372E+01 18.8 S307 11022
4.090E-01 3.605E+01 20 G004 22222
3.836E-01 3.382E+01 25 G004 22222
3.603E-01 3.176E+01 30 G004 22222
3.229E-01 2.847TE4+01 30.0 S307 11022
2.982E-01 2.629E+01 40.0 S307 11022
2.616E-01 2.306E+01 50.0 S307 11022
2.778E-01 2.449E+01 60.0 S307 11022
2.399E-01 2.114E+401 70.2 S307 11022
2.864E-01 2.525E+01 80.0 S307 11022
2.637E-01 2.325E+01 90.0 S307 11022
533. C,H,,0

Methyl fert-butyl ether

tert-Butyl methyl ether

RN: 1634-04-4 MP (°C): -109

MW: 88.15 BP (°C): 54.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.564E-01 5.786E+01 2.34 5461 00000
6.236E-01 5.497E+01 9.99 5461 00000
5.196E-01 4.580E+01 20 EO019 10111
4.738E-01 4.177E4+01 24.99 S461 00000
5.815E-01 5.126E+01 25 K072 10111
5.815E-01 5.126E+01 25 MO087 11212
534. C;H,,0

3-Pentanol

Pentan-3-ol

Diethyl carbinol

RN: 584-02-1 MP (°C): <25

MW: 88.15 BP (°C): 115.6

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.704E-01 7.672E+01 0 S307 11022
7.382E-01 6.507E+01 10.2 S307 11022
6.026E-01 5.312E+01 20 G004 22222

(continued)
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534. C;H,,0 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.280E-01 5.536E+01 20.0 S307 11022
5.505E-01 4.853E+01 25 C093 21111
5.556E-01 4.898E+01 25 G004 22222
5.144E-01 4.535E+01 30 G004 22222
5.730E-01 5.051E+01 30.0 S307 11022
4.510E-01 3.975E+01 40.0 S307 11022
4.604E-01 4.058E+01 50.0 S307 11022
3.889E-01 3.428E+01 60.0 S307 11022
3.783E-01 3.335E+01 70.0 S307 11022
3.635E-01 3.204E+01 80.0 S307 11022
3.773E-01 3.326E+01 90.0 S307 11022
1.392E+00 1.227E+02 ns L003 00211
5.196E-01 4.580E+01 It H111 00001
535. C;H,,0

3-Methyl-2-butanol

Methylisopropylcarbinol

RN: 598-75-4 MP (°C): <25

MW: 88.15 BP (°C): 113

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.771E-01 7.732E+01 0 S307 11022
7.609E-01 6.708E+01 10.1 S307 11022
6.492E-01 5.723E+01 20 G004 22222
6.381E-01 5.625E+01 20.0 S307 11022
5.505E-01 4.853E+01 30 G004 22222
5.536E-01 4.880E+01 30.0 S307 11022
4.833E-01 4.260E+01 40.0 S307 11022
4.416E-01 3.892E+01 50.0 S307 11022
3.720E-01 3.279E+01 60.0 S307 11022
4.005E-01 3.531E+01 70.0 S307 11022
3.942E-01 3.475E+01 79.5 S307 11022
3.942E-01 3.475E+01 90.0 S307 11022
536. C;H,,0

Ethylisopropyl ether

Propane, 2-ethoxy-

RN: 625-54-7 MP (°C):

MW: 88.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.733E-01 2.409E+01 ns J300 00000
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537. C;H,,0
1-Pentanol
Amyl alcohol
Pentanol
Pentyl alcohol
n-Amyl alcohol

RN: 71-41-0 MP (°C):  -79

Handbook of Aqueous Solubility Data

MW: 88.15 BP (°C): 138

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.321E-01 3.809E+01 -5 FO51 21012
3.358E-01 2.960E+01 0 E029 12012
3.635E-01 3.204E+01 0 S307 11022
3.709E-01 3.269E+01 7 FO051 21012
2.982E-01 2.629E+01 10 E029 12012
2.864E-01 2.525E+01 10.2 S307 11022
3.068E-01 2.705E+01 14 FO51 21012
3.004E-01 2.648E+01 15 FO051 21012
5.395E+00 4.756E+02 15.5 FO051 21012
2.875E-01 2.534E+01 16.5 FO51 21012
2.821E-01 2.487E+01 18 FO51 21012
2.453E-01 2.162E+01 20 A015 12112
1.020E-02 8.992E-01 20 D052 11000 sic
2.605E-01 2.296E+01 20 E029 12012
2.616E-01 2.306E+01 20 G004 22222
1.676E-01 1.478E+01 20 L049 11211
3.070E-01 2.706E+01 20 M312 10001
2.496E-01 2.200E+01 20.2 S307 11022
3.607E-01 3.180E+01 22 HO072 10112
2.691E-01 2.372E+01 23 FO051 21012
3.730E-01 3.288E+01 25 BO19 10120
2.451E-01 2.160E+01 25 B038 10112
1.896E-01 1.672E+01 25 B060 20111
2.442E-01 2.153E+01 25 C093 21111
1.000E+00 8.815E+01 25 F044 10000 EFG
2.137E-01 1.884E+01 25 F317 21112
2.431E-01 2.143E+01 25 G004 22222
2.300E-01 2.027E+01 25 G075 10101
2.810E-01 2.477E+01 25 HO028 20202
2.817E-01 2.483E+01 25 H104 10001
2.500E-01 2.204E+01 25 K025 22111
2.561E-01 2.258E+01 29 FO51 21012
2.333E-01 2.057E+01 30 E029 12012
2.257E-01 1.990E+01 30 G004 22222
2.246E-01 1.980E+01 30.6 S307 11022
5.368E+00 4.732E+02 34.0 FO51 21012
2.475E-01 2.181E+01 36 FO51 21012
2.130E-01 1.878E+01 37 E028 10112
2.115E-01 1.865E+01 40 E029 12012
2.082E-01 1.836E+01 40.2 S307 11022
2.006E-01 1.768E+01 50 E029 12012

(continued)
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537. CsH,,0 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.039E-01 1.797E+01 50.0 S307 11022
2.475E-01 2.181E+01 58 FO51 21012
2.006E-01 1.768E+01 60 E029 12012
2.039E-01 1.797E+01 60.3 S307 11022
5.290E+00 4.664E+02 69.5 FO51 21012
2.061E-01 1.816E+01 70 E029 12012
2.170E-01 1.913E+01 70.0 S307 11022
2.561E-01 2.258E+01 72.0 FO51 21012
2.115E-01 1.865E+01 80 E029 12012
2.213E-01 1.951E+01 80.0 S307 11022
2.691E-01 2.372E+01 81 FO51 21012
2.821E-01 2.487E+01 87 FO51 21012
2.224E-01 1.961E+01 90 E029 12012
2.453E-01 2.162E+01 90.7 S307 11022
2.875E-01 2.534E+01 91 FO51 21012
3.004E-01 2.648E+01 95 FO51 21012
5.180E+00 4.566E+02 97.3 FO51 21012
3.068E-01 2.705E+01 98 FO51 21012
2.496E-01 2.200E+01 100 E029 12012
2.875E-01 2.534E+01 110 E029 12012
3.709E-01 3.269E+01 112 FO51 21012
3.304E-01 2.913E+01 120 E029 12012
5.048E+00 4.450E+02 122.3 FO51 21012
4.321E-01 3.809E+01 126 FO51 21012
3.889E-01 3.428E+01 130 E029 12012
4.677E-01 4.123E+01 140 E029 12012
5.351E-01 4.717E+01 140 FO51 21012
4.896E+00 4.316E+02 141.6 FO51 21012
5.853E-01 5.159E+01 145 FO51 21012
6.290E-01 5.545E+01 148.5 FO51 21012
5.761E-01 5.078E+01 150 E029 12012
4.707E+00 4.149E+02 157.3 FO51 21012
7.322E-01 6.455E+01 160 E029 12012
9.060E-01 7.987E+01 167.0 FO51 21012
9.889E-01 8.717E+01 170 E029 12012
1.001E+00 8.826E+01 171.2 FO51 21012
4.374E+00 3.856E+02 174.0 FO51 21012
1.690E+00 1.489E+02 180 E029 12012
4.089E+00 3.605E+02 181.3 FO51 21012
1.435E400 1.265E+02 182.5 FO51 21012
3.774E+00 3.327E+02 185.2 FO51 21012
1.833E+00 1.616E+02 186.0 FO51 21012
2.270E+00 2.001E+02 186.5 FO51 21012
3.472E4+00 3.061E+02 186.5 FO51 21012
3.237E4+00 2.854E+02 187.4 FO51 21012
3.040E+00 2.680E+02 187.5 FO51 21012
2.810E-01 2.477E+01 ns A406 00001
2.538E-01 2.237E+01 ns L003 00212
2.224E-01 1.961E+01 It H111 00001
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538. C;H,,0
2-Pentanol
iso-Amyl alcohol
sec-Amyl alcohol

Handbook of Aqueous Solubility Data

Methyl propyl carbinol

RN: 6032-29-7 MP (°C): =50

MW: 88.15 BP (°C): 119.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.708E-01 6.795E+01 0 S307 11022
6.189E-01 5.455E+01 10.1 S307 11022
5.030E-01 4.434E+01 19.5 S307 11022
4.573E-01 4.031E+01 20 C042 00000
1.473E-02 1.298E+00 20 D052 11000 sic
4.538E-01 4.000E+01 20 F300 10001
5.258E-01 4.635E+01 20 G004 22222
3.836E-01 3.382E+01 25 B019 10120
4.843E-01 4.270E+01 25 G004 22222
4.499E-01 3.966E+01 30 G004 22222
4.300E-01 3.791E+01 30.6 S307 11022
3.900E-01 3.438E+01 40.0 S307 11022
3.645E-01 3.213E+01 50.0 S307 11022
3.432E-01 3.026E+01 60.0 S307 11022
3.379E-01 2.979E+01 70.1 S307 11022
3.443E-01 3.035E+01 79.9 S307 11022
3.368E-01 2.969E+01 90.3 S307 11022
5.149E-01 4.539E+01 ns L003 00212
539. C;H,,0

tert-Pentyl alcohol

Dimethylethylcarbinol

tert-Amylalkohol

RN: 75-85-4 MP (°C):

MW: 88.15 BP (°C): 102.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.548E+00 1.364E+02 5 S307 11022
1.462E400 1.289E+402 9.8 S307 11022
1.259E400 1.110E+02 20 F300 10002
1.229E+400 1.083E+02 20 G004 22222
1.170E+00 1.031E4+02 20.8 S307 11022
1.124E+400 9.910E+01 25 G004 22222
5.965E-01 5.258E+01 25 G004 22222
1.026E+00 9.041E+01 29.5 S307 11022
1.041E+400 9.173E+01 30 G004 22222
8.549E-01 7.536E+01 39.5 S307 11022
7.649E-01 6.743E+01 49.0 S307 11022
6.673E-01 5.882E+01 60.0 S307 11022
6.391E-01 5.634E+01 70.2 S307 11022
6.117E-01 5.393E+01 80.1 S307 11022
5.883E-01 5.186E+01 90.2 S307 11022
1.124E+400 9.910E+01 rt HI111 00002
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540. C;H,,0,

Formaldehyde diethyl acetal

Diethoxymethane

Diethylacetalformaldehyde

Formaldehyd-diaethyl-acetal

RN: 462-95-3 MP (°C):

MW: 104.15 BP (°C): 87.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.721E-01 7.000E+01 18 F300 10001

541. C;H,,0,

Pentaerythritol

2,2-bis(Hydroxymethyl)-1,3-propanediol

PE 200

Tetramethylolmethane

RN: 115-77-5 MP (°C): 260

MW: 136.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.825E-01 3.846E+401 0 MO043 10000

3.498E-01 4.762E+01 10 M043 10000

3.863E-01 5.260E+01 15 F300 10002

4.157E-01 5.660E+01 20 MO043 10000

5.441E-01 7.407E+01 30 MO043 10000

8.450E-01 1.150E+02 40 MO043 10001

1.324E+400 1.803E+02 60 MO043 10001

2.099E+00 2.857E+02 80 MO043 10001

3.672E+00 5.000E+02 100 MO043 10002

3.890E-01 5.297E+01 ns R424 00000

542. C;H,,04

Adonitol

Adonit

Adonite

RN: 488-81-3 MP (°C): 104

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.954E+00 6.016E+02 25 C346 00000
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543. C.H,,0;

Xylitol

RN: 87-99-0 MP (°C): 96K

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.798E+00 5.778E+02 20.12 w414 00000
3.963E+00 6.030E+02 25.1 W414 00000
4.153E+00 6.319E+02 30.01 w414 00000
4.355E+00 6.627E+02 35.05 w414 00000
4.550E+00 6.922E+02 40.13 w414 00000
4.721E+00 7.183E+02 45.10 W414 00000
4.873E+00 7.414E+02 50.09 W414 00000
5.001E+00 7.610E+02 55.05 W414 00000
544. C;H,,0;

DL-Arabinitol
(+)-Arabitol
RN: 2152-56-9 MP (°C): 103

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.459E+00 6.785E+02 25 C346 00000

545. C;H ;5N

N-Methyldiethylamine

N, N-Diethylmethylamine

RN: 616-39-7 MP (°C):

MW: 87.17 BP (°C): 63

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
3.562E+00 3.105E+02 49.40 C086 22222 average of 5
4.453E+00 3.881E+02 49.50 C086 22222

2.236E+00 1.949E+02 49.80 C086 22222

5.715E+00 4.982E+02 50.50 C086 22222

1.581E4+00 1.378E+02 51.20 C086 22222

1.413E4+00 1.231E+02 52.00 C086 22222

6.981E+00 6.085E+02 53.10 C086 22222

7.246E+00 6.316E+02 54.00 C086 22222
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546. C;H,;0,PS,

Demephion

0,0-Dimethyl 2-methylmercaptoethyl thiophosphate

Thiolo-tinox

RN: 8065-62-1 MP (°C):

MW: 216.26 BP (°C): 109

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.312E-03 5.000E-01 20 MO61 10002 form IT
9.248E-03 2.000E+00 ns MO61 00002 form I
1.387E-02 3.000E+00 rt Mi61 00000 form II
1.387E-03 3.000E-01 It Mi161 00002 form I
547. C,Cl,

Hexachlorocyclopentadiene

1,2,3,4,5,5-Hexachloro-1,3-cyclopentadiene

Hexachloro-1,3-cyclopentadiene

1,2,3,4,5,5-Hexachlorocyclopentadiene

RN: 77-47-4 MP (°C): -9.9

MW: 272.77 BP (°C): 239

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.951E-06 8.050E-04 22.5 G301 00000

548. C(HCLN,S

4,5,7-Trichloro-2,1,3-benzothiadiazole

PH 40-21

TH 052 H

RN: 1982-55-4 MP (°C): 131.5

MW: 239.51 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.263E-06 1.500E-03 10 B200 10001

1.044E-05 2.500E-03 20 B200 10001

1.044E-05 2.500E-03 20 MO061 10001

1.795E-05 4.300E-03 30 B200 10001

549. CHCI,NO,

2,3,4,5-Tetrachloronitrobenzene

1,2,3,4-Tetrachloro-5-nitrobenzene

2,3,4,5-Tetrachloro-1-nitrobenzene

1-Nitro-2,3,4,5-tetrachlorobenzene

RN: 879-39-0 MP (°C): 66.0

MW: 260.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.800E-05 7.305E-03 20 E308 12211
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550. C,HCI,NO,

2,3,4,6-Tetrachloronitrobenzene
Benzene, 1,2,3,5-tetrachloro-4-nitro-
RN: 3714-62-3 MP (°C):

Handbook of Aqueous Solubility Data

MW: 260.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.900E-05 7.566E-03 20 E308 12211

551. CHCI,NO,

2,3,5,6-Tetrachloronitrobenzene

Tecnazene

RN: 117-18-0 MP (°C): 99.5

MW: 260.89 BP (°C): 304.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.000E-06 2.087E-03 20 E308 12210

552. C,HCl,

Pentachlorobenzene

Penta-chlorobenzene

RN: 608-93-5 MP (°C): 82

MW: 250.34 BP (°C): 275

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.000E-06 2.503E-04 20 K337 10002

9.550E-07 2.391E-04 22 K305 10110

1.538E-06 3.850E-04 23 C305 11222

5.320E-06 1.332E-03 25 B173 20222

2.600E-06 6.509E-04 25 B317 00000

3.320E-06 8.311E-04 25 M342 10112

3.320E-06 8.311E-04 ns M308 00112

553. CHCL,0

Pentachlorophenol

PCP

2,3,4,5,6-Pentachloro-phenol-

Phenol, 2,3,4,5,6-pentachloro-

Dowicide 7

Fungifen

RN: 87-86-5 MP (°C): 174

MW: 266.34 BP (°C): 310

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.877E-05 5.000E-03 0 C310 00000

1.877E-05 5.000E-03 0 G310 10000

1.877E-05 5.000E-03 0 MO61 10000

(continued)
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553. C(HCI;O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.256E-05 1.400E-02 20 B185 00000

5.256E-05 1.400E-02 22.5 G301 00000

6.195E-05 1.650E-02 25 B183 00001

8.260E-05 2.200E-02 25 B185 00000

3.600E-05 9.588E-03 25 B316 00000

6.908E-05 1.840E-02 25 M373 10212

5.256E-05 1.400E-02 25 0320 00000

8.035E-05 2.140E-02 25.1 A400 21222

5.256E-05 1.400E-02 26.70 L095 22112

6.758E-05 1.800E-02 27 C310 00000

6.758E-05 1.800E-02 27 G310 10001

6.758E-05 1.800E-02 27 MO61 10001

3.484E-03 9.280E-01 30 A400 21222

7.509E-05 2.000E-02 30 MI161 10001

1.126E-04 3.000E-02 50 B200 10000

1.314E-04 3.500E-02 50 C310 00000

1.314E-04 3.500E-02 50 G310 10001

1.314E-04 3.500E-02 50 MO061 10001

2.178E-04 5.800E-02 62 C310 00000

2.178E-04 5.800E-02 62 G310 10001

3.191E-04 8.499E-02 70 C310 00000

3.191E-04 8.499E-02 70 G310 10001

7.509E-05 2.000E-02 ns L311 00001

7.134E-05 1.900E-02 ns MI110 00000 EFG
6.007E-06 1.600E-03 ns NO13 00001

554. C(HF.0

Pentafluorophenol

PFP

RN: 771-61-9 MP (°C): 34-36

MW: 184.07 BP (°C): 143

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
3.000E-01 5.522E+01 25 PO31 00000

555. C¢H,Br,CINO,

2,6-Dibromoquinone-3-chlorimide

2,6-Dibromoquinonechloroimide

RN: MP (°C):

MW: 315.36 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.000E-04 6.307E-02 20 G043 10110
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556. CH,Br,

1,2,4,5-Tetrabromobenzene

RN: 636-28-2 MP (°C):

MW: 393.72 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (@) (#) (TPEAA) Comments
4.724E-08 1.860E-05 10 K440 00000
1.105E-07 4.350E-05 25 K440 00000
1.976E-07 7.780E-05 35 K440 00000
557. CH,CIN;O4

2.,4,6-Trinitro-1-chlorobenzene

Picryl chloride

2-Chlor-1,3,5-trinitrobenzol

Chlorure de picryle

RN: 88-88-0 MP (°C):

MW: 247.55 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°CO) # (TPEAA) Comments
7.190E-04 1.780E-01 15 D066 12002
7.189E-04 1.780E-01 15 D071 12002
7.271E-04 1.800E-01 15 F300 10001
2.141E-03 5.300E-01 16 D066 12002
2.140E-03 5.297E-01 50 D071 12001
1.398E-02 3.460E+00 100 D066 12002
1.393E-02 3.448E+00 100 D071 12002
1.454E-02 3.600E-+00 100 F300 10001

558. CH,Cl1,0,
Chloranilic acid

Chloranilsaeure

RN: 87-88-7 MP (°C): 283

MW: 208.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (@) (#) (TPEAA) Comments
9.091E-03 1.900E+400 14 F300 10001

6.699E-02 1.400E+01 99 F300 10001

559. C(H,C1;NO,

2.,4,5-Trichloronitrobenzene
1,2,4-Trichloro-5-nitrobenzene
2.,4,5-Trichloro-1-nitrobenzene
1,4,5-Trichloro-2-nitrobenzene
3,4,6-Trichloronitrobenzene

RN: 89-69-0 MP (°C): 57

MW: 226.45 BP (°C): 288

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.300E-04 2.944E-02 20 E308 12212
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560. C,H,CIL,NO,

2,3,4-Trichloronitrobenzene

1,2,3-Trichloro-4-nitrobenzene

2,3,4-Trichloro-1-nitrobenzene

RN: 17700-09-3 MP (°C): 55.5

MW: 226.45 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (@) (#) (TPEAA) Comments
1.150E-04 2.604E-02 20 E308 12212

561. C;H,Cl,

1,2,4,5-Tetrachlorobenzene

s-Tetrachlorobenzene

RN: 95-94-3 MP (°C): 139

MW: 215.89 BP (°C): 243

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.445E-06 3.121E-04 20 K337 10002

1.349E-06 2.912E-04 22 K305 10111

2.154E-06 4.650E-04 25 B304 20222

5.900E-06 1.274E-03 25 B317 00000

1.090E-05 2.353E-03 25 M342 10112

1.600E-06 3.454E-04 25.2 T428 00000

1.806E-06 3.900E-04 ns B393 00000

1.090E-05 2.353E-03 ns M308 00112

562. C;H,Cl,

Trichlorobenzyl chloride

TCBC

RN: 1344-32-7 MP (°C):

MW: 215.89 BP (°C): 93

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) (#) (TPEAA) Comments
9.264E-06 2.000E-03 25 B200 10000

563. C,H,Cl,

1,2,3,4-Tetrachlorobenzene

Benzene, 1,2,3,4-tetrachloro-

RN: 634-66-2 MP (°C): 48

MW: 215.89 BP (°C): 254

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
1.585E-05 3.422E-03 20 K337 10002

3.326E-05 7.180E-03 23 C305 11222

2.742E-05 5.920E-03 25 B304 20222

3.600E-05 7.772E-03 25 B317 00000

5.650E-05 1.220E-02 25 M342 10112

5.650E-05 1.220E-02 ns M308 00112
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564. C;H,Cl,
1,2,3,5-Tetrachlorobenzene
1,2,4,6-Tetrachlorobenzene

RN: 634-90-2 MP (°C): 50

MW: 215.89 BP (°C): 246

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.000E-05 2.159E-03 20 K337 10002
1.148E-05 2.479E-03 22 K305 10112
1.496E-05 3.230E-03 23 C305 11222
1.860E-05 4.016E-03 25 B173 20222
2.362E-05 5.100E-03 25 B304 20222
1.660E-05 3.584E-03 25 B317 00000
1.340E-05 2.893E-03 25 M342 10112
1.654E-05 3.570E-03 ns H123 00000
1.340E-05 2.893E-03 ns M308 00112
565. C;H,C1,0

2,3,4,6-Tetrachlorophenol
Phenol, 2,3,4,6-tetrachloro-
1-Hydroxy-2,3.4,6-tetrachlorobenzene

TCP

RN: 58-90-2 MP (°C):

MW: 231.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.900E-04 1.832E-01 25 B316 00000

566. C.H,C1,0

2,3,4,5-Tetrachlorophenol
Phenol, 2,3,4,5-tetrachloro-
RN: 4901-51-3 MP (°C): 116

MW: 231.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
7.158E-04 1.660E-01 25 M373 10212

567. CH,C1,0

2,3,5,6-Tetrachlorophenol
Phenol, 2,3,5,6-tetrachloro-

RN: 935-95-5 MP (°C): 115

MW: 231.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.312E-04 1.000E-01 25 M373 10212
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568. C,H,Cl1,0,

Tetrachlorohydroquinone

2,3,5,6-Tetrachlorohydroquinone

RN: 87-87-6 MP (°C):

MW: 247.89 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.673E-05 2.150E-02 ns L311 00001

569. CH,F,

1,2,4,5-Tetrafluorobenzene

2,3,5,6-Tetrafluorobenzene

p-Tetrafluorobenzene

RN: 327-54-8 MP (°C): 4.5

MW: 150.08 BP (°C): 89.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.215E-03 6.326E-01 25 B349 20202

570. C(H,F,

1,2,3,5-Tetrafluorobenzene

1,2,4,6-Tetrafluorobenzene

m-Tetrafluorobenzene

1,3,4,5-Tetrafluorobenzene

RN: 2367-82-0 MP (°C): 48

MW: 150.08 BP (°C): 83

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.952E-03 7.431E-01 25 B349 20202

571. C(H,F,0

2,3,5,6-Tetrafluorophenol

1,2,4,5-Tetrafluoro-3-hydroxybenzene

RN: 769-39-1 MP (°C): 38

MW: 166.08 BP (°C): 140

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
3.700E-01 6.145E+01 25 PO31 00000




194 Handbook of Aqueous Solubility Data

572. C,H;Br,NO,

2,6-Dibromoquinone oxime

RN: MP (°C):

MW: 280.91 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.500E-04 2.388E-01 20 G066 10001

573. C(H;Br,

1,2,4-Tribromobenzene
Tribromobenzene, 1,2,4-

RN: 615-54-3 MP (°C): 43

MW: 314.82 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.166E-05 3.670E-03 10 K440 00000

2.290E-05 7.210E-03 25 K440 00000

3.494E-05 1.100E-02 35 K440 00000

574. C(H;Br;0

2,4,6-Tribromobiphenyl
1,1-Biphenyl, 2,4,6-tribromo-
RN: 59080-33-0 MP (°C): 66

MW: 330.82 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) (#) (TPEAA) Comments
4.111E-02 1.360E+01 26.5 G312 00000

575. C¢H;Br;0

2,4,6-Tribromophenol

2,4,6-Tribrom-phenol

Tribromophenol

Bromol

RN: 118-79-6 MP (°C): 95

MW: 330.82 BP (°C): 244

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.116B-04 7.000E-02 15 F300 10001

2.300E-04 7.609E-02 ns 0310 00001
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576. C(H;CIN,O,

1-Chloro-2,4-dinitrobenzene

2.,4-Dinitro-1-chlorobenzene

4-Chlor-1,3-dinitrobenzol

4-Chloro-1,3-dinitrobenzene

RN: 97-00-7 MP (°C): 53

MW: 202.55 BP (°C): 315

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.950E-05 8.000E-03 15 D071 12000

3.950E-05 8.000E-03 15 F300 10000

4.560E-05 9.236E-03 25 G090 22111

2.023E-03 4.098E-01 50 D071 12001

7.837E-03 1.587E+00 100 D071 12002

8.393E-03 1.700E+00 100 F300 10001

7.244E-04 1.467E-01 ns R427 00000

577. CH5CIN,

7-Chloropteridine

Pteridine, 7-chloro-

RN: 1125-84-4 MP (°C): 95

MW: 166.57 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.305E-01 2.174E+01 20 A083 12000

578. C,H,CI,NO,

3,4-Dichloronitrobenzene

1,2-Dichloro-4-nitrobenzene

RN: 99-54-7 MP (°C): 41.25

MW: 192.00 BP (°C): 255.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.290E-04 1.208E-01 20 E308 12212

579. CH;C1,NO,

2,5-Dichloronitrobenzene

1,4-Dichloro-2-nitrobenzene

RN: 89-61-2 MP (°C): 55.5

MW: 192.00 BP (°C): 267.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.800E-04 9.216E-02 20 E308 12212
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580. C,H,Cl1,NO,

2,3-Dichloronitrobenzene
1,2-Dichloro-3-nitrobenzene

RN: 3209-22-1 MP (°C):  61.5

MW: 192.00 BP (°C): 257.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.250E-04 6.240E-02 20 E308 12212
581. CH,;CLNO,

3,6-Dichloropicolinic acid

3,6-Dichloro-2-pyridinecarboxylic acid

Clopyralid

Lontrel

Stinger

RN: 1702-17-6 MP (°C): 151.5

MW: 192.00 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.208E-03 1.000E+00 20 Mi61 10000
5.208E-03 1.000E+00 ns K138 00001
582. C,H,Cl,

1,2,3-Trichlorobenzene

Benzene, 1,2,3-trichloro-

vic-Trichlorobenzene

RN: 87-61-6 MP (°C): 51

MW: 181.45 BP (°C): 219

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.762E-05 1.408E-02 20 K337 10002
6.607E-05 1.199E-02 22 K305 10112
8.983E-05 1.630E-02 23 C305 11222
9.920E-05 1.800E-02 25 B304 20222
1.170E-04 2.123E-02 25 B317 00000
9.920E-05 1.800E-02 25 C313 00000
6.760E-05 1.227E-02 25 M342 10112
9.149E-05 1.660E-02 ns H123 00000
6.760E-05 1.227E-02 ns M308 00112
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583. C,H,Cl,
1,3,5-Trichlorobenzene
Benzene, 1,3,5-trichloro-

RN: 108-70-3 MP (°C): 64

MW: 181.45 BP (°C): 208

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
2.399E-05 4.353E-03 20 K337 10002
3.236E-05 5.872E-03 22 K305 10112
5.842E-05 1.060E-02 23 C305 11222
3.312E-05 6.010E-03 25 B304 20222
2.900E-05 5.262E-03 25 B317 00000
2.270E-05 4.119E-03 25 M342 10112
2.270E-05 4.119E-03 ns M308 00112
584. C,H,Cl,

1,2,4-Trichlorobenzene
Benzene, 1,2,4-trichloro-

RN: 120-82-1 MP (°C): 17

MW: 181.45 BP (°C): 213

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.653E-04 3.000E-02 19 M172 10000
1.950E-04 3.538E-02 20 K337 10002
1.072E-04 1.944E-02 22 K305 10112
1.725E-04 3.130E-02 25 B304 20222
2.200E-04 3.992E-02 25 B317 00000
2.692E-04 4.884E-02 25 Cl113 10222
2.540E-04 4.609E-02 25 M342 10112
3.555E-04 6.451E-02 30 M300 11222
3.555E-04 6.450E-02 30 M311 11222
2.540E-04 4.609E-02 ns M308 00112
585. C,H,CL,N,0,

Picloram

4-Amino-3,5,6-trichloropicolinic acid
RN: 1918-02-1 MP (°C): 241

MW: 241.46 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.967E-03 4.750E-01 10 C031 20222 pH 2.8
2.260E-03 5.457E-01 20 C031 20222 pH 2.8
1.781E-03 4.300E-01 25 B135 00000

1.781E-03 4.300E-01 25 B200 10001

1.781E-03 4.300E-01 25 Mi61 10002

2.830E-03 6.833E-01 30 C031 20222 pH 2.8
3.290E-03 7.944E-01 40 C031 20222 pH 2.8
1.781E-03 4.300E-01 ns K138 00001

1.780E-03 4.298E-01 ns MO061 00001

3.500E-04 8.451E-02 ns 0025 22221 intrinsic
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586. C,H,CL,0

2,3,4-Trichlorophenol

2,3,4-Trichlorphenol
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RN: 15950-66-0 MP (°C): 80

MW: 197.45 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.634E-03 9.150E-01 25 M373 10212

2.138E-03 4.221E-01 ns R424 00000

587. CH;Cl1,0

2,3,5-Trichlorophenol

2,3,5-Trichlorphenol

RN: 933-78-8 MP (°C): 62

MW: 197.45 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
3.905E-03 7.710E-01 25 M373 10212

588. C,H,CL,0

2,3,6-Trichlorophenol

2,3,6-Trichlorphenol

RN: 933-75-5 MP (°C): 58

MW: 197.45 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.993E-03 5.910E-01 25 M373 10212

589. C(H,CL,O

2,4,6-Trichlorophenol

2,4,6-Trichlorphenol

Dowicide 25

RN: 88-06-2 MP (°C): 69

MW: 197.45 BP (°C): 246

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.532E-03 5.000E-01 11.20 F300 10000

2.076E-03 4.100E-01 19.5 A400 21222

2.163E-03 4.270E-01 20.1 A400 21222

4.558E-03 9.000E-01 22.5 G301 00000

3.505E-03 6.920E-01 24.9 A400 21222

2.200E-03 4.344E-01 25 B316 00000

3.586E-03 7.080E-01 25 M373 10212

4.554E-03 8.992E-01 25 RO41 00000

4.558E-03 9.000E-01 25.40 F300 10000

(continued)
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589. C,H;C1;0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
3.077E-02 6.075E+00 29.8 A400 21222

3.292E-02 6.501E+4+00 35.1 A400 21222

1.266E-02 2.500E+00 96 F300 10001

<5.06E-03 <9.99E-01 ns NO034 00000

3.981E-03 7.861E-01 ns R427 00000

590. C,H,Cl,0

2,4,5-Trichloro-phenol

Phenol, 2.,4,5-trichloro-

Dowicide 2

Preventol I

2,4,5-Trichlorophenol

Collunosol

RN: 95-95-4 MP (°C): 69

MW: 197.45 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
4.800E-03 9.478E-01 25 B316 00000

3.287E-03 6.490E-01 25 M373 10212

591. C(H,CI,N

Nitrapyrin

2-Chloro-6-(trichloromethyl)pyridine

Donco-163

N-Serve(R)

RN: 1929-82-4 MP (°C): 62.5

MW: 230.91 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.738E-04 4.013E-02 20 B179 00000

1.732E-04 4.000E-02 20 G079 11002

3.118E-04 7.200E-02 ns V414 00000

592. CH;FN,O0,

1-Fluoro-2,4-dinitrobenzene

FDNB

RN: 70-34-8 MP (°C): 26

MW: 186.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.149E-03 4.000E-01 ns B160 00002
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593. C;H,F;0
Trifluorophenol
2,3,4-Trifluorophenol

RN: 2822-41-5 MP (°C):

MW: 148.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.200E-01 6.220E+01 25 PO31 00000

594. CH;N;04

sym-Trinitrobenzene

1,3,5-Trinitro-benzol

1,3,5-Trinitrobenzene

RN: 99-35-4 MP (°C): 122.5

MW: 213.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.305E-03 2.780E-01 15 D066 12002

1.304E-03 2.779E-01 15 D070 12002

1.314E-03 2.800E-01 15 F300 10001

1.678E-03 3.577E-01 25 H434 00000

4.786E-03 1.020E+00 50 D066 12002

4.781E-03 1.019E+00 50 D070 12002

2.337E-02 4.980E+00 100 D066 12002

2.325E-02 4.955E+00 100 D070 12002

2.393E-02 5.100E+00 100 F300 10001

1.288E-03 2.745E-01 ns R427 00000

595. C,H;N;0,

Picric acid

2,4,6-Trinitrophenol

Picronitric acid

Pikrinsaeure

RN: 88-89-1 MP (°C): 122.5

MW: 229.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.948E-02 6.754E4+00 0 D077 10011

4.322E-02 9.901E+00 0 MO043 10001

4.364E-02 9.999E+00 7.10 E032 12122

4.232E-02 9.695E+00 9 D080 12002 unit assumed
3.507E-02 8.035E+00 10 D077 10011

4.749E-02 1.088E+01 10 M043 10001

4.407E-02 1.010E+01 18.90 E032 12122

4.792E-02 1.098E+01 20 D077 10012

5.151E-02 1.180E+01 20 H048 10002 unit assumed
4.300E-02 9.852E+00 20 K310 10011

(continued)
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595. C(H;N;0; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.176E-02 1.186E+01 20 MO043 10001

4.932E-02 1.130E+01 23.50 F300 00002

5.327E-02 1.220E+01 25 D058 10112

5.520E-02 1.265E+01 25 F030 10212

5.684E-02 1.302E+01 25 HO048 10002 unit assumed
5.780E-02 1.324E+01 25 K040 10212

5.474E-02 1.254E+01 25 M09%4 10012

6.026E-02 1.381E+01 30 D077 10012

6.450E-02 1.478E+01 30 MO043 10001

7.465E-02 1.710E401 33.30 E032 12122

7.633E-02 1.749E+01 40 D077 10012

8.138E-02 1.865E+01 40 MO043 10001

9.396E-02 2.153E+01 44.30 E032 12122

9.354E-02 2.143E+01 50 D077 10012

9.930E-02 2.275E+01 50 D080 12002 unit assumed
1.193E-01 2.733E4+01 60 D077 10012

1.312E-01 3.007E+01 60 MO043 10001

1.398E-01 3.204E+01 62.90 E032 12122

1.464E-01 3.354E+01 70 D077 10012

1.703E-01 3.902E+01 72.60 E032 12122

1.844E-01 4.224E+01 80 D077 10012

1.920E-01 4.398E+01 80 MO043 10001

1.956E-01 4.481E+01 82 D080 12002 unit assumed
2.007E-01 4.598E+01 83.90 E032 12122

2.362E-01 5.411E+01 90 D077 10012

2.160E-01 4.949E+01 90 K310 10012

2.244E-01 5.141E+01 90.10 E032 12122

2.326E-01 5.330E+01 92.40 E032 12122

2.517E-01 5.767E+01 94.80 E032 12122

2.947E-01 6.751E+01 100 D077 10012

3.083E-01 7.063E+01 100 D080 12002 unit assumed
3.055E-01 7.000E+01 100 F300 10001

2.932E-01 6.716E+01 100 MO043 10001

596. CH,N,0,

Styphnic acid

Styphninsaeure

RN:  82-71-3 MP (°C): 176

MW: 245.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.393E-02 5.865E+00 6.10 E032 12122

2.167E-02 5.312E+00 16.60 E032 12122

2.203E-02 5.400E+00 25 F300 10001

2.179E-02 5.341E+00 25 K040 10212

2.997E-02 7.346E+00 35.70 E032 12122

3.471E-02 8.507E+00 47.10 E032 12122

(continued)
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596. CH;N;Oq4 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.119E-02 1.010E+01 56.90 E032 12122
4.692E-02 1.150E+01 62 F300 10002
4.758E-02 1.166E+01 63.00 E032 12122
6.109E-02 1.497E+01 71.20 E032 12122
7.135E-02 1.749E+01 76.20 E032 12122
8.000E-02 1.961E+01 80.30 E032 12122
9.562E-02 2.344E+01 85.00 E032 12122
1.096E-01 2.686E+01 89.80 E032 12122
1.357E-01 3.326E+01 95.90 E032 12122
597. CH,BrF

1-Bromo-2-fluorobenzene
2-Bromofluorobenzene
RN: 1072-85-1 MP (°C):

MW: 175.01 BP (°C): 151.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.018E-03 3.532E-01 25 B349 20202

598. C,H,BrF

1-Bromo-3-fluorobenzene
3-Bromofluorobenzene
RN: 1073-06-9 MP (°C):

MW: 175.01 BP (°C): 150

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.162E-03 3.784E-01 25 B349 20202

599. C,H,BrNO,

2-Bromo-4-nitrophenol
2-Brom-4-nitro-phenol
RN: 5847-59-6 MP (°C): 114

MW: 218.01 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.009E-01 2.200E+01 100 F300 10001
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600. C,H,Br,

m-Dibromobenzene

1,3-Dibromobenzene

RN: 108-36-1 MP (°C): -7

MW: 235.92 BP (°C): 218

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.860E-04 6.747E-02 35 HO077 22222

601. C;H,Br,

p-Dibromobenzene

1,4-Dibromobenzene

RN : 106-37-6 MP (°C): 87.3

MW: 235.92 BP (°C): 220.4

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.201E-05 9.910E-03 10 K440 00000

8.478E-05 2.000E-02 25 A003 10121

5.900E-03 1.392E4+00 25 C316 00000 0.1M NaCl
7.206E-05 1.700E-02 25 K440 00000

1.120E-04 2.642E-02 35 HO077 22222

1.043E-04 2.460E-02 35 K440 00000

602. CH,CIF

1-Chloro-2-fluorobenzene

2-Chlorofluorobenzene

RN: 348-51-6 MP (°C): 43

MW: 130.55 BP (°C): 137.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.845E-03 5.019E-01 25 B349 20202

603. C,H,CIF

1-Chloro-3-fluorobenzene

3-Chlorofluorobenzene

RN: 625-98-9 MP (°C):

MW: 130.55 BP (°C): 127.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.517E-03 5.897E-01 25 B349 20202
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604. C,H,CIIO,S

Pipsyl chloride

p-lodobenzenesulfonyl chloride

RN: 98-61-3 MP (°C): 81

MW: 302.52 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.388E-05 1.630E-02 25 B048 10222

8.793E-05 2.660E-02 35 B048 10222

1.646E-04 4.980E-02 50 B048 10222

605. C,H,CINO,

6-Chloropicolinic acid
Pyridinecarboxylic acid, 6-chloro-
RN: 4684-94-0 MP (°C):

MW: 157.56 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.158E-02 3.400E+00 ns K138 00001

2.138E-02 3.369E+00 ns R427 00000

606. C;H,CINO,
p-Chloronitrobenzene
4-Nitrochlorobenzene

4-CNB

4-Chloronitrobenzene

RN: 100-00-5 MP (°C): 82

MW: 157.56 BP (°C): 242

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.711E-04 1.530E-01 9.99 B403 12222
1.777E-04 2.800E-02 17 D071 12001
1.777E-04 2.800E-02 17 F300 10001
1.327E-03 2.090E-01 19.99 B403 12222
2.877E-03 4.533E-01 20 E308 12212
1.429E-03 2.251E-01 20 H118 11112
1.429E-03 2.251E-01 20 H301 00000
<1.27E-03 <2.00E-01 25 BO19 10120
1.600E-03 2.521E-01 25 G090 22111
1.739E-03 2.740E-01 29.99 B403 12222
2.348E-03 3.700E-01 39.99 B403 12222
7.933E-04 1.250E-01 50 D071 12002
9.709E-04 1.530E-01 100 D071 12002

1.016E-03 1.600E-01 100 F300 10002




Solubility Data 205
607. CiH,CINO,

m-Chloronitrobenzene

1-Chloro-3-nitrobenzene

3-Chloronitrobenzene

m-Nitrochlorobenzene

RN: 121-73-3 MP (°C): 46.0

MW: 157.56 BP (°C): 236.0

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
1.732E-03 2.729E-01 20 E308 12212
608. C;H,CINO,

o-Chloronitrobenzene

2-Nitrochlorobenzene

2-CNB

1-Chloro-2-nitrobenzene

RN: 88-73-3 MP (°C): 32

MW: 157.56 BP (°C): 245

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
1.447E-03 2.280E-01 9.99 B403 12222
2.133E-03 3.360E-01 19.99 B403 12222
2.800E-03 4.412E-01 20 E308 12212
<1.27E-03 <2.00E-01 25 B019 10120
3.470E-03 5.467E-01 25 G090 22111
3.199E-03 5.040E-01 29.99 B403 12222
4.271E-03 6.730E-01 39.99 B403 12222
609. C;H,Cl,

1,2-Dichlorobenzene

o-Dichlorobenzene

RN: 95-50-1 MP (°C): -17

MW: 147.00 BP (°C): 180

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.047E-04 1.330E-01 35 C094 10002
1.007E-03 1.480E-01 20 C09%4 10002
9.114E-04 1.340E-01 20 K056 10222
9.550E-04 1.404E-01 20 K337 10002
6.607E-04 9.713E-02 22 K305 10112
<1.36E-03 <2.00E-01 25 BO19 10120
1.060E-03 1.558E-01 25 B173 20222
9.864E-04 1.450E-01 25 B185 00000
9.319E-04 1.370E-01 25 B304 20222
8.000E-04 1.176E-01 25 B317 00000
1.047E-03 1.539E-01 25 C113 10222
9.864E-04 1.450E-01 25 K056 10222
1.156E-03 1.700E-01 25 L319 10211
6.280E-04 9.232E-02 25 M342 10112
1.163E-03 1.710E-01 30 K056 10222

(continued)
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609. C,H,Cl, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.016E-03 1.494E-01 30 M300 11222

9.680E-04 1.423E-01 30 M311 11222

1.245E-03 1.830E-01 35 K056 10222

1.320E-03 1.940E-01 40 K056 10222

1.381E-03 2.030E-01 45 K056 10222

1.517E-03 2.230E-01 55 K056 10222

1.578E-03 2.320E-01 60 K056 10222

1.060E+03 1.558E+05 ns A096 00002 sic
6.280E-04 9.232E-02 ns M308 00112

610. CH,Cl,

1,3-Dichlorobenzene
m-Dichlorobenzene

RN: 541-73-1 MP (°C): 24

MW: 147.00 BP (°C): 172-173

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.551E-04 1.110E-01 20 K056 10222
7.943E-04 1.168E-01 20 K337 10002
4.677E-04 6.876E-02 22 K305 10112
9.080E-04 1.335E-01 25 B173 20222
9.728E-04 1.430E-01 25 B304 21212
8.300E-04 1.220E-01 25 B317 00000
9.120E-04 1.341E-01 25 C113 10222
8.367E-04 1.230E-01 25 K056 10222
8.470E-04 1.245E-01 25 M342 10112
9.523E-04 1.400E-01 30 K056 10222
8.537E-04 1.255E-01 30 M300 11222
8.537E-04 1.255E-01 30 M311 11222
1.020E-03 1.500E-01 35 K056 10222
1.136E-03 1.670E-01 40 K056 10222
1.204E-03 1.770E-01 45 K056 10222
1.333E-03 1.960E-01 55 K056 10222
1.367E-03 2.010E-01 60 K056 10222
9.080E+02 1.335E+05 ns A096 00002 sic
8.470E-04 1.245E-01 ns M308 00112
611. C,H,Cl,

1,4-Dichlorobenzene
p-Dichlorobenzene

RN: 106-46-7 MP (°C): 53.1

MW: 147.00 BP (°C): 173.4

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.680E-04 6.880E-02 20 K056 12212 average of 4
3.020E-04 4.439E-02 20 K337 10002

2.252E-04 3.310E-02 20 T301 12222

(continued)
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611. C;H,Cl, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.311E-04 4.868E-02 22 K305 10112

5.292E-04 7.780E-02 22.20 w003 22222 average of 2
5.673E-04 8.340E-02 24.60 WO003 22222 average of 3
5.170E-04 7.600E-02 25 A003 10121

5.928E-04 8.715E-02 25 A058 11112

<3.40E-03 <5.00E-01 25 B019 10120

5.020E-04 7.380E-02 25 B173 20222

4.442E-04 6.530E-02 25 B304 20222

5.270E-04 7.747TE-02 25 B317 00000

3.990E-04 5.865E-02 25 C316 00000 0.1M NaCl
5.374E-04 7.900E-02 25 FO71 11211

5.374E-04 7.900E-02 25 HO80 10001

5.381E-04 7.910E-02 25 K056 12222 average of 2
5.646E-04 8.300E-02 25 MO040 10011

5.442E-04 8.000E-02 25 M161 10001

2.100E-04 3.087E-02 25 M342 10112

6.932E-05 1.019E-02 25 N311 10112

4.100E-04 6.027E-02 25.2 T428 00000

5.898E-04 8.670E-02 25.50 ‘W003 222272 average of 2
5.238E-04 7.699E-02 30 G029 10221

6.347E-04 9.330E-02 30 K056 12222

6.267E-04 9.213E-02 30 M300 11222

6.422E-04 9.440E-02 30 M311 11222

6.299E-04 9.260E-02 30.00 WO003 22222 average of 2
6.939E-04 1.020E-01 34.50 WO003 22222 average of 3
5.646E-04 8.300E-02 35 K056 12222

8.231E-04 1.210E-01 38.40 WO003 22222

6.857E-04 1.008E-01 40 K056 12222 average of 2
8.292E-04 1.219E-01 45 K056 12222 average of 2
1.082E-03 1.590E-01 47.50 WO003 22222

1.184E-03 1.740E-01 50.10 WO003 22222 average of 2
1.061E-03 1.560E-01 55 K056 12222

1.429E-03 2.100E-01 59.20 w003 22222

1.109E-03 1.630E-01 60 K056 12222

1.483E-03 2.180E-01 60.70 WO003 22222 average of 2
1.565E-03 2.300E-01 65.10 WO003 22222 average of 3
1.612E-03 2.370E-01 65.20 WO003 22222 average of 3
1.912E-03 2.810E-01 73.40 WO003 22222

2.100E-04 3.087E-02 ns M308 00112

5.374E-04 7.900E-02 ns M344 00001

5.034E-04 7.400E-02 t S314 00211

612. C,H,CL,N,0,

Dicloran

RN: 99-30-9 MP (°C): 195

MW: 207.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.020E-05 6.252E-03 ns R424 00000

3.020E-05 6.252E-03 ns R427 00000
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613. C,H,CL,0
2.4-Dichlorophenol
2,4-Dichlor-phenol

RN: 120-83-2 MP (°C): 45

MW: 163.00 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.390E-02 3.896E+00 15.3 A400 21222
2.748E-02 4.480E+00 19 D041 10001
~2.76E-02 ~4.50E+00 20 F300 10000
2.748E-02 4.480E+00 20 NO034 10001
3.403E-02 5.547E+00 25 M373 10212
3.052E-02 4.975E4+00 25 RO41 00000
3.385E-02 5.517E4+00 25.2 A400 21222
1.748E-01 2.850E+01 34.6 A400 21222
2.754E-02 4.490E+00 ns R427 00000
614. C.H,CL1,0

3,5-Dichlorophenol

3,5-DCP

RN: 591-35-5 MP (°C): 68

MW: 163.00 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.536E-02 7.394E+00 25 M373 10212
615. CH,CL,0

3,4-Dichlorophenol
4,5-Dichlorophenol

3,4-DCP

RN: 95-77-2 MP (°C): 67

MW: 163.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.678E-02 9.256E+00 25 M373 10212

616. C.H,C1,0

2,6-Dichlorophenol

2,6-DCP

RN: 87-65-0 MP (°C): 66.5

MW: 163.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments

1.610E-02 2.625E+00 25 M373 10212




Solubility Data 209
617. C,H,CL,0

2,3-Dichlorophenol

Phenol, 2,3-dichloro-

RN: 576-24-9 MP (°C): 59

MW: 163.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.040E-02 8.215E+00 25 M373 10212

618. C,H,C1,0

2,5-Dichlorophenol

2,5-Dichlor-phenol

RN: 583-78-8 MP (°C):

MW: 163.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (] #) (TPEAA) Comments
3.800E-02 6.194E+00 25 B316 00000

619. C.H,FI

1-Fluoro-4-iodobenzene

4-Fluoro-1-iodobenzene

p-lodofluorobenzene

p-Fluoroiodobenzene

p-Fluorophenyl iodide

RN: 352-34-1 MP (°C): =27

MW: 222.00 BP (°C): 183

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.499E-04 1.665E-01 25 B349 20202

620. C;H,L,

1,4-Diiodobenzene

p-Diiodobenzene

4-lodophenyl iodide

RN: 624-38-4 MP (°C): 131

MW: 32991 BP (°C): 285

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.244E-06 1.400E-03 25 A003 12121 sic
3.100E-02 1.023E401 25 C316 00000 0.1M NaCl
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621. CH,N,O,
p-Dinitrobenzene
1,4-Dinitrobenzene

Handbook of Aqueous Solubility Data

RN: 100-25-4 MP (°C): 173

MW: 168.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.759E-04 8.000E-02 20 F300 10000

2.350E-04 3.951E-02 25 C316 00000 0.1M NaCl
4.090E-04 6.876E-02 25 1334 22212

3.676E-04 6.180E-02 25 L008 22212 average of 2
6.170E-04 1.037E-01 35 HO077 22222

1.130E-02 1.900E+00 100 F300 10001

622. C.H,N,0,

m-Dinitrobenzene

1,3-Dinitrobenzene

RN: 99-65-0 MP (°C): 89.5

MW: 168.11 BP (°C): 301.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.045E-04 6.800E-02 13 D070 12001

4.164E-04 7.000E-02 13 F300 10000

3.420E-03 5.749E-01 25 1334 22212

3.169E-03 5.328E-01 25 L008 22212 average of 2
5.116E-03 8.600E-01 25.04 Vo013 22222

3.867E-03 6.500E-01 30 F300 10001

3.888E-03 6.536E-01 30 G029 10222

4.670E-03 7.851E-01 35 HO77 22222

2.789E-03 4.688E-01 50 D070 12002

1.134E-02 1.906E+00 100 D070 12002

1.547E-02 2.600E+00 100 F300 10001

2.973E-03 4.998E-01 t D021 00110

623. C(H,N,O,

o-Dinitrobenzene

1,2-Dinitrobenzene

RN: 528-29-0 MP (°C): 118

MW: 168.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.328E-04 1.400E-01 20 F300 10001

7.910E-04 1.330E-01 25 1334 22212

7.418E-04 1.247E-01 25 L008 22212 average of 3
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624. CH,N,O,

3,5-Dinitrophenol

Phenol, 0-dinitro-

RN: 586-11-8 MP (°C):

MW: 184.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.288E-02 1.342E401 51.6 S117 12112 solid hydrate
2.373E4+00 4.370E+02 54.1 S117 12112 anhydrate
2.407E400 4.431E4+02 54.5 S117 12112 anhydrate
2.442E+00 4.496E+02 555 S117 12112 anhydrate
2.474E4+00 4.555E+02 579 S117 12112 anhydrate
2.516E4+00 4.633E+02 61.9 S117 12112 anhydrate
2.583E+00 4.756E+02 69.9 S117 12112 anhydrate
2.617E+00 4.819E+02 81.3 S117 12112 anhydrate
5.308E-01 9.772E+01 109.3 S117 10112

1.253E+00 2.307E+02 124.6 S117 10112

625. C,H,N,O4

2,6-Dinitrophenol

B-Dinitrophenol

RN: 573-56-8 MP (°C):

MW: 184.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.710E-03 3.149E-01 15 D080 12002 unit assumed
1.629E-03 3.000E-01 15 F300 10000

2.805E-02 5.164E4+00 50 D080 12002 unit assumed
6.547E-02 1.205E+01 100 D080 12002 unit assumed
6.518E-02 1.200E+01 100 F300 10001

626. C;H,N,O,

2,4-Dinitrophenol

a-Dinitrophenol

Aldifen

Fenoxyl carbon N

RN: 51-28-5 MP (°C): 107.5

MW: 184.11 BP (°C): 113

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.097E-03 2.020E-01 12,5 D069 12002

1.086E-03 2.000E-01 12.50 F300 10000

1.629E-03 2.999E-01 15 D079 12001

2.254E-03 4.150E-01 15.1 A400 21222

3.025E-02 5.569E+00 18 D041 10001

2.800E-02 5.155E+00 20 K301 22111

2.524E-03 4.647E-01 25 HO85 20212

(continued)
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626. C.H,N,O; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.467E-03 2.700E-01 25 P037 20112
3.753E-03 6.910E-01 25.0 A400 21222
1.901E-01 3.500E+01 35.0 A400 21222
4.356E-03 8.020E-01 50 D069 12002
9.504E-04 1.750E-01 50 D079 12002
7.431E-03 1.368E+00 54.50 E032 12122
1.192E-02 2.195E+00 67.60 E032 12122
1.630E-02 3.001E+00 75.80 E032 12122
3.414E-02 6.286E+00 85 D069 12002
3.170E-02 5.836E+00 87.40 E032 12122
4.845E-02 8.920E+00 92.40 E032 12122
6.547E-02 1.205E+01 96.20 E032 12122
7.163E-02 1.319E+01 100 D069 12002
8.964E-02 1.650E+01 100 D079 12002
7.061E-02 1.300E+01 100 F300 10001
2.444E-01 4.500E+01 h F300 00001
2.702E-02 4.975E+00 ns MO061 00000
627. C,H,N,O,

2.,4-Dinitroresorcinol
2.,4-Dinitro-1,3-benzenediol

RN: 519-44-8 MP (°C):

MW: 200.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
3.129E-02 6.261E4+00 57.70 E032 12122
4.801E-02 9.607E4+00 66.60 E032 12122
7.434E-02 1.488E+01 69.50 E032 12122
9.895E-02 1.980E+01 76.50 E032 12122
1.690E-01 3.382E+01 84.70 E032 12122
2.380E-01 4.762E+01 90.00 E032 12122
3.495E-01 6.994E+01 93.00 E032 12122
628. C.H,N,O,

4,6-Dinitroresorcinol
4,6-Dinitro-1,3-benzenediol

RN:  616-74-0 MP (°C):

MW: 200.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.998E-03 3.998E-01 77.00 E032 12122

3.995E-03 7.994E-01 90.50 E032 12122

4.992E-03 9.990E-01 96.30 E032 12122
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629. C.H,N,

Pteridine

1,3,5,8-Tetraazanaphthalene

Azinepurine

Pyrimido[4,5-b]pyrazine

Pyrazino[2,3-d]pyrimidine

RN: 91-18-9 MP (°C): 138

MW: 132.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.461E-01 1.250E+02 20 A020 12001

9.461E-01 1.250E+02 20 B050 10000

9.230E-01 1.220E+02 22.5 A085 12000

3.784E+00 5.000E+02 100 B050 10000

630. C.H,N,O

4-Hydroxypteridine

4-Pteridinol

RN: 700-47-0 MP (°C):

MW: 148.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.359E-02 4.975E+00 20 A020 12001

3.359E-02 4.975E+00 20 B050 10000

3.359E-02 4.975E+00 22.5 A085 12000

2.250E-01 3.333E+01 100 B050 10000

631. CCH,N,O

6-Hydroxypteridine

6-Pteridinol

RN: 2432-26-0 MP (°C):

MW: 148.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.928E-03 2.856E-01 20 A020 12001

1.928E-03 2.856E-01 20 B050 10000

2.923E-02 4.329E+00 100 B050 10000

632. CH,N,O

7-Hydroxypteridine

7-Pteridinol

RN: 2432-27-1 MP (°C):

MW: 148.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
7.493E-03 1.110E+00 20 B050 10000

8.768E-02 1.299E+01 100 B050 10000
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633. CCH,N,O

2-Hydroxypteridine

2-Pteridinol

RN: 25911-76-6 MP (°C): 240

MW: 148.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.123E-02 1.664E+00 20 A020 12001

1.123E-02 1.664E+00 20 B050 10000

1.123E-02 1.664E+00 22.5 A085 12000

1.324E-01 1.961E+01 100 B050 10000

634. C,H,N,0,

2,4-Dihydroxypteridine
2:4-Dihydroxypteridine

Lumazine

RN: 487-21-8 MP (°C): 348.5

MW: 164.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.607E-03 1.248E+00 20 B050 10000

7.607E-03 1.248E+00 22.5 A085 12000

5.035E-02 8.264E+00 100 B050 10000

635. C;H,N,0,

2,7-Dihydroxypteridine
2:7-Dihydroxypteridine
RN: 65882-62-4 MP (°C):

MW: 164.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.033E-02 9.901E+00 100 A020 12000

636. C,H,N,0,

4,6-Dihydroxypteridine
4:6-Dihydroxypteridine
RN: 16310-36-4 MP (°C):

MW: 164.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.108E-03 1.818E-01 20 A020 12001

1.218E-03 2.000E-01 20 B050 10000

2.024E-02 3.322E+00 100 B050 10000
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637. CH,N,O,

4,7-Dihydroxypteridine

4:7-Dihydroxypteridine

6,7-Dihydroxypteridine

6:7-Dihydroxypteridine

RN: 33669-70-4 MP (°C):

MW: 164.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.030E-03 3.332E-01 20 A020 12001

1.523E-03 2.499E-01 20 A020 12001

2.030E-03 3.332E-01 20 B050 10000

1.523E-03 2.499E-01 20 B050 10000

2.094E-02 3.436E+00 100 B050 10000

1.014E-02 1.664E+400 100 B050 10000

638. C.H,N,O,

2,6-Dihydroxypteridine

2:6-Dihydroxypteridine

RN: 89324-38-9 MP (°C):

MW: 164.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.354E-03 2.222E-01 100 A020 12001

639. CH,N,O,

2,4,7-Trihydroxypteridine

2:4:7-Trihydroxypteridine

RN: 2577-38-0 MP (°C):

MW: 180.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.626E-04 8.333E-02 20 A020 12011

4.626E-04 8.333E-02 20 B050 10000

3.963E-03 7.138E-01 100 A020 12001

3.963E-03 7.138E-01 100 B050 10000

640. C.HN,O,

4,6,7-Trihydroxypteridine

4:6:7-Trihydroxypteridine

RN: 58947-88-9 MP (°C):

MW: 180.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.056E-04 3.704E-02 20 A020 12001

2.056E-04 3.704E-02 20 B050 10000

7.930E-04 1.428E-01 100 B050 10000
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641. C.H,N,O,
2,4,6,7-Tetrahydroxypteridine
2,4,6-Trihydroxypteridine
2:4:6-Trihydroxypteridine

RN: 2817-14-3 MP (°C):

MW: 196.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.791E-05 1.724E-02 20 A020 12011
6.889E-04 1.351E-01 20 B050 10000
8.791E-05 1.724E-02 20 B050 10000
1.272E-02 2.494E+00 100 A020 12000
7.283E-04 1.428E-01 100 A020 12000
1.272E-02 2.494E+00 100 B050 10000
642. CCH,N,O,

Picramine

2,4,6-Trinitroaniline
1-Amino-2.,4,6-trinitrobenzene

MATB

RN: 489-98-5 MP (°C): 192

MW: 228.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.710E-05 1.987E-02 25 B335 12001

643. C;H,N,S

4-Mercaptopteridine

4-Pteridinethiol

4(1H)-Pteridinethione

Pteridine-4-thiol

RN: 65882-61-3 MP (°C): 176dec

MW:  164.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.691E-03 2.777E-01 22.5 A085 12000

644. C.H,N,S

2-Mercaptopteridine

2-Pteridinethiol

2(1H)-Pteridinethione

RN: 16878-76-5 MP (°C): 205

MW: 164.19 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.347E-03 7.138E-01 22.5 A085 12000
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645. CH,N,S

7-Mercaptopteridine

7-Pteridinethiol

7(1H)-Pteridinethione

RN: 36653-71-1 MP (°C):

MW: 164.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.964E-03 3.225E-01 20 A083 12000

6.760E-03 1.110E4+00 100 A083 12000

646. CH,0O,

Quinone

1,4-Benzoquinone

Benzochinhydrone

p-Quinone

RN: 106-51-4 MP (°C): 115.7

MW: 108.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.630E-02 9.329E+00 11.85 L064 22212 0.01N HC1
1.013E-01 1.095E+01 17.70 L065 10002 0.01N HC1
1.021E-01 1.104E+01 17.90 L065 10002 0.01N HC1
1.030E-01 1.113E4+01 17.95 L065 10002 0.01N HC1
1.030E-01 1.113E+01 18 L064 22212 0.01N HC1
1.580E-02 1.708E+00 20 B113 12212

1.233E-01 1.333E+01 23.85 L064 22212 0.01N HC1
1.295E-01 1.400E+01 24 F300 10001

1.266E-01 1.369E+01 25 G033 10112

1.397E-01 1.510E+01 25 K033 10012

647. CH,O;

2,5-Dicarboxyfuran

Furan-dicarbon-sacure-(2,5)

RN: 3238-40-2 MP (°C):

MW: 156.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.406E-03 1.000E+00 18 F300 10000
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648. C;H,O;

2-Carboxy-5-hydroxy-4-pyrone

Komensaeure

Komenic acid

RN: 499-78-5 MP (°C):

MW: 156.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.267E-02 5.100E+00 25 F300 10001

3.921E-01 6.120E+01 100 F300 10002

649. C(H.Br

Bromobenzene

Phenyl bromide

Monobromobenzene

RN: 108-86-1 MP (°C):  -30

MW: 157.02 BP (°C): 156.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.611E-03 4.100E-01 25 A003 12121

2.620E-03 4.114E-01 25 W300 22222

2.840E-03 4.460E-01 30 FO71 11212

2.966E-03 4.658E-01 30 G029 10222

2.840E-03 4.460E-01 30 HO080 10002

2.102E-03 3.300E-01 30 M311 11222

2.799E-03 4.395E-01 30 V009 10001

2.920E-03 4.585E-01 35 HO77 222272

5.110E-04 8.024E-02 ns D348 00000

2.615E-03 4.106E-01 ns M344 00002

650. C,H;BrO

p-Bromophenol

4-Bromophenol

RN: 106-41-2 MP (°C): 66

MW: 173.02 BP (°C): 236

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
8.053E-02 1.393E+01 20 RO87 00000 0.15M NaCl
8.542E-02 1.478E+01 25 RO41 00000

8.128E-02 1.406E+01 ns R424 00000
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651. C(H,BrO;S

p-Bromobenzenesulfonic acid

4-Bromobenzenesulfonic acid

RN: 138-36-3 MP (°C):

MW: 237.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.079E+4+00 4.929E+02 82.3 T023 12212

2.088E+00 4.949E+02 89.6 T023 12212

2.093E+00 4.961E+02 93.1 T023 12212

2.097E+00 4.972E+02 97.6 T023 12212

652. C(H;BrO;S.H,0

p-Bromobenzenesulfonic acid (monohydrate)

RN: 138-36-3 MP (°C):

MW: 255.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.799E+00 4.588E+02 43.8 T023 12212

1.821E4+00 4.644E+02 60.2 T023 12212

1.586E+00 4.045E+02 71.2 T023 12212

1.924E+00 4.909E+02 76.6 T023 12212

1.922E+00 4.903E+02 78.5 T023 12212

1.855E4+00 4.731E4+02 80.3 T023 12212

1.868E+00 4.766E+02 86.2 T023 12212

1.907E+00 4.865E+02 87.2 T023 12212

1.889E+00 4.818E+02 90.2 T023 12212

653. C,H;BrO,S.2.5H,0

p-Bromobenzenesulfonic acid (2.5 hydrate)

RN: 138-36-3 MP (°C):

MW: 282.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.375E+00 3.880E+02 -21.0 T023 12212

1.409E+00 3.975E+02 -10.5 T023 12212

1.495E+4+00 4.219E+02 12.5 T023 12212

1.522E+00 4.294E+02 19.9 T023 12212

1.566E+00 4.418E+02 27.6 T023 12212

1.613E4+00 4.550E+02 34.6 T023 12212

1.447E+00 4.081E+02 .0 T023 12212
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654. CH;Cl

Chlorobenzene

IP Carrier T 40

Phenyl chloride

Tetrosin SP

Monochlorobenzene

MCB

RN: 108-90-7 MP (°C): -45

MW: 112.56 BP (°C): 131

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.266E-03 4.802E-01 20 K337 10002
4.440E-03 4.998E-01 20 M312 10002
4.742E-03 5.337E-01 21 C024 21122
4.442E-03 5.000E-01 25 A003 12121
4.191E-03 4.717E-01 25 A058 11112
<1.78E-03 <2.00E-01 25 B0O19 10120
4.460E-03 5.020E-01 25 B304 20222
4.300E-03 4.840E-01 25 B317 00000
3.108E-03 3.499E-01 25 L319 10211
2.620E-03 2.949E-01 25 M342 10112
3.540E-02 3.984E+00 25 N309 10001 sic
3.780E-03 4.255E-01 25 S359 21222
4.430E-03 4.986E-01 25 W300 22222
9.762E-03 1.099E+00 25.50 0005 20221 sic
8.884E-04 1.000E-01 26.70 L095 22112
3.980E-03 4.480E-01 30 FO71 11212
4.353E-03 4.900E-01 30 F300 10001
4.333E-03 4.878E-01 30 G029 10222
3.980E-03 4.480E-01 30 HO080 10002
4.000E-03 4.502E-01 30 H332 22220
4.351E-03 4.898E-01 30 K065 20212
4.211E-03 4.740E-01 30 M300 11222
4.211E-03 4.740E-01 30 M311 11222
4.298E-03 4.838E-01 30 V009 10001
6.259E-03 7.045E-01 40 K065 20212
3.560E-03 4.007E-01 45 N043 10222
8.521E-03 9.591E-01 50 K065 20212
9.762E-03 1.099E+00 60 K065 20212
1.424E-02 1.602E+00 70 K065 20212
1.601E-02 1.802E+00 80 K065 20212
2.216E-02 2.494E+00 90 K065 20212
4.185E-03 4.711E-01 ns H123 00000
2.620E-03 2.949E-01 ns M308 00112

4.193E-03 4.720E-01 ns M344 00002
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655. C,H;CIN,O,S

4-Chloro-3-nitro-benzenesulfonamide

Benzenesulfonamide, 4-chloro-3-nitro-

RN: 97-09-6 MP (°C):

MW: 236.63 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
9.500E-04 2.248E-01 15 K024 12112

656. C,H;C10

m-Chlorophenol

3-Chlorophenol

Chlorophenate

3-Hydroxychlorobenzene

RN: 108-43-0 MP (°C): 33

MW: 128.56 BP (°C): 214

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.945E-01 2.500E+01 20 F300 10001

1.919E-01 2.468E+01 20 NO34 10002

1.726E-01 2.219E+01 25 M373 10212

1.995E-01 2.565E+01 ns R427 00000

657. CH;Cl1O0

p-Chlorophenol

4-Chloro-phenol-

Parachlorophenol

4-Hydroxychlorobenze

4-Chlorophenol

4-Hydroxychlorobenzene

RN: 106-48-9 MP (°C): 432

MW: 128.56 BP (°C): 220

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.815E-01 2.334E401 15.1 A400 21222

2.022E-01 2.600E+01 20 F300 10001

1.022E-01 1.314E+01 20 H301 00000

1.993E-01 2.563E+01 20 NO034 10002

1.839E-01 2.364E+01 20 RO87 00000 0.15M NaCl
2.100E-01 2.700E+01 25 B316 00000

2.053E-01 2.639E+01 25 M373 10212

1.823E-01 2.344E+01 25 RO41 00000

1.987E-01 2.554E+01 25.2 A400 21222

1.867E-01 2.401E+01 34.5 A400 21222

4.898E+00 6.297E+02 ns R427 00000
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658. C;H;C1O
o-Chlorophenol
2-Chlorophenol

RN: 95-57-8 MP (°C): 9.3

MW: 128.56 BP (°C): 175

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.621E-01 2.084E+01 154 A400 21222

1.763E-01 2.266E+01 24.6 A400 21222

8.830E-02 1.135E+01 25 B173 20222

1.809E-01 2.326E+01 25 M373 10212

1.674E-01 2.153E+01 25 RO41 00000

2.097E-01 2.695E+01 ns NO034 00002

659. C;H;C10,S

p-Chlorobenzenesulfonic acid

4-Chlor-benzolsulfosaeure

RN: 98-66-8 MP (°C): 67

MW: 192.62 BP (°C): 148

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.583E-+00 4.975E+02 59.0 T023 12212

2.590E+00 4.988E+02 62.4 T023 12212

660. C,H;C10,S.2.5H,0

p-Chlorobenzenesulfonic acid (2.5 hydrate)

RN: 98-66-8 MP (°C):

MW: 237.66 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.519E+00 3.609E+02 -26.0 T023 12212

1.553E+00 3.690E+02 -20.0 T023 12212

1.606E+00 3.816E+02 -11.0 T023 12212

1.653E+00 3.929E+02 22 T023 12212

1.723E+00 4.095E+02 10.6 T023 12212

1.784E+00 4.240E+02 229 TO023 12212

1.817E+00 4.318E+02 27.6 T023 12212

1.854E+00 4.406E+02 30.8 T023 12212

661. C,H,CI,NO,S

3,4-Dichloro-benzenesulfonamide

Benzenesulfonamide, 3,4-dichloro-

RN: 23815-28-3 MP (°C):

MW: 226.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.500E-03 7.913E-01 15 K024 12112
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662. CH;CL,PS

Dichlorophenylphosphine sulfide

Benzene phosphorus thiodichloride

Phenylphosphonothioic dichloride

Phenyl phosphorus thiodichloride

DCPPS

RN: 3497-00-5 MP (°C):

MW: 211.05 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.211E-03 1.522E+00 23 w402 00000

2.597E-02 5.481E+00 32 w402 00000

4.676E-02 9.868E+00 40 w402 00000

7.060E-02 1.490E+01 50 w402 00000

663. C.H.F

Fluorobenzene

Fluorbenzol

RN: 462-06-6 MP (°C): 42

MW: 96.11 BP (°C): 85

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.613E-02 1.550E+00 25 A003 12122

1.602E-02 1.540E+00 30 FO71 11212

1.561E-02 1.500E+00 30 F300 10001

1.602E-02 1.540E+00 30 HO080 10002

1.600E-02 1.538E+00 30 J036 00000

1.598E-02 1.535E+00 30 V009 10002

1.616E-02 1.553E+00 ns M344 00002

664. C.H.FN,O,

3-Acetyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one

3-Acetyl-5-fluorouracil

RN: 75410-15-0 MP (°C): 115-116

MW: 172.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.487E-01 4.280E+01 22 B321 00000 pH 4.0
1.660E-01 2.857E+01 22 B416 22121

665. CH.FN,O,

1-Methoxycarbonyl-5-fluorouracil

1(2H)-Pyrimidinecarboxylic acid, 5-fluoro-3,4-dihydro-2,4-dioxo-, methyl ester

RN: 71759-43-8 MP (°C):

MW: 188.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.239E-01 2.330E+01 22 B332 11001 pH 4.0
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666. C.H,FO

2-Fluorophenol
2-Fluor-phenol
o-Fluorophenol

RN: 367-12-4 MP (°C): 16.1

MW: 112.10 BP (°C): 171.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.200E-01 8.072E+01 25 P031 00000

667. C.H.FO

m-Fluorophenol
3-Fluorophenol

RN: 372-20-3 MP (°C): 13.7

MW: 112.10 BP (°C): 178

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.900E-01 7.735E4+01 25 P0O31 00000

668. C.H,FO

p-Fluorophenol
4-Fluorophenol

RN: 371-41-5 MP (°C): 46-48

MW: 112.10 BP (°C): 185-188

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
5.671E-01 6.357E+01 20 RO87 00000 0.15M NaCl
7.200E-01 8.072E+01 25 PO31 00000

669. CCH.,FO,S.H,0

p-Fluorobenzenesulfonic acid (monohydrate)

RN: 368-88-7 MP (°C):

MW: 194.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.243E4+00 4.355E+02 22.1 T023 12212

2.263E4+00 4.394E+02 35.4 T023 12212

2.549E+00 4.950E+02 41.4 T023 12212

2.306E4+00 4.477E+02 54.2 T023 12212

2.539E+00 4.930E+02 54.3 T023 12212

2.356E4+00 4.575E+02 71.2 T023 12212

2.509E+00 4.872E+02 74.5 T023 12212

2.392E+00 4.644E+02 80.0 T023 12212

2.496E+00 4.847E+02 81.0 T023 12212

2.463E+00 4.782E+02 85.2 T023 12212

2.440E+00 4.739E+02 85.5 T023 12212
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670. C;H,FO,;S.2.5H,0

p-Fluorobenzenesulfonic acid (2.5 hydrate)

RN: 368-88-7 MP (°C):

MW: 221.21 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.848E+00 4.088E+02 -15.5 T023 12212
1.880E+00 4.160E+02 -39 T023 12212
1.893E400 4.187E+02 1.0 T023 12212
1.923E4+00 4.254E+02 10.1 T023 12212
1.966E+00 4.349E+02 21.3 T023 12212
671. CiH,FO,S.3H,0

p-Fluorobenzenesulfonic acid (trihydrate)

RN: 368-88-7 MP (°C):

MW: 230.21 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
1.731E4+00 3.985E+02 -22.5 T023 12212
1.704E+00 3.922E+02 -21.4 T023 12212
1.751E4+00 4.032E+02 -19.5 T023 12212
1.760E+00 4.052E+02 -17.9 T023 12212
1.715E+00 3.949E+02 —-18.5 T023 12212
1.751E+00 4.032E+02 -13.0 T023 12212
1.784E+00 4.108E+02 7.4 T023 12212
672. C(H;FO;S.4H,0

p-Fluorobenzenesulfonic acid (tetrahydrate)

RN: 368-88-7 MP (°C):

MW: 248.23 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.469E+00 3.648E+02 -38.0 T023 12212
1.484E+00 3.684E+02 -354 T023 12212
1.498E+00 3.719E+02 -34.4 T023 12212
1.519E+00 3.771E+02 =325 T023 12212
1.532E+00 3.803E+02 -30.5 T023 12212
1.580E+00 3.922E+02 -26.4 T023 12212
1.605E+00 3.985E+02 -24.0 T023 12212
673. C;H.I

Iodobenzene

RN: 591-50-4 MP (°C): =30

MW: 204.01 BP (°C): 188

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
8.823E-04 1.800E-01 25 A003 12121
9.840E-04 2.007E-01 25 M342 10112

(continued)
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673. C;H.I (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.667E-03 3.400E-01 30 FO071 11212

1.667E-03 3.400E-01 30 F300 10002

1.667E-03 3.400E-01 30 HO080 10002

1.667E-03 3.400E-01 30 M344 10002

1.699E-03 3.467E-01 30 V009 10001

674. C,H,IO

p-lodophenol
4-Todophenol

RN: 540-38-5 MP (°C): 94

MW: 220.01 BP (°C): 138 at 5 mm Hg

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.285E-02 2.828E+00 20 RO87 00000 0.15M NaCl
675. C¢H;NO,

Nitrobenzene

Nitrobenzol

Benzene, nitro-

RN: 98-95-3 MP (°C): 6

MW: 123.11 BP (°C): 210

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.381E-02 1.700E4+00 6 V004 10122
1.438E-02 1.770E4+00 9.99 B403 12222
1.443E-02 1.777E4+00 15 G029 10222
1.568E-02 1.930E+00 19.99 B403 12222
1.549E-02 1.907E+00 20 B179 00000
1.543E-02 1.900E+00 20 F300 10001
1.600E-02 1.970E+00 20 P0O73 10012
1.543E-02 1.900E+00 22.5 G301 00000
1.568E-02 1.930E+00 25 A003 12122
1.700E-02 2.093E+00 25 B173 20222
1.580E-02 1.945E+00 25 HO71 22212
1.600E-02 1.970E+00 25 H332 22221
1.560E-02 1.921E+00 25 1334 22212
1.560E-02 1.921E+00 25 1335 22222
1.543E-02 1.900E+00 25 MO087 11212
1.457E-02 1.794E+00 25.04 Vo13 22222
1.446E-02 1.780E+00 26.70 L095 22112
1.673E-02 2.060E+00 29.99 B403 12222
1.662E-02 2.046E+00 30 G029 10222
1.673E-02 2.060E+00 30 V004 10122
1.667E-02 2.052E+00 30 V009 10002
1.835E-02 2.259E+00 35 HO077 22222

(continued)
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675. CiH;NO, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.787E-02 2.200E+00 39.99 B403 12222
2.144E-02 2.640E+00 50 V004 10122
2.193E-02 2.700E+00 55 F300 10001
2.534E-02 3.120E+00 60 V004 10122
2.700E-03 3.324E-01 ns D348 00000
676. C;H,NO,

Nicotinic acid

Niacin

RN: 59-67-6 MP (°C): 236

MW: 123.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.208E-01 1.488E+01 1 HO83 12212
2.679E-01 3.298E+01 16 C033 10212
1.358E-01 1.672E+01 20 D041 10001
1.436E-01 1.768E+01 20 HO083 12212
1.381E-01 1.700E+01 20 MO054 10001
3.652E-01 4.496E+01 28 C033 10212
2.595E-01 3.195E+01 42 HO83 12212
3.735E-01 4.598E+01 60 HO083 12212
5.604E-01 6.899E+01 80 HO083 12212
6.809E-01 8.383E+01 88 HO83 12212
677. CH;NO,

o-Nitrophenol

2-Nitrophenol

RN: 88-75-5 MP (°C): 44

MW: 139.11 BP (°C): 214

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.434E-03 8.950E-01 9.99 B403 12222
7.735E-03 1.076E4+00 15.6 A400 21222
9.704E-03 1.350E4+00 19.99 B403 12222
1.000E-02 1.391E4+00 20 H306 10121
9.906E-03 1.378E+00 23.10 E032 12122
1.220E-02 1.697E+00 24.8 A400 21222
1.793E-02 2.494E+00 25 D006 12012
1.797E-02 2.500E+00 25 D059 12111
1.438E-02 2.000E+00 29.99 B403 12222
1.163E-02 1.617E+00 30.40 E032 12122
2.110E-02 2.935E+00 34.7 A400 21222
1.456E-02 2.026E+00 36.20 E032 12122
2.300E-02 3.200E+00 38.40 F300 10001
1.936E-02 2.693E+00 39.80 E032 12122

(continued)
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677. CiHsNO; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.042E-02 2.840E+00 39.99 B403 12222
2.157E-02 3.000E+00 40 D059 12110
2.864E-02 3.984E+00 54.60 E032 12121
3.598E-02 5.005E4+00 67.20 E032 12122
4.429E-02 6.162E4+00 72.10 E032 12122
5.174E-02 7.198E+00 86.90 E032 12122
6.560E-02 9.126E+00 93.80 E032 12122
7.979E-02 1.110E+01 100 F300 10002
678. C,H.NO,

p-Nitrophenol
4-Nitrophenol

RN: 100-02-7 MP (°C): 113
MW: 139.11 BP (°C): 279

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.576E-02 4.975E+00 0 D006 12011
5.787E-02 8.050E+00 9.99 B403 12222
7.821E-02 1.088E+01 12.5 D006 12011
7.610E-02 1.059E+01 12.60 E032 12122
5.780E-02 8.040E+00 15 D069 12002
7.305E-02 1.016E+01 15.3 A400 21222
1.139E-01 1.584E+01 17.30 E032 12122
8.770E-02 1.220E+01 19.99 B403 12222
9.700E-02 1.349E+01 20 H306 10121
7.188E-02 9.999E+00 20 T301 12222
1.078E-01 1.500E+01 22.5 G301 00000
1.132E-01 1.575E+01 25 D006 12011
1.797E-01 2.500E+01 25 D059 12111
8.411E-02 1.170E+01 25 F300 10002
9.925E-02 1.381E+01 25 RO41 00000
1.121E-01 1.560E+01 25.0 A400 21222
1.430E-01 1.990E+01 26.60 E032 12122
1.794E-01 2.496E+01 27.70 E032 12122
2.101E-01 2.922E+01 29.60 E032 12122
1.280E-01 1.780E+01 29.99 B403 12222
1.409E-01 1.960E+01 30.3 A400 21222
1.930E-01 2.685E+01 34.9 A400 21222
1.718E-01 2.390E+01 37.99 B403 12222
2.026E-01 2.818E+01 40 D006 12011
2.085E-01 2.900E+01 40 D059 12111
3.021E4+00 4.203E+02 40.60 E032 12122
2.678E-01 3.726E+01 40.70 E032 12122
3.081E+00 4.286E+02 42.50 E032 12122
2.961E+00 4.120E+02 42.70 E032 12122
3.196E+00 4.447E+02 49.70 E032 12122
4.350E-01 6.052E+01 50 D069 12002
4.148E-01 5.770E+01 50 F300 10002

(continued)
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678. C.H;NO; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.096E-01 4.306E+01 53.30 E032 12122
2.900E+00 4.034E+02 54.90 E032 12122
3.423E-01 4.762E+01 55.10 E032 12122
3.305E+00 4.598E+02 60.70 E032 12122
2.834E+400 3.942E+02 65.00 E032 12122
3.986E-01 5.545E+01 67.80 E032 12122
5.021E-01 6.985E+01 69.40 E032 12122
2.768E+00 3.850E+02 73.30 E032 12122
3.406E+00 4.739E+02 75.70 E032 12122
6.553E-01 9.116E+01 78.30 E032 12122
6.837E-01 9.510E+01 79.80 E032 12122
2.699E+00 3.754E+02 80.30 E032 12122
7.124E-01 9.910E+01 80.70 E032 12122
7.987E-01 1.111E402 82.30 E032 12122
9.431E-01 1.312E+02 85.70 E032 12122
2.555E+00 3.554E+02 86.00 E032 12122
1.076E+00 1.497E+02 88.50 E032 12122
2.398E+00 3.336E+02 89.70 E032 12122
1.320E400 1.837E+02 90.70 E032 12122
1.438E+00 2.000E+02 91.30 E032 12122
2.234E+00 3.107E+402 91.30 E032 12122
1.664E+00 2.315E4+02 92.10 E032 12122
2.056E+00 2.861E+02 92.70 E032 12122
1.763E400 2.453E+02 92.80 E032 12122
1.865E+00 2.595E4+02 92.90 E032 12122
3.503E+00 4.873E+02 93.50 E032 12122
5.100E-02 7.095E+00 ns B157 00001
1.148E-01 1.597E+01 ns R427 00000
679. C.H;NO,

m-Nitrophenol
3-Nitrophenol

RN:  554-84-7 MP (°C): 97

MW: 139.11 BP (°C): 194

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.412E-02 8.920E+00 0 D006 12011
5.176E-02 7.200E+00 9.99 B403 12222
8.524E-02 1.186E+01 12.5 D006 12011
1.243E-01 1.730E+01 15.90 E032 12122
7.764E-02 1.080E+01 19.99 B403 12222
8.300E-02 1.155E+01 20 H306 10121
1.368E-01 1.903E+01 20.20 E032 12122
1.458E-01 2.028E+01 23.40 E032 12122
9.575E-02 1.332E+01 25 D006 12012
9.740E-02 1.355E+01 25 K040 10212
9.225E-02 1.283E+01 25 RO41 00000

(continued)
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679. CiH;NO; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.685E-01 2.344E+01 29.50 E032 12122
1.200E-01 1.670E+01 29.99 B403 12222
1.366E-01 1.900E+01 34.99 B403 12222
1.944E-01 2.705E+01 35.80 E032 12122
2.113E-01 2.940E+01 40 F300 10002
2.148E-01 2.988E+01 40.90 E032 12122
3.196E+00 4.445E+02 47.10 E032 12122
3.046E4+00 4.237E+02 49.60 E032 12122
3.240E+00 4.507E+02 49.70 E032 12122
3.313E+00 4.609E+02 56.50 E032 12122
2.979E+00 4.145E+02 58.70 E032 12122
2.911E-01 4.049E+01 58.80 E032 12122
3.475E-01 4.834E+01 62.70 E032 12122
3.387E+4+00 4.712E+02 62.80 E032 12122
2.914E+00 4.054E+02 71.50 E032 12122
3.484E+00 4.846E+02 75.10 E032 12122
4.703E-01 6.542E+01 77.10 E032 12122
2.828E+00 3.935E+02 80.60 E032 12122
6.326E-01 8.801E+01 85.30 E032 12122
3.549E+00 4.937E+02 85.80 E032 12122
2.705E+00 3.762E+02 89.40 E032 12122
3.569E+00 4.965E+02 89.80 E032 12122
2.649E+00 3.684E+02 92.20 E032 12122
9.501E-01 1.322E+02 93.60 E032 12122
2.581E+00 3.591E+02 94.20 E032 12122
2.475E+00 3.443E+02 95.60 E032 12122
1.210E+00 1.683E+02 96.20 E032 12122
2.396E+400 3.333E+02 96.60 E032 12122
1.440E+00 2.004E+02 97.50 E032 12122
2.286E+00 3.181E+02 97.70 E032 12122
1.604E+00 2.232E4+02 98.10 E032 12122
2.341E4+00 3.256E+02 98.10 E032 12122
1.763E400 2.453E402 98.40 E032 12122
2.049E+00 2.851E+02 98.50 E032 12122
1.965E+00 2.734E+02 98.60 E032 12122
3.008E4+00 4.184E+02 98.70 F300 10002
9.772E-02 1.359E+01 ns R427 00000
680. C;H.NO,

Nitrohydroquinone

2-Nitroquinol
4-Hydroxy-2-nitrophenol
RN: 16090-33-8 MP (°C):

MW: 155.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.888E-02 1.068E+01 30.20 E032 12122

1.015E-01 1.575E+01 34.60 E032 12122

(continued)
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680. C.H;NO, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.572E-01 2.439E+01 44.60 E032 12122
1.999E-01 3.101E+01 49.60 E032 12122
3.128E-01 4.853E+01 54.50 E032 12122
4.498E-01 6.977E+01 59.10 E032 12122
6.405E-01 9.934E+01 61.70 E032 12122
7.163E-01 1.111E4+02 64.20 E032 12122
8.409E-01 1.304E+02 65.00 E032 12122
1.074E+400 1.667E+02 93.80 E032 12122
681. CCH,NO,

4-Nitroresorcinol

4-Nitro-1,3-benzenediol

RN: 3163-07-3 MP (°C):

MW: 155.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (®) (#) (TPEAA) Comments
4.354E-02 6.754E+00 18.30 E032 12122
5.244E-02 8.133E+00 24.70 E032 12122
6.510E-02 1.010E+01 30.80 E032 12122
7.959E-02 1.235E+01 36.90 E032 12122
1.034E-01 1.604E+01 43.50 E032 12122
1.462E-01 2.267E+01 47.50 E032 12122
1.817E-01 2.818E+01 49.10 E032 12122
2.168E-01 3.363E+01 50.70 E032 12122
2.497E-01 3.874E+01 51.20 E032 12122
2.776E-01 4.306E+01 52.30 E032 12122
3.286E-01 5.096E+01 53.90 E032 12122
4.487E-01 6.959E+01 57.80 E032 12122
5.951E-01 9.231E+01 62.70 E032 12122
8.468E-01 1.313E+02 68.40 E032 12122
1.075E+00 1.667E+02 71.90 E032 12122
1.209E+00 1.875E+02 72.90 E032 12122
1.325E+00 2.055E+02 73.30 EO032 12122
1.487E+00 2.307E+402 73.40 E032 12122
682. C,H.NO,

2-Nitroresorcinol

2-Nitro-1,3-benzenediol

RN: 601-89-8 MP (°C): 81

MW: 155.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.435E-03 1.308E+00 28.40 E032 12122
1.306E-02 2.026E+00 36.70 E032 12122
2.319E-02 3.597E+00 47.60 E032 12122
3.635E-02 5.638E+00 54.90 E032 12122

(continued)
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682. CiH;NO, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.276E-02 9.734E+00 67.20 E032 12122

8.399E-02 1.303E+01 74.40 E032 12122

1.208E-01 1.874E+01 82.90 E032 12122

1.529E-01 2.372E+01 92.30 E032 12122

683. C,H,NO,

3-Nitrocatechol
3-Nitro-1,2-benzenediol
RN: 6665-98-1 MP (°C):

MW:  155.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.377E-02 8.340E+00 14.40 E032 12122
6.573E-02 1.019E+01 20.90 E032 12122
9.590E-02 1.488E+01 29.50 E032 12122
1.277E-01 1.980E+01 35.10 E032 12122
1.474E-01 2.286E+01 37.90 E032 12122
1.738E-01 2.695E+01 41.00 E032 12122
2.372E-01 3.679E+01 45.80 E032 12122
2.646E-01 4.104E+01 47.60 E032 12122
3.216E-01 4.988E+01 54.50 E032 12122
3.615E-01 5.607E+01 61.30 E032 12122
4.548E-01 7.055E+01 75.90 E032 12122
5.743E-01 8.909E+01 86.80 E032 12122
8.164E-01 1.266E+02 96.80 E032 12122

684. C(H;NO,

4-Nitrocatechol
4-Nitro-1,2-benzenediol

RN: 3316-09-4 MP (°C):

MW:  155.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.211E+00 1.878E+02 24.60 E032 12122

1.423E+00 2.208E+02 37.70 E032 12122

1.488E+00 2.308E+02 41.30 E032 12122

1.664E+00 2.582E+02 51.90 E032 12122

1.829E+00 2.837E+02 58.50 E032 12122

2.004E+400 3.109E+02 66.50 E032 12122

2.049E+00 3.179E+02 67.80 E032 12122

2.149E4+00 3.334E402 71.20 E032 12122
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685. C.H;NO.S

p-Nitrobenzenesulfonic acid

4-Nitrobenzenesulfonic acid

RN: 138-42-1 MP (°C):

MW: 203.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.343E+00 4.760E+02 100.5 T023 12212

2.412E+00 4.901E+02 105.0 T023 12212

2.461E4+00 5.000E+02 110.0 T023 12212

686. C.H;NOS.2H,0

p-Nitrobenzenesulfonic acid (dihydrate)

RN: 15481-55-7 MP (°C):

MW: 239.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.667E+00 3.987E+02 36.6 T023 12212

1.720E+00 4.113E+02 56.6 T023 12212

1.771E+00 4.235E+02 75.5 T023 12212

1.822E4+00 4.359E+02 90.2 T023 12212

1.939E+00 4.638E+02 106.8 T023 12212

1.920E+00 4.592E+02 110.2 T023 12212

687. CH;NO;S.4H,0

p-Nitrobenzenesulfonic acid (tetrahydrate)

RN: 15481-55-7 MP (°C):

MW: 275.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.060E+00 2.919E+02 -83 T023 12212

1.146E+00 3.153E+02 -1.0 T023 12212

1.273E4+00 3.504E+02 10.8 T023 12212

1.318E+00 3.627E+02 16.0 T023 12212

1.409E+00 3.877E+02 26.3 T023 12212

688. C;H;N,O0S

Methyl acetylthiodiazole

Thiodiazolique methyle acetyle

RN: MP (°C):

MW: 153.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
6.528E-04 1.000E-01 37 D084 10101
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689. C(H;N,

Benzotriazole

1,2,3-Benzotriazole

Cobratec 99

1,2,3-triaza-1H-indene

Azimidobenzene

Benzene azimide

RN: 95-14-7 MP (°C):  98.5
MW: 119.13 BP (°C): 350

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.660E-01 1.977E+01 ns R427 00000

690. CH;N;0,
2,6-Dinitroaniline
2,6-Dinitrobenzenamine

RN: 606-22-4 MP (°C): 133

MW: 183.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.365E-04 7.994E-02 25 B335 12001

691. CH;N,O,

2.,4-Dinitroaniline
2.,4-Dinitrobenzenamine
2.,4-Dinitroaminobenzene
1-Amino-2,4-dinitrobenzene

RN: 97-02-9 MP (°C): 176

MW: 183.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.266E-04 7.812E-02 25 B335 12001

692. C,H,N,0,

Picramic acid
2-Amino-4,6-dinitro-phenol

RN: 96-91-3 MP (°C): 169

MW: 199.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

7.031E-03 1.400E+400 22 F300 10001
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693. C;H N,

7-Aminopteridine

7-Pteridinamine

RN: 769-66-4 MP (°C):

MW: 147.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.851E-03 7.138E-01 20 A083 12000

3.974E-02 5.848E+400 100 A083 12000

694. C.H;N;

4-Aminopteridine

4-Pteridinamine

RN: 6973-01-9 MP (°C): 305

MW: 147.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
4.851E-03 7.138E-01 22.5 A085 12000

695. C(H N,

2-Aminopteridine

2-Pteridinamine

RN: 700-81-2 MP (°C):

MW: 147.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.031E-03 7.402E-01 22.5 A085 12000

696. CH;N;O

4-Amino-2-hydroxypteridine

4-Amino-2-oxopteridine

4-Aminopteridin-2-one

4-Amino-2-pteridone

RN: 22005-65-8 MP (°C):  >350

MW: 163.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.378E-04 7.142E-02 20 A019 22112

5.104E-03 8.326E-01 100 A019 12112
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697. CiH;N;O
2-Amino-4-hydroxypteridine
2-Amino-4(1H)-pteridinone
2-Amino-4(3H)-pteridinone
2-Amino-4-pteridone
2-Amino-4-oxopteridine
2-Aminopteridin-4-one

RN: 2236-60-4 MP (°C):

MW:  163.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.075E-04 1.754E-02 22.5 A085 12000

698. C,;H.N,O

7-Amino-6-hydroxypteridine
7-Amino-6-oxopteridine
7-Aminopteridin-6-one
7-Amino-6-pteridone

RN: 1008-85-1 MP (°C):

MW: 163.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.226E-03 2.000E-01 100 A082 12000

699. C.H;N.O,

Xanthopterin

2-Amino-4:6-dihydroxypteridine

RN: 119-44-8 MP (°C):

MW: 179.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.396E-04 2.500E-02 225 A085 12000

700. C;H.N.O,

Leucopterin

2-Amino-4:6:7-trihydroxypteridine

RN: 492-11-5 MP (°C):

MW: 195.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

6.833E-06 1.333E-03 22.5 A085 12000
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701. CiH;N,O,S

3’-Nitrosoniridazole

2-Imidazolidinone, 1-nitroso-3-(5-nitro-2-thiazolyl)-
RN: 34968-90-6 MP (°C):  202-203

MW: 243.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.084E-04 7.500E-02 25 G051 10110

702. C;H,

Benzene

Benzol

Phenyl hydride

Cyclohexatriene

Benzolene

Phene

RN: 71-43-2 MP (°C): 5

MW: 78.11 BP (°C): 80

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.350E-02 1.836E+00 20 MI151 21222

2.347E-02 1.833E+00 24 M183 12112

1.959E-02 1.530E+00 0 F300 10002

2.148E-02 1.678E+00 0 P003 22222

2.356E-02 1.840E+00 .80 A004 12212

2.351E-02 1.837E+00 4.50 B086 21222

1.881E-02 1.469E+00 4.62 U013 10000 EFG
2.646E-02 2.067E+00 4.8 L007 21122

1.178E-02 9.200E-01 5 S119 00001

2.646E-02 2.067E+00 5.0 L007 21112

1.838E-02 1.436E+00 5.39 uo10 10011 EFG
2.310E-02 1.804E+00 6.20 MIi51 21222

2.306E-02 1.802E+00 6.24 M183 12112

2.364E-02 1.847E+00 6.30 B086 21222

2.313E-02 1.807E+00 7.10 B086 21222

2.313E-02 1.807E+00 9 B086 21222

2.292E-02 1.790E+00 9.40 A004 12212

2.080E-02 1.625E+400 10 B149 21122

2.110E-02 1.648E+00 10 J302 21222

2.240E-02 1.750E+00 10 M130 10002

2.300E-02 1.797E+00 11.00 Mi51 21222

2.300E-02 1.796E+00 11.04 M183 12112

2.262E-02 1.767E+00 11.80 B086 21222

2.262E-02 1.767E+00 12.10 B086 21222

2.270E-02 1.773E4+00 14.00 Mi151 21222

2.263E-02 1.767E+00 14.04 M183 12112

1.838E-02 1.436E+00 14.20 U013 10000 EFG
2.655E-02 2.074E+00 14.8 L007 21122

(continued)
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702. C,H; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
2.655E-02 2.074E+400 14.9 L007 21112
2.290E-02 1.789E+00 15 1333 12112
2.150E-02 1.679E+00 15 S006 10002
1.971E-02 1.540E+00 15 S203 11212
1.797E-02 1.403E4+00 15.02 uo10 10011 EFG
2.287E-02 1.787E+00 15.10 B086 21222
2.112E-02 1.650E+00 16 D047 10012
2.266E-02 1.770E+00 16.80 A004 12212
2.260E-02 1.765E+00 16.90 M151 21222
2.253E-02 1.760E+00 16.94 M183 12112
2.191E-02 1.711E+00 17 F002 22222
2.287E-02 1.787E+00 17.90 B086 21222
2.260E-02 1.765E+00 18.60 M151 21222
2.259E-02 1.764E+00 18.64 M183 12112
2.664E-02 2.081E4+00 19.8 L007 21122
2.664E-02 2.08 1E4+00 19.9 L007 21112
2.220E-02 1.734E+00 20 B149 21122
2.180E-02 1.703E+00 20 C006 12112
1.023E-02 7.994E-01 20 Cl121 00000 unit assumed, sic
2.428E-02 1.896E+00 20 D052 11001
1.600E-02 1.250E+00 20 E009 10001
1.680E-02 1.312E+00 20 EO025 10222
2.189E-02 1.710E+00 20 FO71 11212
2.317E-02 1.810E+00 20 F300 10002
1.023E-02 7.994E-01 20 1310 00000
2.310E-02 1.804E+00 20 1333 12112
2.042E-02 1.595E+00 20 K337 10002
2.280E-02 1.78 1E4+00 20 M312 10001
1.366E-02 1.067E+00 20 M337 21222
2.650E-02 2.070E+00 20 P073 10012
1.751E-02 1.368E+00 20.0 HO043 22222
2.249E-02 1.757E+00 20.10 B086 21222
2.224E-02 1.737E4+00 21 C024 21122
2.202E-02 1.720E+00 22 F002 22222
2.320E-02 1.812E+00 22.5 1333 12112
2.304E-02 1.800E+00 24 A004 12212
2.667E-02 2.084E+00 24.8 L007 21122
2.227E-02 1.740E+00 25 A001 12222
1.917E-02 1.498E+00 25 A037 22222
2.292E-02 1.790E+00 25 B003 22222
2.045E-02 1.597E+00 25 BO19 10120
2.279E-02 1.780E+00 25 B060 20111
2.292E-02 1.790E+00 25 B090 22212
2.292E-02 1.790E+00 25 B151 12212
2.330E-02 1.820E+00 25 B153 21112
2.240E-02 1.750E+00 25 B173 20222
2.300E-02 1.797E+00 25 G323 22222
2.300E-02 1.797E+00 25 H332 22221
2.330E-02 1.820E+00 25 1333 12112

(continued)
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702. C,H; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.310E-02 1.804E+00 25 J302 21222

2.390E-02 1.867E+00 25 K001 22222

8.961E-03 7.000E-01 25 K072 10111

1.300E-02 1.015E+00 25 K123 10221

2.170E-02 1.695E+00 25 K316 22222

2.259E-02 1.765E+00 25 L002 22222

2.313E-02 1.807E+00 25 L319 10211

2.166E-02 1.692E+00 25 L322 11221

1.770E+400 1.383E+02 25 MO021 22212 sic
2.279E-02 1.780E+00 25 M131 10002

2.278E-02 1.780E+00 25 M132 22212

2.310E-02 1.804E+00 25 MI151 21222 average of 2
2.293E-02 1.791E+00 25 M151 21122

2.290E-02 1.789E+00 25 M342 10112

1.917E-02 1.498E+00 25 0015 00000

2.247E-02 1.755E4+00 25 P003 22222

2.227E-02 1.740E+00 25 PO51 21122

2.607E-02 2.036E+00 25 S010 21212

2.377E-02 1.857E+00 25 S012 20222

2.061E-02 1.610E+00 25 S203 11212

2.070E-02 1.617E400 25 S359 21222

2.778E-02 2.170E+00 25 WO057 20222

2.290E-02 1.789E+00 25 W300 22222

2.300E-02 1.797E+00 25.0 HO043 22222

2.667E-02 2.084E+00 25.0 L007 21112

2.227E-02 1.740E+00 25.00 P0O07 21222

2.290E-02 1.789E+00 25.04 M183 12112

1.838E-02 1.436E+400 25.35 uo10 10011 EFG
1.881E-02 1.469E+00 25.35 U013 10000 EFG
2.325E-02 1.816E+00 25.84 M183 12112

2.213E-02 1.729E+00 26 F002 22222

2.229E-02 1.742E+00 29 F002 22222

2.351E-02 1.837E4+00 29.99 C349 00000

2.368E-02 1.850E+400 30 F300 10002

2.364E-02 1.847E+00 30 G029 10222

2.350E-02 1.836E+00 30 1333 12112

2.343E-02 1.830E+400 31 A004 12212

2.285E-02 1.785E400 32 F002 22222

1.970E-02 1.539E+400 34.53 uo13 10000 EFG
2.685E-02 2.098E+00 34.8 L007 21122

2.329E-02 1.819E+00 35 F002 22222

2.253E-02 1.760E+400 35 5203 11212

2.685E-02 2.098E+00 35.1 L007 21112

1.925E-02 1.504E+00 35.48 uo10 10011 EFG
2.458E-02 1.920E+00 38 A004 12212

2.573E-02 2.010E400 39.99 C349 00000

2.592E-02 2.025E+400 40 BI51 12112

2.434E-02 1.902E+00 41 F002 22222

2.440E-02 1.906E+00 42 F002 22222

(continued)



240 Handbook of Aqueous Solubility Data

702. C,H; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.467E-02 1.927E+400 44 F002 22222

2.016E-02 1.574E400 4430 U010 10011 EFG
2.062E-02 1.611E+00 4430 U013 10000 EFG
2.599E-02 2.030E+00 44.70 A004 12212

2.368E-02 1.850E+00 45 S5203 11212

2.938E-02 2.295E+00 45.7 L007 21112

2.938E-02 2.295E+00 45.8 L007 21122

2.534E-02 1.979E+00 46 F002 22222

2.827E-02 2.208E+00 49.99 C349 00000

2.810E-02 2.195E+00 50 G323 22221

2.650E-02 2.070E+00 51 F002 22222

2.740E-02 2.140E+00 51.50 A004 12212

2.159E-02 1.687E+00 53.64 uo10 10011 EFG
2.210E-02 1.726E+00 54.71 U013 10000 EFG
5.095E-02 3.980E+00 55.3 PO51 21122

5.095E-02 3.980E+00 55.30 P007 21222

2.788E-02 2.178E+00 56 F002 22222

3.162E-02 2.470E+00 57 B124 22212

3.776E-02 2.950E+00 57.70 B124 12212

2.996E-02 2.340E+00 58.80 A004 12212

3.131E-02 2.446E+00 59.99 C349 00000

2.938E-02 2.295E+00 60 B126 10111

3.101E-02 2.422E+00 60 BI51 12112

2.943E-02 2.299E+00 61 F002 22222

3.004E-02 2.347E+00 63 F002 22222

3.290E-02 2.570E+00 65.40 A004 12212

2.479E-02 1.936E+00 65.82 U013 10000 EFG
3.597E-02 2.810E+00 69.20 B124 12212

3.587E-02 2.802E+00 69.30 B124 10222

3.463E-02 2.705E+00 69.99 C349 00000

8.280E-02 6.468E+00 74.7 PO51 21122

8.280E-02 6.468E+00 74.70 P007 21222

3.872E-02 3.024E+00 79.99 C349 00000

4.429E-02 3.460E+00 89.99 C349 00000

2.560E-02 2.000E+00 100 J023 11220

5.256E-02 4.106E+00 99.99 C349 00000

7.681E-02 6.000E+00 150 1023 11220

2.688E-01 2.100E+01 200 J023 11221

9.345E-01 7.300E+01 250 J023 11221

1.357E+00 1.060E+02 285 1023 11222

1.869E+00 1.460E+02 300 1023 11222

2.200E-02 1.719E+00 ns B059 00112

4.000E-03 3.125E-01 ns D348 00000

2.279E-02 1.780E+00 ns H123 00000

3.020E-01 2.359E+01 ns H307 00000

4.500E-02 3.515E+00 ns H333 01010 EFG
2.330E-02 1.820E+00 ns 1332 00002

2.292E-02 1.790E+00 ns K304 00002

1.933E-02 1.510E+00 ns MO10 00002

(continued)
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702. C,H; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.265E-02 1.769E400 ns M175 00212

2.279E-02 1.780E+00 ns M344 00002

703. C,H,BrNO,S

4-Bromobenzenesulfonamide

(4-Bromophenyl)sulfonamide

p-Bromobenzenesulfonamide

4-Aminosulfonyl-1-bromobenzene

RN: 701-34-8 MP (°C):

MW: 236.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.200E-03 9.916E-01 15 K024 12112

704. C.H.BrNO;S

p-Bromoaniline-o-sulfonic acid

2-Amino-5-bromophenylsulfonic acid

RN: 1576-59-6 MP (°C):

MW: 252.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.107E-02 2.790E+00 8.35 PO38 10102 anhydrate
1.424E-02 3.590E+00 16.75 P038 10102 anhydrate
1.769E-02 4.460E+00 25.0 P038 10102 anhydrate
2.578E-02 6.500E+00 40.0 P038 10102 anhydrate
3.828E-02 9.650E+00 55.0 P038 10102 anhydrate
5.454E-02 1.375E+01 70.0 P038 10102 anhydrate
8.013E-02 2.020E+01 85.0 P038 10102 anhydrate
8.846E-03 2.230E+00 .0 P038 10102 anhydrate
705. C,H,BrNO,;S

p-Bromoaniline-m-sulfonic acid

5-Amino-2-bromobenzenesulfonic acid

RN: 150454-14-1 MP (°C):

MW: 252.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.511E-02 8.850E+00 9.8 P038 12222 anhydrous rhombic
2.559E-02 6.450E+00 12.55 P038 12222 anhydrous monoclinic
4.284E-02 1.080E+01 20.0 P038 12222 anhydrous rhombic
3.419E-02 8.620E+00 25.0 P038 12222 anhydrous monoclinic
4.740E-02 1.195E+01 25.0 P038 12222 anhydrous rhombic
5.177E-02 1.305E+01 29.6 P038 12222 anhydrous rhombic
5.732E-02 1.445E+01 34.7 P038 12222 anhydrous rhombic
4.820E-02 1.215E+01 40.0 P038 12222 anhydrous monoclinic

(continued)
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705. C;H¢BrNO;S (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.387E-02 1.610E+01 40.1 P038 12222 anhydrous rhombic
6.922E-02 1.745E+01 44.5 P038 12222 anhydrous rhombic
7.577E-02 1.910E+01 49.7 P038 12222 anhydrous rhombic
8.330E-02 2.100E+01 54.8 P038 12222 anhydrous rhombic
7.101E-02 1.790E+01 56.3 P038 12222 anhydrous monoclinic
9.600E-02 2.420E+01 62.3 P038 12222 anhydrous rhombic
9.679E-02 2.440E+01 70.0 P038 12222 anhydrous monoclinic
1.115E-01 2.810E+01 70.4 P038 12222 anhydrous rhombic
1.329E-01 3.350E+01 85.0 P038 12222 anhydrous monoclinic
1.452E-01 3.660E+01 85.0 P038 12222 anhydrous rhombic
2.880E-02 7.260E+00 .0 P038 12222 anhydrous rhombic
1.884E-02 4.750E+00 .0 P038 12222 anhydrous monoclinic
706. C,H,BrNO,S.H,0

p-Bromoaniline-o-sulfonic acid (monohydrate)
2-Amino-5-bromophenylsulfonic acid (monohydrate)
RN: 1576-59-6 MP (°C):

MW: 270.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.303E-02 3.520E+00 8.35 P038 10102 monohydrate
1.751E-02 4.730E+00 16.8 P038 10102 monohydrate
2.244E-02 6.060E+00 25.0 P038 10102 monohydrate
9.589E-03 2.590E+00 .0 P038 10102 monohydrate
707. C4H,CIN

p-Chloroaniline
4-Chloroaniline

RN: 106-47-8 MP (°C): 725

MW:  127.57 BP (°C): 232

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.157E-02 2.752E400 20 HI118 11112

2.157E-02 2.752E400 20 H301 00000

3.057E-02 3.900E+00 22.5 G301 00000

708. C,H,CIN

o0-Chloroaniline
2-Chloroaniline

RN: 95512 MP (°C): -1

MW: 127.57 BP (°C): 208.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.951E-02 3.765E+00 20 C113 10212
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709. C;H,CIN

m-Chloroaniline

3-Chloroaniline

RN: 108-42-9 MP (°C): -10

MW: 127.57 BP (°C): 230.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.266E-02 5.442E+00 20 CI113 10212

710. CH,CINO,S

m-Chlorobenzenesulfonamide

MON 5783

RN: 17260-71-8 MP (°C):

MW: 191.64 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
3.500E-03 6.707E-01 15 K024 12112

711. CiH,CINO,S

o0-Chlorobenzenesulfonamide

2-Chlorobenzenesulfonamide

RN: 6961-82-6 MP (°C):

MW: 191.64 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.600E-03 4.983E-01 15 K024 12112

712. C(H,CINO,S

4-Chlorobenzenesulfonamide

p-Chlorobenzenesulfonamide

RN: 98-64-6 MP (°C):

MW: 191.64 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.900E-03 1.322E+00 15 K024 12112

713. C(H,CINO;S

p-Chloroaniline-m-sulfonic acid

1-Amino-4-chlorobenzene-3-sulfonic acid

4-Chloro-3-sulfoaniline

3-Amino-6-chlorobenzenesulfonic acid

RN: 88-43-7 MP (°C):

MW: 207.64 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.447E-02 1.131E+01 0 P038 10112 anhydrate
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714. C;H,CINO,S.H,0

p-Chloroaniline-o-sulfonic acid (monohydrate)

1-Amino-4-chloro-2-benzenesulfonic acid (monohydrate)

Handbook of Aqueous Solubility Data

RN: 133-74-4 MP (°C):

MW: 225.65 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.387E-02 3.130E+00 0 P038 12212 monohydrate
715. C(H,CINO,;S.H,0

p-Chloroaniline-m-sulfonic acid (monohydrate)

1-Amino-4-chlorobenzene-3-sulfonic acid (monohydrate)

RN: 88-43-7 MP (°C):

MW: 225.65 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.141E-02 1.160E+01 0 P038 10112 metastable monohydrate
716. CH,Cl,

p-1,2,3,4,5,6-Hexachlorocyclohexane

B-Benzene hexachloride

p-BHC

p-Hexachlorocyclohexane

RN: 319-85-7 MP (°C): 312

MW: 290.83 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.719E-05 5.000E-03 20 €099 12000

8.252E-07 2.400E-04 25 w025 10222

5.501E-07 1.600E-04 28 K120 12221 average of 2
1.719E-06 5.000E-04 ns MO61 00000

717. CH(Cl,

6-1,2,3,4,5,6-Hexachlorocyclohexane

8-Benzene hexachloride

RN: 608-73-1 MP (°C):

MW: 290.83 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.438E-05 1.000E-02 20 €099 12001

1.080E-04 3.140E-02 25 w025 10222

4.009E-05 1.166E-02 28 K120 12222 average of 4
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718. C,H,Cl,

Lindane

y-BHC

Benzene hexachloride

RN: 58-89-9 MP (°C): 112.5

MW: 290.83 BP (°C): 0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.393E-06 2.150E-03 15 B083 22122

7.393E-06 2.150E-03 15 B162 10002

2.816E-05 8.190E-03 19 1018 10002

3.438E-05 1.000E-02 20 C099 12001

2.709E-05 7.880E-03 22 K137 11210

2.706E-05 7.870E-03 24 C313 00000

5.845E-05 1.700E-02 24 HI116 21002

2.338E-05 6.800E-03 25 B083 22122

2.338E-05 6.800E-03 25 B162 10002

2.586E-05 7.520E-03 25 MO060 22122

2.510E-05 7.300E-03 25 M130 10001

2.682E-05 7.800E-03 25 WO025 10222

4.126E-05 1.200E-02 27 Bl61 21220 EFG
2.235E-05 6.500E-03 28 K120 12222 average of 4
3.920E-05 1.140E-02 35 B083 22122 particle size 5 pm
7.221E-05 2.100E-02 35 Bl61 21220 EFG
3.920E-05 1.140E-02 35 B162 10002

5.226E-05 1.520E-02 45 B083 22122 particle size 5 pm
9.284E-05 2.700E-02 45 B161 21220 EFG
1.135E-04 3.300E-02 50 B161 21220 EFG
1.547E-04 4.500E-02 60 Bl61 21220 EFG
2.400E-05 6.980E-03 ns C318 00000

~3.44E-05 ~1.00E-02 ns 1308 00000

5.158E-07 1.500E-04 ns K138 00002 sic
3.438E-06 1.000E-03 ns MO61 00000

2.407E-05 7.000E-03 ns M110 00000 EFG
2.510E-05 7.300E-03 ns V414 00000

3.438E-05 1.000E-02 t Mi161 00001

719. CiH,Cl,

a-1,2,3,4,5,6-Hexachlorocyclohexane
a-Benzene hexachloride

o-HCH

o-BHC

a-Hexachlorocyclohexane

RN: 319-84-6 MP (°C): 158

MW: 290.83 BP (°C): 288

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.438E-05 1.000E-02 20 C099 12001

6.877E-06 2.000E-03 25 w025 10222

5.570E-06 1.620E-03 28 K120 12222 average of 4

3.438E-06 1.000E-03 ns MO61 00000
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720. C.H,FN;0,

1-Methylcarbamoyl-5-fluorouracil
5-Fluoro-3,4-dihydro-N-methyl-2,4-dioxo-pyrimidinecarboxamide
1-Methylcarbamoyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one

RN: 56563-18-9 MP (°C):  225-228

MW: 187.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.313E-03 6.200E-01 22 B321 00000 pH 4.0
3.313E-03 6.200E-01 22 B388 00000

721. CiHINO;S
2-lodoaniline-4-sulphonic acid
Benzenesulfonic acid, 4-amino-2-iodo-
RN: 67877-88-7 MP (°C):

MW: 299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.781E-02 2.028E+01 25 B107 12112

722. C,H,INO,S

3-Iodoaniline-4-sulphonic acid
Benzenesulfonic acid, 4-amino-3-iodo-
RN: 25210-30-4 MP (°C):

MW: 299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.474E-03 1.936E400 25 B107 12112

723. C.H(INO;S

4-lodoaniline-2-sulphonic acid
Benzenesulfonic acid, 2-amino-4-iodo-
RN: 171664-62-3  MP (°C):

MW:  299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.697E-02 5.074E+00 25 B107 12111

724. C;H,INO,S

4-lodoaniline-3-sulphonic acid
Benzenesulfonic acid, 3-amino-4-iodo-

RN: MP (°C):
MW: 299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.486E-02 1.342E401 25 B107 12112
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725. C(H(INO;S

5-Iodoaniline-2-sulphonic acid

Benzenesulfonic acid, 2-amino-5-iodo-

RN: MP (°C):

MW: 299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.671E-03 2.593E+00 25 B107 12111

726. C.H,INO,S

6-lodoaniline-3-sulphonic acid

Benzenesulfonic acid, 3-amino-6-iodo-

RN: MP (°C):

MW: 299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.597E-02 4.777E+00 25 B107 12111

727. CHJINO,;S

5-Todoaniline-3-sulphonic acid

Benzenesulfonic acid, 3-amino-5-iodo-

RN: MP (°C):

MW: 299.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.323E-02 1.293E+01 25 B107 12112

728. CH,N,O

Nicotiamide

Niacinamide

Nicotinamide

RN: 98-92-0 MP (°C): 131

MW: 122.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.094E+00 5.000E+02 20 D041 10002

8.188E+00 1.000E+03 20 MO054 10002

2.900E-03 3.542E-01 25 A350 00000

8.188E+00 1.000E+03 25 D315 00000

8.188E-01 1.000E+02 ns K444 00000




248 Handbook of Aqueous Solubility Data

729. C;H(N,0,
3-Nitroaniline
1-Amino-3-nitrobenzene
3-Nitrobenzenamine
m-Nitroaminobenzene
m-Nitroaniline
3-Nitro-anilin

RN: 99-09-2 MP (°C): 114

MW: 138.13 BP (°C): 306

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.710E-03 1.203E+400 20 B179 00000

5.370E-03 7.418E-01 25 B335 12001

6.516E-03 9.000E-01 25 F300 10002

3.020E-03 4.171E-01 25 LO016 10002 unit assumed
6.582E-03 9.092E-01 25.0 C026 00000

1.290E-02 1.782E+00 40.1 C026 00000

730. C,H,N,0,

Urocanic acid

Urocaninsaeure

RN: 104-98-3 MP (°C): 225

MW: 138.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
1.086E-02 1.500E+00 17.40 F300 10001

4.318E-02 5.964E+00 37 D041 10000

5.575E-02 7.700E+00 50 F300 10001

4.098E-01 5.660E+01 100 D041 10000

731. C,H,N,0,

p-Nitroaniline
4-Amino-nitrobenzene
Benzenamine
4-Nitroaniline
p-Aminonitrobenzene
4-Nitrobenzenamine

RN: 100-01-6 MP (°C): 146

MW: 138.13 BP (°C): 332

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.754E-03 7.948E-01 20 B179 00000

2.823E-03 3.900E-01 20 H300 12221 sic
2.815E-03 3.888E-01 20 T301 12222

3.020E-03 4.171E-01 25 B335 12001

4.344E-03 6.000E-01 25 F300 10002 sic
5.370E-03 7.418E-01 25 LO16 10002 unit assumed
4.110E-03 5.677E-01 25.0 C026 00000

5.267E-03 7.275E-01 30 G029 10222

8.367E-03 1.156E+00 40.1 C026 00000
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732. C,H(N,0,

2-Nitroaniline

o-Nitroaniline

1-Amino-2-nitrobenzene

2-Nitro-aniline

RN: 88-74-4 MP (°C): 71.5

MW: 138.13 BP (°C): 284

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.467E-03 8.932E-01 20 T301 12222

8.764E-03 1.211E4+00 25.0 C026 00000

1.750E-02 2.417E400 40.1 C026 00000

6.134E-03 8.473E-01 50 T301 12222 average of 4
6.799E-03 9.391E-01 80 T301 12222 average of 4
733. C(H(N,O,

5,5-Ethylenebarbituric acid
Spirocyclopropane-1',5-barbituric acid
5,7-Diazaspiro[2.5]octane-4,6,8-trione
Cyclopropane-spirobarbiturate

RN: 6947-77-9 MP (°C):

MW: 154.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.300E-02 2.004E+00 25 P350 00000 intrinsic
734. CHN,0,

1-Methylorotic acid

4-Pyrimidinecarboxylic acid, 1,2,3,6-tetrahydro-1-methyl-2,6-dioxo-

RN: 705-36-2 MP (°C):

MW: 170.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.200E-01 2.042E+01 20 NO19 00000

735. C;H,N,0,S

m-Nitrobenzenesulfonamide

3-Nitrobenzenesulfonamide

RN: 121-52-8 MP (°C):

MW: 202.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments

2.200E-03 4.448E-01 15 K024 12112
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736. C.H,N,O,S
4-Nitrobenzenesulfonamide
p-Nitrobenzenesulfonamide

RN: 6325-93-5 MP (°C):

MW: 202.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.000E-03 6.066E-01 15 K024 12112

737. CH,N,O,S

2-Nitrobenzenesulfonamide
o-Nitrobenzenesulfonamide
RN: 5455-59-4 MP (°C):

MW: 202.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.600E-03 3.235E-01 15 K024 12112

738. C.H(N,

8-Methylpurine
1H-Purine, 8-methyl-

RN: 934-33-8 MP (°C):

MW:  134.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.924E-01 5.263E+401 20 A022 10000

739. C;H,N,O

8-Hydroxymethylpurine
Purine-8-methanol
RN: 6642-26-8 MP (°C):

MW:  150.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.014E-02 4.525E+00 20 A022 12000

4.440E-01 6.667E+01 100 A082 12000

740. C.H,N,O,

9-Methyluric acid

1H-Purine-2,6,8(3H)-trione, 7,9-dihydro-9-methyl-
N9-Methyluric acid

RN: 55441-71-9 MP (°C):

MW: 182.14 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

2.999E-03 5.461E-01 ns B115 00110
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741. C.H(N,O,

1-Methyluric acid

a-Methyluric acid

RN: 708-79-2 MP (°C): 400

MW: 182.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.153E-02 2.101E4+00 ns B115 00110 ¢ form
8.701E-03 1.585E400 ns B115 00110 y form
2.731E-02 4.975E4+00 ns B115 00110

2.754E-02 5.017E+00 ns R427 00000

742. C(H,N,O,S

Niridazole

Nirodazole

RN: 61-57-4 MP (°C): 261

MW: 214.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.068E-04 1.300E-01 25 A081 10110 EFG
1.634E-04 3.500E-02 25 G051 10110 pH2
743. C¢(H,N,O,

5-Nitro-2-furaldehyde semicarbazone

Nitrofurazone

RN: 59-87-0 MP (°C): 236

MW: 198.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.225E-04 1.630E-01 ns B404 02110

1.201E-03 2.380E-01 ns 1310 00000

8.128E-04 1.611E-01 ns R427 00000

744. C(H(N,

2,4-Diaminopteridine

2:4-Diaminopteridine

RN: 1127-93-1 MP (°C):

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.055E-03 3.332E-01 20 A019 22112

4.708E-02 7.634E+00 100 A019 12111
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745. CsHN,

4,6-Diaminopteridine
4:6-Diaminopteridine
RN: 19167-60-3 MP (°C):
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MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
2.569E-04 4.166E-02 20 A020 12011

6.554E-03 1.063E+00 100 A020 12000

746. CCH,N,

4,7-Diaminopteridine

4:7-Diaminopteridine

RN: 771-41-5 MP (°C):

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.233E-03 2.000E-01 20 A020 12001

2.049E-02 3.322E+00 100 A020 12000

747. C(H N,

4-Hydrazinopteridine

4(1H)-Pteridinone, hydrazone

RN: 77632-11-2 MP (°C):

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
1.367E-02 2.217E4+00 20 A083 12000

8.686E-02 1.408E+01 100 A083 12000

748. C.H,O

Phenol

Carbolic acid

Hydroxybenzene

RN: 108-95-2 MP (°C): 40.85

MW: 94.11 BP (°C): 182

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.164E-01 6.743E+01 0 A056 10112

7.136E-01 6.716E+01 0 B031 12221

7.164E-01 6.743E+01 0 L059 10112

6.858E-01 6.455E+01 8.60 C058 20211

7.321E-01 6.890E+01 10 A056 10112

7.321E-01 6.890E+01 10 L059 10112

8.080E-01 7.604E+01 15.1 A400 21222

(continued)
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748. C;H O (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.672E-01 6.279E+01 16 D041 10001
7.779E-01 7.322E401 20 B031 12221
8.710E-01 8.197E+01 20 B179 00000
4.866E+00 4.580E+02 20 C052 12112 sic
8.235E-01 7.750E+01 20 F300 10002
8.198E-01 7.715E4+01 20 HO003 12212
1.600E+00 1.506E+02 20 H306 10121
8.500E-01 8.000E+01 20 K119 10002
7.130E-01 6.710E+01 20 K301 22112
6.175E-01 5.811E+01 20 RO87 00000 0.15M NaCl
9.490E-01 8.931E+01 22.70 M135 12112
1.000E+00 9.411E+01 25 A021 12110
8.930E-01 8.405E+01 25 A400 21222
9.882E-01 9.300E+01 25 B060 20111
9.400E-01 8.847E+01 25 B316 00000
9.000E-01 8.470E+01 25 F044 10001
8.468E-01 7.970E+01 25 HO003 12212
8.245E-01 7.759E+01 25 HO028 20202
1.527E-01 1.437E401 25 K129 21222
8.854E-01 8.333E+01 25 L022 10000
9.000E-01 8.470E+01 25 LO88 10001
7.413E-01 6.977E+01 25 MO041 11001
9.300E-01 8.753E+01 25 PO31 00000
7.688E-01 7.236E+01 25 R0O41 00000
9.900E-01 9.317E+01 26.90 M135 12112
8.970E-01 8.442E+01 30 HO003 12212
8.297E-01 7.809E+01 30 V009 10001
1.048E+00 9.863E+01 32.20 M135 12112
9.598E-01 9.033E+01 34 B063 12212
9.892E-01 9.310E+01 35 A400 21222
9.580E-01 9.016E+01 35 HO003 12212
1.107E+00 1.042E+02 36.00 M135 12112
9.130E-01 8.592E+01 40 BO31 12221
1.158E+00 1.090E+02 43.70 M135 12112
1.369E+00 1.288E+02 47.70 M135 12112
1.172E+00 1.103E+02 48.00 C058 20212
1.138E+400 1.071E4+02 50 MO041 11002
1.476E+00 1.389E+02 50.50 M135 12112
1.183E+00 1.113E+02 51.90 B063 12212
1.592E+00 1.498E+02 53.50 M135 12112
1.725E+00 1.623E+02 55.80 M135 12112
1.388E+00 1.306E+02 55.90 B063 12212
1.375E+00 1.295E+02 57.30 HO003 12212
1.856E+00 1.747TE+02 57.80 M135 12112
1.590E+00 1.497E+02 60 B031 12222
2.163E+00 2.036E+02 60.90 M135 12112
1.612E400 1.518E+02 61.70 B063 12212
1.723E+00 1.621E+02 62.74 HO003 12212
1.771E+00 1.667E+02 63.20 B063 12212

(continued)



254

748. C;H O (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.109E4-00 1.985E+02 65.40 B063 12212

3.064E+00 2.884E+02 65.50 B063 12212

2.567E+00 2.416E+02 65.55 B063 12212

2.767TE4+00 2.604E+02 65.60 B063 12212

2.388E+00 2.247E+02 65.79 HO003 12212 average of 2
2.590E+00 2.437E+02 65.84 HO003 12212

2.624E+00 2.469E+02 65.86 H003 12212

2.536E+00 2.387E+02 65.90 HO003 12212

2.818E+00 2.652E+02 66.0 H068 20002

2.397E4+00 2.256E+02 66.01 HO003 12212

1.734E+00 1.632E+02 66.30 C058 20212

8.243E-01 7.758E+01 ns A406 00001

8.594E-01 8.088E+01 ns N330 22212

8.710E-01 8.197E+01 ns R427 00000

8.043E-01 7.570E+01 It NO51 00212 average of 3
749. C;H,0,

Hydroquinone

Hydrochinon

Hydroquinol

RN: 123-31-9 MP (°C): 173.5

MW: 110.11 BP (°C): 286

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
3.493E-01 3.846E+01 0 MO043 10001

4.653E-01 5.123E+01 10 M043 10001

4.904E-01 5.400E+01 15 F300 10001

5.077E-01 5.590E+01 17.70 L065 10002 0.01N HC1
5.087E-01 5.601E+01 17.90 LO65 10002 0.0IN HCl
5.101E-01 5.617E+01 17.95 LO65 10002 0.0IN HCl
5.103E-01 5.619E+01 18 L064 22212 0.0IN HCI
6.100E-01 6.716E+01 20 MO043 10001

6.357E-01 7.000E+01 22.5 G301 00000

6.180E-01 6.805E+01 23.75 L064 22212 0.0IN HC1
6.450E-01 7.102E+01 25 G033 10112

7.283E-01 8.020E+01 25 K033 10012

6.660E-01 7.334E401 25 K040 10212

7.955E-01 8.759E+01 30 MO043 10001

1.045E+00 1.150E+02 40 MO043 10001

2.354E+00 2.593E+02 60 M043 10001

5.694E+00 6.270E+02 75.3 WO038 22212

4.251E4+00 4.681E+02 80 MO043 10001

7.528E+00 8.289E+02 81.9 WO038 22212

6.034E+00 6.644E+02 100 M043 10002

1.961E+01 2.159E+03 114.6 WO038 22212

2.180E+01 2.400E+03 120.3 WO038 22212

2.728E+01 3.004E+03 131.7 WO038 22212

(continued)



Solubility Data 255
749. C,H,O, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.942E+01 3.239E+03 136.0 WO038 22212
3.353E+01 3.692E+03 141.8 WO038 22212
3.621E+01 3.987E+03 147.2 WO038 22212
6.026E-01 6.635E+01 ns R427 00000
6.084E-01 6.699E+01 It D021 00112
750. C;H,O,

Pyrocatechol

Brenzkatechin

Catechol

RN: 120-80-9 MP (°C): 105

MW: 110.11 BP (°C): 245.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.824E+00 3.110E+02 20 F300 10002
2.823E4+00 3.108E+02 20 MO043 10002
4.190E+00 4.614E4+02 25 K040 10212
5.743E4+00 6.324E+02 40 MO043 10002
1.278E+01 1.408E+03 41.2 WO038 22212
2.061E+01 2.270E+03 56.7 WO038 22212
2.068E+01 2.278E+03 57.1 w038 22212
7.308E+00 8.047E+02 60 MO043 10002
2.617E4+01 2.882E+03 66.2 WO038 22212
8.337E+00 9.180E+02 80 MO043 10002
8.974E+00 9.882E+02 100 MO043 10002
5.556E+01 6.117E403 104.5 WO038 22212
2.823E+00 3.108E+02 It D021 00112
751. CH,O,

Resorcinol

Resorcin

RN: 108-46-3 MP (°C): 110.0

MW: 110.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.404E+00 3.748E+02 0 MO022 10002
3.617E4+00 3.983E+02 0 MO043 10002
2.784E+00 3.066E+02 3.70 L0%90 10012
4.173E+00 4.595E+02 10 MO043 10001
5.413E4+00 5.960E+02 12.50 F300 10002
3.186E+00 3.508E+02 14.20 L090 10012
3.359E+00 3.699E+02 19.50 L090 10012
4.576E+00 5.038E+02 20 MO022 10002
5.009E+00 5.516E+02 20 MO043 10002
6.515E4+00 7.174E4+02 25 K040 10212

(continued)
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751. C¢H,O, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.330E+00 6.970E+02 30 F300 10002
5.718E+400 6.296E+02 30 MO043 10002
3.679E4+00 4.051E+02 32.50 L090 10012
1.464E+01 1.612E+03 33.61 WO038 22212
5.641E400 6.211E+02 40 M022 10002
6.287E4+00 6.923E+02 40 MO043 10002
1.843E+01 2.030E+03 44.5 WO038 22212
2.042E+01 2.249E+03 493 w038 22212
2.100E+01 2.312E+03 50.4 w038 22212
6.465E+00 7.119E+02 60 M022 10002
7.228E+400 7.959E+02 60 MO043 10002
2.701E+01 2.974E+03 64.4 WO038 22212
2.997E+01 3.300E+03 70.7 WO038 22212
7.106E+00 7.825E+02 80 MO022 10002
7.844E+00 8.638E+02 80 M043 10002
3.516E+01 3.871E+03 80.5 WO038 22212
4.008E+01 4.414E4+03 88.5 WO038 22212
7.592E+00 8.360E+02 100 MO022 10002
8.299E+00 9.138E+02 100 MO043 10002
5.556E+01 6.117E4+03 109.4 WO038 22212
4.608E+00 5.074E+02 rt D021 00112
752. C(H( O,

Maltol

3-Hydroxy-2-methyl-4-pyrone

Hydroxymethylpyrone

Palatone

RN: 118-71-8 MP (°C):  161.5

MW: 126.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.643E-02 1.090E+01 15 F300 10002
753. CiH O,

Methyl furoate

5-Methyl-brenzschleimsaeure
5-Methylfuroic acid

RN: 611-13-2 MP (°C):

MW: 126.11 BP (°C): 181

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9) # (TPEAA) Comments

1.475E-01 1.860E+01 20 F300 10002
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754. C.H(O,

Phloroglucinol

1,3,5-Benzenetriol

1,3,5-Trihydroxybenzene

1,3,5-THB

RN: 108-73-6 MP (°C): 218.0

MW: 126.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.405E-02 1.060E+01 20 F300 10002

8.860E-02 1.117E4+01 It D021 00112

755. CgH O,

Pyrogallol

1,2,3-Trihydroxybenzene

1,2,3-Benzenetriol

Brown AP

Fourrine 85

RN: 87-66-1 MP (°C): 131

MW: 126.11 BP (°C): 309

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.379E+00 3.000E+02 13 F300 10000 average
3.013E4+00 3.800E+02 25 F300 10001

4.020E+00 5.070E+02 25 K040 10212

756. CiH,O5S

Benzenesulfonic acid

Benzolsulfosaeure

RN: 98-11-3 MP (°C): 43

MW: 158.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.088E+00 4.885E+02 31.4 T023 12212

3.109E+00 4.917E+02 42.6 T023 12212

3.136E+00 4.960E+02 56.0 T023 12212

3.154E+00 4.989E+02 61.3 T023 12212

757. C.H,O5S.H,0

Benzenesulfonic acid (monohydrate)

RN: 98-11-3 MP (°C):

MW: 176.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.542E+00 4.478E+02 213 T023 12212

2.568E+00 4.525E+02 31.0 T023 12212

2.770E4+00 4.881E+02 32.6 T023 12212

(continued)
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757. CH0;S.H,0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.598E+00 4.577TE+02 39.5 T023 12212

2.751E4+00 4.846E+02 39.8 T023 12212

2.722E4+00 4.796E+02 49.0 T023 12212

2.641E+00 4.654E+02 49.0 T023 12212

2.682E+00 4.726E+02 52.4 T023 12212

758. C(H05S.2.5H,0

Benzenesulfonic acid (2.5 hydrate)

RN: 98-11-3 MP (°C):

MW: 203.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.107E4+00 4.281E+02 -4.0 T023 12212

2.122E+00 4.312E+02 -3.3 T023 12212

2.150E4+00 4.370E+02 -2.3 T023 12212

2.131E4+00 4.331E+02 -2.5 T023 12212

759. C H,0,S.2H,0

Benzenesulfonic acid (dihydrate)

RN: 98-11-3 MP (°C):

MW: 194.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.250E+00 4.370E+02 2.2 T023 12212

2.265E4+00 4.399E+02 7.5 T023 12212

2.289E+400 4.446E+02 13.7 T023 12212

2.297E+00 4.460E+02 15.1 T023 12212

760. C(H,O5S.3H,0

Benzenesulfonic acid (trihydrate)

RN: 98-11-3 MP (°C):

MW: 212.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.690E+00 3.586E+02 —40.8 T023 12212

1.766E+00 3.748E+02 -29.0 T023 12212

1.842E+400 3.909E+02 —-18.5 T023 12212

1.922E+00 4.078E+02 -10.0 T023 12212

1.975E+00 4.191E+02 =59 T023 12212

2.011E400 4.267E+02 4.7 T023 12212
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761. C.H,O,

Muconic acid

Muconsaeure

RN: 505-70-4 MP (°C):

MW: 142.11 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.407E-03 2.000E-01 20 F300 10002
762. C;H,F;N,O0S

Thiazafluron

Urea, N,N-dimethyl-N-[5-(trifluoromethyl)-1,3,4-thiadiazol-2-yl]-

RN: 25366-23-8 MP (°C): 136.5

MW: 240.21 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.724E-03 2.096E+00 20 E048 12112
8.742E-03 2.100E+00 20 M6l 10001
763. C;H,N

Aniline

Aminobenzene

C.I. Oxidation base 1

Aminophen

Kyanol

RN: 62-53-3 MP (°C): -6.3

MW: 93.13 BP (°C): 184

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.531E-01 3.288E+01 8.60 C058 20211
3.877E-01 3.611E+01 13.8 K119 10002
3.747E-01 3.490E+01 18 F300 10002
3.818E-01 3.556E+01 18.15 P0O57 00000
3.612E-01 3.364E+01 22 HO072 10112
3.930E-01 3.660E+01 22.5 G301 00000
3.931E-01 3.661E+01 25 B019 10120
3.931E-01 3.661E+01 25 B092 21112
4.000E-01 3.725E+01 25 F044 10001
3.791E-01 3.531E+01 25 G323 22222
3.800E-01 3.539E+01 25 HO028 20202
3.791E-01 3.531E+01 25 HO78 12102
3.650E-01 3.399E+01 25 Mll16 21112
3.731E-01 3.475E+01 25.40 CO058 20211
3.930E-01 3.660E+01 26.70 L095 22112
4.229E-01 3.939E+01 48.00 CO058 20211
4.328E-01 4.031E+01 50 G323 22222
5.016E-01 4.671E+01 60 B092 21112
5.016E-01 4.671E+01 66.30 CO058 20211
7.025E-01 6.542E+01 96.70 CO058 20211
3.801E-01 3.540E+01 ns A406 00001
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764. CCH,NO
m-Aminophenol
3-Aminophenol

RN: 591-27-5 MP (°C): 125

MW: 109.13 BP (°C): 164

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.797E-01 1.961E+01 10 MO043 10001
2.291E-01 2.500E+01 20 F300 10001
2.409E-01 2.629E+01 20 MO043 10001
3.355E-01 3.661E+01 30 MO043 10001
3.261E-01 3.559E+01 32.6 S120 12112
4.859E-01 5.303E+01 40 MO043 10001
6.788E-01 7.407E+01 47.9 S120 12112
8.850E-01 9.658E+01 53.0 S120 12112
1.590E+00 1.736E+02 60 MO043 10001
1.406E+00 1.535E+02 60.4 S120 12112
2.148E+00 2.344E+02 66.4 S120 12112
2.627E+00 2.866E+02 68.9 S120 12112
2.927E+00 3.194E+02 70.2 S120 12112
3.161E+00 3.450E+02 71.5 S120 12112
3.410E+00 3.721E+02 73.2 S120 12112
3.737E+00 4.078E+02 77.2 S120 12112
6.752E+00 7.368E+02 80 MO043 10002
4.098E+00 4.472E+02 85.2 S120 12112
4.311E+00 4.705E+02 96.0 S120 12112
8.291E+00 9.048E+02 100 MO043 10002
765. C,H,NO

o-Aminophenol
2-Amino-phenol

RN: 95-55-6 MP (°C): 172

MW: 109.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.558E-01 1.700E+01 0 F300 10001
1.532E-01 1.672E+01 0 MO043 10001
1.709E-01 1.865E+01 10 MO043 10001
1.797E-01 1.961E+01 20 MO043 10001
1.973E-01 2.153E+01 30 M043 10001
2.148E-01 2.344E+01 40 M043 10001
2.409E-01 2.629E+01 60 M043 10001
2.669E-01 2.913E+01 80 MO043 10001
2.686E-01 2.931E+01 80.8 S120 12111
3.558E-01 3.883E+01 88.0 S120 12111

5.995E-01 6.542E+01 100 MO043 10001
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766. C.H,NO

p-Aminophenol

4-Aminophenol

RN: 123-30-8 MP (°C): 190

MW: 109.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.008E-01 1.100E+01 0 F300 10001

9.970E-02 1.088E+01 0 M043 10001

1.176E-01 1.283E+01 10 M043 10001

1.443E-01 1.575E+01 20 MO043 10001

1.709E-01 1.865E+01 30 MO043 10001

2.060E-01 2.248E+01 40 M043 10001

2.678E-01 2.922E+01 59.0 S120 12111

3.184E-01 3.475E+01 60 MO043 10001

5.544E-01 6.050E+01 77.0 S120 12111

6.709E-01 7.322E+01 80 MO043 10001

8.399E-01 9.165E+01 86.7 S120 12111

1.497E+00 1.634E+02 96.6 S120 12111

2.475E4+00 2.701E+02 100 M043 10001

767. CcH,NO

Phenylhydroxylamine

Phenylhydroxylamin

RN: 100-65-2 MP (°C): 82

MW: 109.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
1.833E-01 2.000E-+01 5 F300 10000

8.247E-01 9.000E+01 100 F300 10000

768. C.H,NO,S

Benzenesulfonamide

Benzolsulfosaeure-amid

RN: 98-10-2 MP (°C): 151

MW: 157.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.600E-02 2.515E+00 15 K024 12112

2.736E-02 4.300E+00 16 F300 10001
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769. CH,NO;S

Orthanilic acid

Orthanilsacure

RN: 88-21-1 MP (°C): 325

MW: 173.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.525E-02 1.130E+401 8.25 P038 11212 monohydrate
7.535E-02 1.305E+01 12.3 P038 11212 monohydrate
8.459E-02 1.465E+01 15.55 P038 11212 anhydrate
8.776E-02 1.520E+01 16.75 P038 11212 anhydrate
1.114E-01 1.930E+01 25 P038 11212 anhydrate
1.738E-01 3.010E+01 41.3 P038 11212 anhydrate
2.477E-01 4.290E+01 55.0 P038 11212 anhydrate
3.672E-01 6.360E+01 70.0 P038 11212 anhydrate
5.185E-01 8.980E+01 85.0 P038 11212 anhydrate
4.585E-02 7.940E+00 .0 P038 11212 monohydrate
770. CiH,NO;S

Sulfanilic acid
4-Aminobenzenesulfonic acid

Sulfanilsaeure

RN: 121-57-3 MP (°C): 122

MW: 173.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.672E-02 6.359E+00 0 D077 10011

2.587E-02 4.480E+00 0 M043 10001

4.810E-02 8.330E+00 10 D077 10011

4.850E-02 8.400E+00 10 F300 10001

4.583E-02 7.937E4+00 10 MO043 10001

6.169E-02 1.068E+01 20 D077 10012

5.774E-02 1.000E+01 20 F300 10001

6.395E-02 1.108E+01 20 MO043 10002

8.477E-02 1.468E+01 30 D077 10012

1.115E-01 1.932E+01 40 D077 10012

1.109E-01 1.920E+01 40 F300 10002

1.149E-01 1.990E+01 40 M043 10002

1.414E-01 2.449E+01 50 D077 10012

1.736E-01 3.007E+01 60 D077 10012

1.687E-01 2.922E+01 60 M043 10002

2.159E-01 3.740E+01 69.9 P0O38 10212 anhydrate
2.103E-01 3.642E+01 70 D077 10012

2.492E-01 4.315E+01 80 D077 10012

2.492E-01 4.315E+01 80 M043 10002

2.737E-01 4.740E4+01 85.0 P0O38 10212 anhydrate
3.031E-01 5.249E+01 90 D077 10012

3.610E-01 6.253E+01 100 D077 10012

3.851E-01 6.670E+01 100 F300 10002

3.610E-01 6.253E+01 100 MO043 10002

6.075E-02 1.052E+01 ns K076 00002
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771. C(H,NO;S

Metanilic acid

3-Aminobenzenesulfonic acid

m-Sulfanilic acid

RN: 121-47-1 MP (°C):  >300

MW: 173.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.901E-02 1.022E+01 7.75 P038 12212 anhydrate
7.622E-02 1.320E+01 16.75 P0O38 12212 anhydrate
9.440E-02 1.635E+01 24.95 P038 12212 anhydrate
1.383E-01 2.395E+01 40.0 P038 12212 anhydrate
1.975E-01 3.420E+01 55.0 P038 12212 anhydrate
2.714E-01 4.700E+01 70.0 P038 12212 anhydrate
4.561E-02 7.900E+00 .0 P038 12212 anhydrate
772. C(H,NO;S.1.5H,0

Metanilic acid (sesquihydrate)

3-Aminobenzenesulfonic acid (sesquihydrate)

RN: 121-47-1 MP (°C):

MW: 200.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.041E-02 1.610E4+01 8.35 P038 12212

1.119E-01 2.240E+01 15.55 P038 12212

1.184E-01 2.370E+01 16.8 P038 12212

3.247E-01 6.500E+01 85.0 P038 12212

5.344E-02 1.070E+01 .0 P038 12212

773. CcH,NO,S

2-Aminophenol-4-sulfonic acid

2-Amino-phenol-sulfosaeure-(4)

RN: 98-37-3 MP (°C):  >300

MW: 189.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.286E-02 1.000E+01 14 F300 10000

774. C(CH,NO,S

4-Aminophenol-2-sulfonic acid

4-Amino-phenol-sulfosaeure-(2)

RN: 2835-04-3 MP (°C):

MW: 189.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.700E-03 7.000E-01 14 F300 10000
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775. C(H,N;0

Isoniazid

Isonicotinic acid hydrazide

laniazid

RN: 54-85-3 MP (°C): 171

MW: 137.14 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.813E-01 1.071E+02 20 1307 00000
8.955E-01 1.228E+02 25 B187 00000
1.458E+00 2.000E+02 37 1307 00000
1.505E+00 2.063E+02 40 B187 00000
9.115E-01 1.250E+02 ns K444 00000
776. C¢H,N,0O,

Orotic acid methylamide
Orotamide, N-methyl-
RN: 1009-04-7 MP (°C):  284-286

MW: 169.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.420E-01 5.785E+01 —4 NO18 00000

6.840E-01 1.157E4+02 16 NO18 00000

8.340E-01 1.411E+02 25 NO18 00000

777. CH,;N,

2,4, 7-Triaminopteridine
2:4:7-Triaminopteridine
RN: 14439-13-5 MP (°C):

MW: 177.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.254E-03 2.222E-01 20 A020 12001

2.808E-02 4.975E+00 100 A020 12000

778. C,H,N,

4,6,7-Triaminopteridine
4:6:7-Triaminopteridine
RN: 19167-62-5 MP (°C):

MW: 177.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
4.515E-04 7.999E-02 20 A020 12011

1.252E-02 2.217E4+00 100 A020 12001
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779. CH,0,P

Phenylphosphinic acid

Phenyl-phosphinigsacure

RN: 1779-48-2 MP (°C): 84

MW: 142.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.757E-01 6.760E+01 14 F300 10002

9.460E+00 1.344E+403 24.63 w422 00000

1.109E+01 1.576E+03 27.09 w422 00000

1.294E401 1.839E+03 29.24 w422 00000

1.593E+01 2.264E+03 32.06 w422 00000

2.177E4+01 3.093E+03 36.77 w422 00000

3.047E+01 4.330E+03 39.68 W422 00000

4.843E+00 6.881E+02 100 F300 10002

780. C,H,O,P

Phenylphosphonic acid

Phenylphosphonsaeure

RN: 1571-33-1 MP (°C): 164.5

MW: 158.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.202E+00 1.900E+02 15 F300 10002

1.202E400 1.901E+02 ns R427 00000

781. C(H,0;As

Benzenearsonic acid

Phenylarsonsaeure

RN: 98-05-5 MP (°C): 160

MW: 202.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.564E-01 3.160E+01 28 F300 10002

9.899E-01 2.000E+02 84 F300 10001

782. C;Hg

1,4-Cyclohexadiene

1,4-Dihydrobenzene

RN: 628-41-1 MP (°C):  —49.2

MW: 80.13 BP (°C): 81

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.062E-02 8.512E-01 4.8 L007 22122

1.062E-02 8.512E-01 5.1 L007 21112

1.195E-02 9.576E-01 14.8 L007 22122

(continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments

1.195E-02 9.576E-01 15.2 L007 21112

8.002E-03 6.412E-01 20 M337 21222

1.167E-02 9.353E-01 24.8 L007 22122

8.736E-03 7.000E-01 25 MO001 21222

1.167E-02 9.353E-01 25.1 L007 21112

1.201E-02 9.625E-01 34.8 L007 22122

1.201E-02 9.625E-01 352 L007 21112

1.259E-02 1.009E+00 44.8 L007 22122

1.259E-02 1.009E+00 45.2 L007 21112

783. C H,CIN,O

Amiloride

RN: 2609-46-3 MP (°C):

MW: 229.63 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments

6.531E-04 1.500E-01 22.5 B422 00000

2.870E+00 6.590E+02 25 B443 00000

784. C.HgN,

2,5-Dimethylpyrazine

2,5-Dimethyl-pyrazin

RN: 123-32-0 MP (°C): 63

MW: 108.14 BP (°C): 155

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
25 D425 00000

785. CHgN,

m-Phenylenediamine

m-Phenylendiamin

RN: 108-45-2 MP (°C): 63

MW: 108.14 BP (°C): 283

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (o) (#) (TPEAA) Comments

7.409E-01 8.012E+01 3 S115 12112 o form

2.928E-01 3.166E+01 3 S115 12112 f form

1.038E+400 1.122E4+02 4.6 S115 12112 o form

1.354E400 1.465E+02 9.3 S115 12112 o form

1.618E+00 1.750E+02 11.7 S115 12112 o form

7.806E-01 8.442E+01 14.3 S115 12112 p form

2.285E+00 2.472E+02 16.1 S115 12112 o form

2.671E4+00 2.889E+02 17.3 S115 12112 o form

1.038E+400 1.122E4+02 18.3 S115 12112 p form

3.075E4+00 3.326E+02 18.7 S115 12112 o form

3.339E+00 3.611E+02 19.9 S115 12112 o form

(continued)
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785. CcH;gN, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.537E4+00 3.825E+02 20.8 S115 12112 o form
1.354E+400 1.465E+02 22.0 S115 12112 p form
3.796E+00 4.105E+02 22.7 S115 12112 o form
1.480E+400 1.600E+02 23.1 S115 12112 p form
1.618E4+00 1.750E+02 24.1 S115 12112 p form
1.918E+00 2.074E+02 25.1 S115 12112 p form
3.979E+00 4.303E+02 26.0 S115 12112 o form
2.285E4+00 2.472E+02 26.3 S115 12112 p form
2.671E4+00 2.889E+02 27.1 S115 12112 p form
2.815E+00 3.044E+02 27.1 S115 12112 p form
3.075E+00 3.326E+02 27.9 S115 12112 p form
4.085E+400 4.418E+02 28.7 S115 12112 o form
3.339E+00 3.611E+02 29.0 S115 12112 B form
3.537E+00 3.825E+02 29.1 S115 12112 p form
3.796E+00 4.105E+02 30.2 S115 12112 p form
3.979E+00 4.303E+02 31.5 S115 12112 B form
4.217E4+00 4.560E+02 32.6 S115 12112 o form
4.085E+00 4.418E+02 32.8 S115 12112 B form
4.217E+00 4.560E+02 344 S115 12112 B form
4.439E+00 4.800E+02 43.5 S115 12112 o form
4.549E+00 4.919E+02 53.6 S115 12112 o form
4.586E+00 4.960E+02 57.6 S115 12112 o form
4.623E+00 5.000E+02 62.8 S115 12112 o form
786. C.HgN,

o-Phenylenediamine
o-Phenylendiamin

RN: 95-54-5 MP (°C): 102-103

MW: 108.14 BP (°C): 257

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.876E-01 3.110E+01 20 T301 12222
3.763E-01 4.070E+01 35 F300 10002
3.599E-01 3.892E+01 35.1 S115 12112
5.110E-01 5.527E+01 45.8 S115 12112
9.804E-01 1.060E+02 56.3 S115 12112
1.458E+00 1.577E+02 61.3 S115 12112
1.755E+00 1.898E+02 62.8 S115 12112
2.218E+00 2.398E+02 64.2 S115 12112
2.948E+00 3.188E+02 66.1 S115 12112
3.558E+00 3.847E+02 67.7 S115 12112
3.955E+00 4.277TE+02 71.3 S115 12112
4.338E+00 4.691E+02 80.8 S115 12112
4.476E+00 4.841E+02 88.1 S115 12112
4.533E+00 4.902E+02 91.7 S115 12112

4.570E+00 4.942E+02 95.5 S115 12112
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787. C{HgN,
p-Phenylenediamine
1,4-Phenylenediamine

RN: 106-50-3 MP (°C): 141

MW: 108.14 BP (°C): 267

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.880E-02 1.068E+01 3.6 S115 12112

3.299E-01 3.568E+01 23.7 S115 12112

4.180E-01 4.520E+01 25 F300 10002

8.292E-01 8.967E+01 37.8 S115 12112

1.460E+00 1.579E+02 49.9 S115 12112

1.978E+00 2.140E+02 59.2 S115 12112

2.368E+00 2.561E+02 64.6 S115 12112

2.724E+00 2.945E+02 69.2 S115 12112

3.155E+00 3.412E4+02 75.5 S115 12112

3.432E+00 3.711E+02 80.3 S115 12112

3.809E+00 4.119E+02 88.5 S115 12112

4.055E+00 4.385E+02 95.9 S115 12112

1.500E-05 1.622E-03 98.59 M180 00220 EFG
2.500E-05 2.704E-03 111.46 M180 00220 EFG
4.000E-05 4.326E-03 117.47 M180 00220 EFG
4.500E-05 4.866E-03 122.10 M180 00220 EFG
5.000E-05 5.407E-03 126.84 M180 00220 EFG
7.000E-05 7.570E-03 133.34 M180 00220 EFG
788. C,H,N,0S

5,6-Dimethyl-2-thiouracil

4(1H)-Pyrimidinone, 2,3-dihydro-5,6-dimethyl-2-thioxo-
5,6-Dimethylthiouracil

RN: 28456-54-4 MP (°C):

MW: 156.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.790E-03 1.373E+00 25 G016 12122 intrinsic
789. C H,N,0,

N,N-1,3-Dimethyluracil
1,3-Dimethyl-2,4-pyrimidinedione
N1,N3-Dimethyluracil

N,N’-Dimethyluracil

1,3-Dimethyluracil

RN:  874-14-6 MP (°C):

MW: 140.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.568E+400 5.000E+02 ns B177 00002
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790. C.HyN,O,S

o-Aminobenzenesulfonamide

Orthanilamide

RN: 3306-62-5 MP (°C):

MW: 172.21 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.750E-02 6.458E+00 23 K034 22221
3.865E-02 6.655E+00 24 K034 22221
4.323E-02 7.444E400 26 K034 22221
4.723E-02 8.133E+00 28 K034 22221
5.237E-02 9.018E+00 30.5 K034 22221
5.806E-02 9.999E+00 33 K034 22222
6.034E-02 1.039E+01 34 K034 22222
6.375E-02 1.098E+01 355 K034 22222
6.886E-02 1.186E+01 37 K034 22222
6.829E-02 1.176E+01 37 K034 22222
8.356E-02 1.439E+01 42 K034 22222
9.707E-02 1.672E+01 46 K034 22222
1.139E-01 1.961E+01 50 K034 22222
791. C(HyN,0,S

m-Aminobenzenesulfonamide

Metanilamide

m-Amidobenzenesulfonamide

RN: 98-18-0 MP (°C):

MW: 172.21 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.545E-02 1.127E+401 23 K034 22222
6.942E-02 1.196E+401 24 K034 22222
7.678E-02 1.322E+401 26 K034 22222
8.469E-02 1.458E+01 28 K034 22222
1.077E-01 1.855E+01 33 K034 22222
1.244E-01 2.143E+01 35.5 K034 22222
1.339E-01 2.306E+01 37 K034 22222
1.461E-01 2.515E+01 39 K034 22222
1.697E-01 2.922E+01 42 K034 22222
2.072E-01 3.568E+01 46 K034 22222
2.543E-01 4.379E+01 50 K034 22222
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792. C,HgN,0,S
Benzenesulfamide
Sulfanilamide
Sulfanilsaecure-amid

p-Aminobenzenesulphonamide
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RN: 63-74-1 MP (°C): 165

MW: 172.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.159E-02 1.996E+00 1 A047 10000 EFG
1.057E-02 1.820E+00 4.40 B147 12112

1.458E-02 2.510E4+00 10.20 B147 12112

1.957E-02 3.370E+00 15 B147 12112

2.323E-02 4.000E+00 15 F300 10000

2.660E-02 4.581E+00 15 K024 12112

2.241E-02 3.860E+00 15 S147 12222 hydrate
2.889E-02 4.975E+00 16 A047 10000 EFG
2.439E-02 4.200E+00 16 H114 10002

2.700E-02 4.650E+00 20 B147 12112

3.463E-02 5.964E+00 20 D041 10000

4.149E-02 7.145E4+00 20 F073 12222

2.903E-02 5.000E+00 20 F300 10000

3.020E-02 5.200E+00 20 S147 12222 hydrate
3.693E-02 6.359E+00 23 K034 22221

3.979E-02 6.853E+00 24 K034 22221

3.484E-02 6.000E+00 25 B147 12112

4.855E-02 8.360E+00 25 C102 20222

4.550E-02 7.835E+00 25 Ml116 21112

4.274E-02 7.360E+00 25 M440 00000

4.820E-02 8.300E+00 25 PO15 00000

4.216E-02 7.260E+00 25 S147 12222 hydrate
4.437E-02 7.641E+00 26 K034 22221

4.723E-02 8.133E+00 27 K034 22221

5.008E-02 8.625E+00 28 K034 22221

4.762E-02 8.200E+00 30 B147 12112

5.633E-02 9.700E+00 30 S147 12222 hydrate
5.806E-02 9.999E+00 30.5 K034 22222

6.318E-02 1.088E+01 31 A047 10000 EFG
6.205E-02 1.068E+01 31.7 K034 22222

6.829E-02 1.176E+01 33 K034 22222

7.282E-02 1.254E+01 34 K034 22222

6.388E-02 1.100E+401 35 B147 12112

7.543E-02 1.299E+01 35 S147 12222 f form
7.848E-02 1.351E+01 35.5 K034 22222

1.259E-01 2.168E+01 37 A028 10212 intrinsic
7.375E-02 1.270E+01 37 B147 12112

8.478E-02 1.460E+01 37 C102 20222

8.594E-02 1.480E+01 37 D084 10102

8.018E-02 1.381E+01 37 FO072 10002

8.710E-02 1.500E+01 37 F300 10001

8.920E-02 1.536E+01 37 G028 22112 d form, recrystallized

(continued)
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792. C{HyN,O,S (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.070E-02 1.562E+01 37 G028 22112 p form, recrystallized
9.120E-02 1.571E+01 37 G028 22112 o form, recrystallized
9.240E-02 1.591E+01 37 G028 22112 y form
8.413E-02 1.449E+01 37 K034 22222

8.652E-02 1.490E+01 37 K086 10002

8.210E-02 1.414E+01 37 K095 20002 intrinsic
8.710E-02 1.500E+01 37 L091 10002 pHS5.5
8.469E-02 1.458E+01 37.50 M142 10002

9.201E-02 1.584E+01 39 K034 22222

8.362E-02 1.440E+01 40 B147 12112 form II
9.750E-02 1.679E+01 40 G028 22112 o form, recrystallized
9.640E-02 1.660E+01 40 G028 22112 y form
9.640E-02 1.660E+01 40 G028 22112 d form, recrystallized
9.680E-02 1.667E+01 40 G028 22112 B form, recrystallized
9.518E-02 1.639E+01 40 S147 12222 B form
1.049E-01 1.807E+01 42 K034 22222

1.086E-01 1.870E+01 45 B147 12112 form II
1.201E-01 2.069E+01 45 S147 12222 B form
1.256E-01 2.162E+01 46 K034 22222

1.527E-01 2.629E+01 50 A047 10000 EFG
1.388E-01 2.390E+01 50 B147 12112 form II
1.433E-01 2.468E+01 50 G028 22112 d form, recrystallized
1.419E-01 2.444E+01 50 G028 22112 B form, recrystallized
1.430E-01 2.463E+01 50 G028 22112 y form
1.435E-01 2.471E+01 50 G028 22112 o form, recrystallized
1.516E-01 2.610E4+01 50 K034 22222

1.488E-01 2.562E+01 50 S147 12222 f form
1.789E-01 3.080E+01 55 B147 12112 form II
2.294E-01 3.950E+01 60 B147 12112 form II
2.923E-01 5.033E+01 65 A047 10000 EFG
2.962E-01 5.100E+401 65 B147 12112 form II
3.833E-01 6.600E+01 70 B147 12112 form II
4.599E-01 7.919E+01 75 A047 10000 EFG
5.168E-01 8.900E+01 75 B147 12112 form IT
5.660E-01 9.747TE+01 79 A047 10000 EFG
6.272E-02 1.080E+01 ns D035 00002

3.050E-02 5.252E4+00 ns L044 00002

4.571E-02 7.871E4+00 ns R427 00000

4.365E-02 7.517E+00 ns R428 00000
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793. C;H;N,0,S.H,0

Sulfanilamide (monohydrate)
4-Aminobenzenesulfonamide (monohydrate)
p-Anilinesulfonamide (monohydrate)
Bacteramid (monohydrate)

RN: 20203-81-0 MP (°C):

MW: 190.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.200E-02 4.185E+00 15 G028 22112

4.320E-02 8.218E+00 26 G028 22112

5.600E-02 1.065E+01 30 G028 22112

8.420E-02 1.602E+01 37 G028 22112

794. C,H,N,0,

5,5-Dimethylbarbituric acid
5,5-Dimethylbarbitursaeure

Barbituric acid, 5,5-dimethyl
2,4,6(1H,3H,5H)-Pyrimidinetrione, 5,5-dimethyl
5,5-Dimethyl barbituric acid
5,5-Dimethylbarbiturate

RN: 24448-94-0 MP (°C): 278

MW:  156.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.812E-02 2.829E+00 25 P350 00000 intrinsic
1.549E-02 2.419E+00 ns TO03 00002

795. C,H,N,0,S

4-Phenylhydrazine sulfonic acid
Phenylhydrazin-sulfosaeure-(4)

RN: 98-71-5 MP (°C):

MW: 188.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
3.029E-02 5.700E+00 11.50 F300 10001

1.860E-01 3.500E+01 100 F300 10001
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796. C.HgN,Oq

Isosorbide dinitrate

1,4:3,6-Dianhydro-p-glucitol dinitrate

Sorbidin

Isogen

Imdur

RN: 87-33-2 MP (°C): 70

MW: 236.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.328E-03 5.497E-01 25 L033 10212

797. C.HgN,O

5-Amino-4-carboxymethylaminopyrimidine

RN: MP (°C):

MW: 152.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.120E-01 3.226E+01 100 A082 12000

798. CcHgNg

2,4,6,7-Tetraminopteridine

2:4:6:7-Tetraminopteridine

RN: 19167-63-6 MP (°C):

MW: 192.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.002E-04 7.692E-02 20 A020 12011

799. C(H,0,

Sorbic acid

2,4-Hexadienoic acid

2-Propenylacrylic acid

Preservastat

Hexadienoic acid

Sorbistat

RN: 110-44-1 MP (°C): 134.5

MW: 112.13 BP (°C): 228

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.700E-02 1.906E+00 30 L069 10110 EFG
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800. C;H O,

Tricarballylic acid

Tricarballylsaeure
1,2,3-Propanetricarboxylic acid

RN: 99-14-9 MP (°C): 166
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MW: 176.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.885E+00 3.320E+02 18 F300 10002
801. C(H,O,

Ascorbic acid

L-Ascorbic acid

L-Ascorbinsaeure

RN: 50-81-7 MP (°C): 193

MW: 176.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.269E-01 1.633E+02 6.99 A341 00000
9.509E-01 1.675E+402 7.99 A341 00000
9.880E-01 1.740E+02 9.99 A341 00000
1.026E+00 1.807E+02 11.99 A341 00000
1.142E+00 2.011E+02 15.99 A341 00000
1.418E+00 2.498E+02 20 D041 10002
1.254E+400 2.208E+02 20 S472 00000
1.283E+00 2.260E+02 20.99 A341 00000
1.397E+00 2.460E+02 24.99 A341 00000
1.891E+00 3.330E+02 25 D315 00000
9.757E-01 1.718E+02 25 NO003 00000
1.388E+00 2.445E+02 25 S472 00000
1.551E+00 2.731E+02 28.99 A341 00000
1.533E+00 2.699E+02 30 S472 00000
1.718E+00 3.025E+02 33.99 A341 00000
1.703E+00 2.999E+02 35 S472 00000
1.758E+00 3.096E+02 35.99 A341 00000
1.856E+00 3.270E+02 38.99 A341 00000
1.028E+00 1.810E+02 40 NO003 00000
1.874E+00 3.301E+02 40 S472 00000
2.009E+00 3.539E+02 42.99 A341 00000
2.021E+00 3.560E+02 43.99 A341 00000
2.066E+00 3.638E+02 44.99 A341 00000
2.054E+00 3.618E+02 45 S472 00000
2.132E+00 3.755E+02 47.69 A341 00000
2.184E+00 3.847E+02 48.49 A341 00000
2.235E+00 3.937E+02 49.99 A341 00000
2.235E+00 3.936E+02 50 S472 00000
2.255E+00 3.972E+02 50.39 A341 00000
2.275E+00 4.007E+02 50.99 A341 00000
2.373E+400 4.180E4+02 52.49 A341 00000

(continued)
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801. C;H O, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.383E+00 4.197E+02 53.99 A341 00000
2.413E+00 4.249E+02 54.09 A341 00000
2.449E+00 4.314E+02 54.99 A341 00000
2.520E+00 4.439E+02 60.02 A341 00000
2.551E4+00 4.492E+02 61.99 A341 00000
2.635E+00 4.641E+02 64.99 A341 00000
1.891E+00 3.330E+02 ns MO054 00002
802. C,H;0,

Citric acid anhydrous

2-Hydroxytricarballylic acid

Citronensaeure

1,2,3-Propanetricarboxylic acid

Citro

Citralite

RN: 77-92-9 MP (°C): 153

MW: 192.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.549E+00 4.898E+02 0 M043 10001
1.881E+00 3.613E+02 1.2 K084 10102
1.875E4+00 3.602E+02 1.6 K084 10102
2.562E+00 4.923E+02 4.99 A339 00000
1.825E+00 3.506E+02 10 D020 12112
2.571E4+00 4.940E+02 10 F300 10002
1.825E+00 3.506E+02 10 F302 10001
2.817E4+00 5.413E4+02 10 MO043 10002
1.938E+00 3.723E+02 10.0 K084 10102
2.684E+00 5.157E+02 9.99 A339 00000
1.927E+00 3.702E+02 10.8 K084 10102
2.811E+00 5.400E+02 14.99 A339 00000
1.933E4+00 3.713E+02 15.0 K084 10102
2.918E+00 5.605E+02 19.99 A339 00000
3.089E+00 5.935E+02 20 D041 10002
2.816E+00 5.410E+02 20 F300 10002
1.935E+00 3.719E+02 20 F302 10002
3.089E+00 5.935E+02 20 M043 10002
3.045E+00 5.851E+02 24.99 A339 00000
1.994E+00 3.831E+02 25 D020 12112
1.254E+01 2.409E+03 25 K040 10212
3.201E+400 6.149E+02 29.99 A339 00000
2.037E400 3.914E+02 30 F302 10002
3.366E+00 6.466E+02 30 M043 10002
3.296E+00 6.332E+02 34.99 A339 00000
2.100E400 4.034E+02 35.8 D039 22122 EFG
2.094E+400 4.023E4+02 36.6 F302 10002
3.201E4+00 6.150E+02 36.60 F300 10002

(continued)
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802. C4H0O;, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.346E+00 6.429E+02 39.99 A339 00000

2.118E+4+00 4.069E+02 40 D020 12112

2.116E+00 4.065E+02 40 D039 22120 EFG
2.118E+00 4.069E+02 40 F302 10002

3.553E+00 6.825E+02 40 MO043 10002

3.438E+00 6.605E+02 44.99 A339 00000

3.488E+00 6.702E+02 49.99 A339 00000

2.161E+00 4.152E+02 50 D039 22120 EFG
2.159E+00 4.149E+02 50 F302 10002

3.539E+00 6.800E+02 54.99 A339 00000

3.601E+00 6.918E+02 59.99 A339 00000

2.214E+00 4.253E+02 60 D039 22120 EFG
2.205E+00 4.236E+02 60 F302 10002

3.824E+00 7.347E+02 60 MO043 10002

3.669E+00 7.050E+02 64.99 A339 00000

2.261E+00 4.344E+02 70 D039 22120 EFG
2.251E+00 4.325E+02 70 F302 10002

2.300E+00 4.420E+02 80 D039 22120 EFG
2.294E+00 4.407E+02 80 F302 10002

4.102E+00 7.881E+02 80 MO043 10002

2.350E+00 4.515E+02 90 D039 22120 EFG
2.336E+00 4.487E+02 90 F302 10002

2.391E+00 4.595E+02 100 D039 22120 EFG
4.372E+00 8.400E+02 100 D041 10002

3.997E+00 7.680E+02 100 F300 10002

2.376E+00 4.565E+02 100 F302 10001

4.373E+00 8.403E+02 100 MO043 10002

1.885E+00 3.621E+02 .0 K084 10102

803. C,H,0,.H,0

Citric acid (monohydrate)
2-Hydroxytricarballylic acid (monohydrate)
RN: 5949-29-1 MP (°C):

MW: 210.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
1.554E+00 3.266E+02 0 D039 22120 EFG
1.667E+00 3.502E+02 10 D039 22120 EFG
3.005E+00 6.314E+02 17.20 L031 11212 average of 2
3.077E4+00 6.466E+02 19.80 LO31 11212

1.771E+00 3.723E+02 20 D039 22120 EFG
3.080E+00 6.473E+02 20.20 L031 11212

3.146E+00 6.610E+02 22.50 L031 11212

3.154E+00 6.627E+02 22.90 L031 11212

1.822E400 3.830E+02 25 D039 22122 EFG
3.214E+00 6.753E4+02 25.10 L031 11212

3.216E+00 6.759E+02 25.30 L031 11212

(continued)
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803. C;H;0,.H,O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O @) (TPEAA) Comments
3.272E4+00 6.875E+02 27.00 L031 11212

3.276E+00 6.885E+02 27.60 L031 11212

3.303E4+00 6.942E+02 28.60 LO031 11212

1.864E+00 3.917E+02 30 D039 22120 EFG
3.359E+00 7.059E+02 30.50 LO31 11212

3.357E4+00 7.054E4+02 30.70 L031 11212

3.389E+00 7.122E4+02 31.80 L031 11212

3.440E+00 7.230E+02 33.70 LO031 11212

3.478E+00 7.308E+02 34.40 LO031 11212

3.518E+00 7.392E+02 35.40 LO031 11212

804. C(HS

2-Ethylthiophene

Thiophene, 2-ethyl-

RN: 872-55-9 MP (°C): <25

MW: 112.19 BP (°C): 132

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.603E-03 2.920E-01 25 K119 10002

2.603E-03 2.920E-01 25 PO51 21122

2.603E-03 2.920E-01 25.00 P007 21222

805. C,H,ClO,

Ethyl 2-chloroacetoacetate

2-Chloroacetoacetic acid ethyl ester

RN: 609-15-4 MP (°C):

MW: 164.59 BP (°C): 107 at 14 mm Hg

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.407E-02 8.900E+00 30 B433 00000

806. CiH,NO,

4,6,10-Trioxa-1-azatricyclo[3.3.1.13,7]decane

Trimorpholin

Trimorpholine

RN: 281-36-7 MP (°C):

MW: 143.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.167E4+00 1.670E+02 0 F300 10002

2.375E4+00 3.400E+02 80 F300 10002
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807. C(HyNO,

Trimethadione
3,5,5-Trimethyl-2,4-diketooxazolidine
3,5,5-Trimethyl-2,4-oxazolidinedione

Tridione

RN: 127-48-0 MP (°C): 46

MW: 143.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.327E-01 4.762E+01 20 D041 10000

808. C.H,NO,

Triglycine

Complexon I
N, N-bis(Carboxymethyl)glycine
o,o,02-Trimethylaminetricarboxylic acid

RN: 139-13-9 MP (°C): 241.5

MW: 191.14 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.090E-01 5.906E+01 25 MO024 12012
3.395E-01 6.490E+01 25.1 N024 00000
3.374E-01 6.450E+01 25.1 NO025 00000
3.348E-01 6.400E+01 25.1 NO026 00000
3.101E-01 5.927E+01 25.1 NO027 12222
809. C,H,N,

Kyanmethin

6-Amino-2,4-dimethyl-pyrimidin
6-Amino-2,4-dimethylpyrimidine

RN: 461-98-3 MP (°C): 182

MW:  123.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

5.197E-02 6.400E+00 18 F300 10001
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810. C(H,N;0,

2-Isopropyl-4(5)-nitroimidazole

1H-Imidazole, 2-(1-methylethyl)-4-nitro-

2-(1-Methylethyl)-4-nitro-1H-imidazole

2-Isopropyl-5-nitroimidazole

2-Isopropyl-4-nitroimidazole

RN: 13373-32-5 MP (°C):  182-183

MW: 155.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.025E-02 1.090E+01 20 D344 00000

7.025E-02 1.090E+01 20 D344 00000

6.886E-02 1.068E+01 20 D344 00000

7.030E-02 1.091E+01 20 D344 00000

811. CH,N;0,

L-Histidine

L-Histidin

Histidine

RN: 71-00-1 MP (°C): 287

MW: 155.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.580E-01 4.003E+01 15 D349 21122

2.646E-01 4.106E+01 20 B032 12212

2.640E-01 4.096E+01 20 D349 21122

2.930E-01 4.546E+01 25 B032 12212

2.574E-01 3.994E+01 25 D041 10002

2.720E-01 4.220E+01 25 D349 21122

2.481E-01 3.850E+01 25 F300 10002

2.651E-01 4.114E+401 25 G315 00000

2.771E-01 4.300E+01 25.1 NO024 00000

2.771E-01 4.300E+01 25.1 NO025 00000

2.771E-01 4.300E+01 25.1 NO026 00000

2.675E-01 4.150E+01 25.1 NO27 11222

2.791E-01 4.330E+01 27 D036 00000

3.207E-01 4.976E+01 29.80 B032 12212

2.834E-01 4.398E+01 30 HO062 22201 EFG
5.213E-01 8.088E+01 50 HO062 22200 EFG
7.915E-01 1.228E+02 70 HO062 22200 EFG
812. C,H,N,0,

6-Amino-1,3-dimethyluracil

RN: 6642-31-5 MP (°C):

MW: 155.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.550E-02 7.060E+00 25 7408 00000
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813. C;HyN,0;,

Metronidazole

Flagyl

2-Methyl-5-nitroimidazole-1-ethanol

Metrozine

Rozex

2-Methyl-5-nitro-1-imidazoleethanol

RN: 443-48-1 MP (°C): 158

MW: 171.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.545E-02 9.490E+00 20 D344 00000
5.545E-02 9.490E+00 20 D344 00000
5.441E-02 9.312E+00 20 D344 00000
5.540E-02 9.482E+00 20 D344 00000
4.809E-02 8.232E+00 20 H324 00000
5.785E-02 9.901E+00 20 1315 00000
6.427E-02 1.100E+01 25 C062 11212
5.550E-02 9.500E+00 25 Cl124 20112
5.727E-02 9.803E+00 26 H324 00000
6.585E-02 1.127E+01 30 H324 00000
5.843E-02 1.000E+01 ns C324 00000
5.843E-02 1.000E+01 ns K444 00000
814. CH,,

1,5-Hexadiene

Biallyl

Diallyl

RN: 592-42-7 MP (°C): -141

MW: 82.15 BP (°C): 60

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.057E-03 1.690E-01 25 MO01 21222
815. CH,,

Cyclohexene

1,2,3,4-Tetrahydrobenzene

RN: 110-83-8 MP (°C): -104

MW: 82.15 BP (°C): 83

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ((®) (#) (TPEAA) Comments
3.408E-03 2.799E-01 4.8 L007 22122
3.408E-03 2.799E-01 5.1 L007 20112
3.633E-03 2.984E-01 14.8 L007 22122
3.633E-03 2.984E-01 15.2 L007 20112
1.583E-03 1.300E-01 20 C008 12201
2.769E-03 2.274E-01 20 M337 21222

(continued)
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815. C(H,, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.450E-03 2.834E-01 23.5 S171 21222

3.639E-03 2.989E-01 24.8 L007 22122

2.593E-03 2.130E-01 25 MOO01 21222

3.639E-03 2.989E-01 25.1 L007 20112

3.681E-03 3.024E-01 34.8 L007 22122

3.681E-03 3.024E-01 352 L007 20112

6.000E-03 4.929E-01 40 P335 00000

3.779E-03 3.104E-01 44.8 L007 22122

3.779E-03 3.104E-01 45.2 L007 20112

1.800E-02 1.479E+00 140 P335 00000

1.583E-03 1.300E-01 ns MO10 00001

816. CH,,

1-Hexyne

Butylacetylene

n-Butylacetylene

RN: 693-02-7 MP (°C): -132

MW: 82.15 BP (°C): 71

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.382E-03 3.600E-01 25 MO001 21222

8.370E-03 6.876E-01 25 M342 10112

817. CH,,

3-Hexyne

Diethylacetylene

RN: 928-49-4 MP (°C): -103

MW: 82.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.800E-03 5.586E-01 25 HO039 12221

6.400E-03 5.257E-01 35 HO039 12221

818. C,H,,BrNO,

5-Bromo-2-ethyl-5-nitro-1,3-dioxane

2-Ethyl-5-bromo-5-nitro-1,3-dioxane

RN: 54010-85-4 MP (°C): 58-59

MW: 240.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.205E-03 7.694E-01 25 LO13 10212
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819. C(H,,BrNO,
5-Bromo-2,2-dimethyl-5-nitro-1,3-dioxane
2,2-Dimethyl-5-bromo-5-nitro-1,3-dioxane
m-Dioxane, 5-bromo-2,2-dimethyl-5-nitro-
RN: 60766-57-6 MP (°C): 79-81

MW: 240.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.369E-03 1.049E+00 25 LO13 10212

820. C,H,,CIN;

Deethylatrazine

2-Amino-4-isopropylamino-6-chloro-s-triazine
6-Chloro-N-(1-methylethyl)-1,3,5-triazine-2,4-diamine
RN: 6190-65-4 MP (°C):

MW: 187.63 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.000E-03 3.753E-01 2 B193 11001

821. CH,,O

Mesityl oxide

Mesityloxid

RN: 141-79-7 MP (°C): =57

MW: 98.15 BP (°C): 130

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.862E-01 2.809E+01 20 D052 11000

2.975E-01 2.920E+01 ns F300 00002

822. C,H,,0

Cyclohexanone

Cyclohexanon

RN: 108-94-1 MP (°C): —47

MW: 98.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.323E-02 1.298E+400 20 D052 11001 sic
2.485E-01 2.439E+01 25 B060 20111

8.975E-01 8.809E+01 25 M323 22112
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823. C,H,,0S,

Allicin

2-Propene-1-sulfinothioic acid S-2-propenyl ester

RN: 539-86-6 MP (°C): <25

MW: 162.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.479E-01 2.400E+01 10 F300 10001

824. CH,,0,

Methyl vinyl carbinol acetate

1-Methylallyl acetate

3-Buten-2-yl acetate

RN: 6737-11-7 MP (°C):

MW: 114.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.141E-01 1.303E+01 26 0012 12112

6.953E-02 7.937E+00 50 0012 12112

1.718E-01 1.961E+01 75 0012 12112

825. C(H,,0,

3-Methyl-1,3-pentadione

1,2-Dimethyl-1,3-butadiene

3,4-Dimethylbutadiene

RN: 4549-74-0 MP (°C): -5

MW: 114.15 BP (°C): 191

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.780E-01 1.116E4+02 25 MO078 20102

826. CH,,0,S,

Dixanthogen

Ethyl dixanthogen

RN: 502-55-6 MP (°C): 28

MW: 242.40 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.300E-05 3.151E-03 22 PO76 12111

1.140E-05 2.763E-03 25 H102 12122

<2.06E-06 <5.00E-04 25 Ml61 10000

1.250E-05 3.030E-03 ns L083 00000 EFG, pH 3-9
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827. C(H,,0;

Ethyl acetoacetate
Acetessigsaeure-aethyl ester
Acetoacetic acid ethyl ester

RN: 141-97-9 MP (°C): —45

MW: 130.14 BP (°C): 180.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.613E-01 1.251E+02 10.5 D041 10002

8.529E-01 1.110E+02 16.50 F300 10002

828. C,H,,0,

2,2-Dimethylsuccinic acid
a,o-Dimethylbernsteinsaeure

RN: 597-43-3 MP (°C): 140.5

MW:  146.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
4.790E-01 7.000E+01 14 F300 10002

829. C,H,,0,

sym-Dimethylsuccinic acid
Acide Dimethylsuccinique-sym

RN: 608-40-2 MP (°C):

MW: 146.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.053E+00 3.000E+02 15 MO051 10002

830. CH,,0,

n-Propylmalonic acid
Acide n-propylmalonique

RN: 616-62-6 MP (°C):

MW:  146.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.120E+00 4.560E+02 0 MO51 10002

4.112E+00 6.010E+02 15 MO51 10002

4.790E+00 7.000E+02 25 MO51 10002

6.459E4+00 9.440E+02 50 MO51 10002
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831. C(H,,0,

Ethylene glycol diacetate

Glycol diacetate

RN: 111-55-7 MP (°C): 31

MW: 146.14 BP (°C): 190

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.202E+00 1.756E+02 20 D052 11002

9.661E-01 1.412E+02 20 MO062 10002

8.526E-01 1.246E+02 22 F300 10002

1.034E+00 1.511E+02 24.50 0005 20222

1.070E+00 1.564E+02 25 F064 10002

1.220E-01 1.783E+01 ns FO14 00002

832. C,H,,0,

DL-2,3-Dimethylsuccinic acid

DL-a,00-Dimethylbernsteinsaeure

RN: 13545-04-5 MP (°C): 120

MW: 146.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.053E-01 3.000E+01 14 F300 10000

833. C,H,,0,

Adipic acid

Adipinsaeure

RN: 124-04-9 MP (°C): 152

MW: 146.14 BP (°C): 337.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.431E-02 7.937E+00 0 M043 10000

6.766E-02 9.888E+00 4.99 A339 00000

6.775E-02 9.901E+00 10 M043 10001

7.853E-02 1.148E+01 9.99 A339 00000

1.061E-01 1.551E+01 14.99 A339 00000

9.580E-02 1.400E+01 15 F300 10001

9.580E-02 1.400E+01 15 L041 10011

9.580E-02 1.400E+01 15 MO51 10001

1.303E-01 1.904E+01 19.99 A339 00000

1.011E-01 1.478E+01 20 D041 10001

1.276E-01 1.865E+01 20 M043 10001

9.856E-02 1.440E+01 20 M171 10001

9.000E-02 1.315E+01 20 S006 10001

4.824E-01 7.050E+01 21 B040 10112 sic
1.664E-01 2.432E+01 24.99 A339 00000

2.216E-03 3.239E-01 25 K035 20002 sic
2.053E-01 3.001E+01 29.99 A339 00000

(continued)
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833. C,H,,0, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.993E-01 2.913E+01 30 MO043 10001
2.045E-01 2.988E+01 34.10 A031 12222
2.546E-01 3.721E+01 34.99 A339 00000
2.933E-01 4.287E+01 39.3 G302 22220 EFG
3.274E-01 4.785E+01 39.99 A339 00000
3.333E-01 4.871E4+01 40 A031 12222
3.382E-01 4.943E+01 40 B088 10001
3.258E-01 4.762E+01 40 MO043 10001
4.383E-01 6.406E+01 44.99 A339 00000
5.516E-01 8.062E+01 49.99 A339 00000
5.788E-01 8.458E+01 50 A031 12222
7.508E-01 1.097E+02 54.99 A339 00000
1.011E+400 1.477E+02 59.99 A339 00000
1.024E+00 1.497E+02 60 A031 12222
1.044E+00 1.525E+02 60 MO043 10001
1.130E+00 1.652E+02 64.99 A339 00000
1.740E+00 2.543E+02 70 A031 12222
2.818E+00 4.118E+02 80 MO043 10001
3.330E+00 4.867E+02 87.10 A031 12222
4.277E+00 6.250E+02 100 F300 10002
4.211E+00 6.154E+02 100 MO043 10002
1.662E-01 2.430E+01 It H431 00000
834. C,H,,0,

Methyl a-acetoxypropionate

Methyl 2-acetoxypropionate

Methyl O-acetyllactate

Methyl 2-acetyloxypropanoate

RN: 6284-75-9 MP (°C):

MW: 146.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.556E-01 8.120E+01 25 R0O06 22012

835. C,H,,0;

Propanoic acid, 2-[(methoxycarbonyl)oxy]-, methyl ester
Carbonic acid, methyl ester, ester with methyl lactate
RN: 6288-11-5 MP (°C):

MW:  162.14 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

2.412E-01 3.911E+01 25 R0O07 00000
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836. C;H,,04

D-Talogalactaric acid

D-Taloschleimsaeure

D-Galactaric acid

Galactaric acid

Schleimsaeure

RN: 526-99-8 MP (°C):  >230

MW: 210.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.565E-02 3.289E+00 14 D041 10001

1.570E-02 3.300E+00 14 F300 10001

8.090E-02 1.700E+01 100 F300 10001

837. C(H,,Br

Bromocyclohexane

Cyclohexyl bromide

RN: 108-85-0 MP (°C):

MW: 163.06 BP (°C): 166

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.012E-03 8.173E-01 ns 5460 00000

838. C,H,,BrN,0,

a-Methyl-y-bromo-butanoic ureide

RN: MP (°C):

MW: 223.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.658E-02 1.039E+01 ns F056 02221

839. CH,,BrN,0,

a-Bromo-isovaleric ureide

Butanamide, N-(aminocarbonyl)-2-bromo-3-methyl-

Dormigene

Pivadorn

Pivadorm

Isobromyl

RN: 496-67-3 MP (°C):

MW: 223.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.531E-02 1.903E+01 ns FO057 02222
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840. C;H,;BrN,0,
3-Bromo-2-methyl-butanoic ureide
Urea, (2-bromo-2-methylbutyryl)-
DL-N-(2-Bromo-2-methylbutanoyl)urea
RN: 14368-76-4 MP (°C):

Handbook of Aqueous Solubility Data

MW: 223.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.390E-01 3.101E+01 ns F056 02221

841. C;H,,BrN,0,

B-Bromo-valeric acid ureide

RN: MP (°C):

MW: 223.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
3.470E-02 7.740E4+00 ns F056 02221

842. C,H,,BrN,0,

y-Bromo-valeric acid ureide

RN: MP (°C):

MW: 223.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.307E-02 9.607E4+00 ns F056 02221

843. C,H,,BrN,0,

a-Bromo-valeric acid ureide

Pentanamide, N-(aminocarbonyl)-2-bromo-

RN: 66947-87-3 MP (°C):

MW: 223.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.690E-02 8.232E+00 ns FO056 02221

3.703E-02 8.261E+00 ns FO057 02222

844. CH,;,NO

Caprolactam

e-Caprolactam

RN: 105-60-2 MP (°C): 70

MW: 113.16 BP (°C): 180

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.776E4+00 4.273E4+02 5.70 B201 22212

3.850E4+00 4.357E+02 10.30 B201 22212
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845. CH,;NO

Cyclohexanone oxime

Antioxidant D

(Hydroxyimino)cyclohexane

RN: 100-64-1 MP (°C): 90

MW: 113.16 BP (°C): 208

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.409E-01 1.594E+01 25.5 K087 10002

1.580E-01 1.787E4+01 32.0 K087 10002

1.648E-01 1.865E+01 36.8 K087 10002

1.936E-01 2.191E+01 44.0 K087 10002

2.155E-01 2.439E+01 48.8 K087 10002

2.715E-01 3.073E+01 60.4 K087 10002

2.922E-01 3.307E+01 63.7 K087 10002

3.194E-01 3.614E+01 76.2 K087 10002

3.456E-01 3.911E+01 83.1 K087 10002

4.039E-01 4.571E+01 95.2 K087 10002

4.939E-01 5.589E+01 110.7 K087 10002

5.743E-01 6.498E+01 120 K087 10002

7.386E-01 8.358E+01 131 K087 10002

846. C(H;;NO,S

2,2-Dimethylthiazolidine-4-carboxylic acid

4-Thiazolidinecarboxylic acid, 2,2-dimethyl-

Thiazolidine-4-carboxylic acid, 2,2-dimethyl-

RN: 42607-20-5 MP (°C):

MW: 161.22 BP (°C): 317.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.000E-01 4.837E+01 21 B414 10011 very fast and extent
decompostion,
uncertain value

847. C(H;;NO,

a-Aminoadipic acid
2-Aminohexanedioic acid
oa-Amino-adipinsaeure

RN: 542-32-5 MP (°C):

MW: 161.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.365E-02 2.200E+00 20 F300 10001
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848. C(H,;NO,

Glycine, N-(carboxymethyl)-, 1-ethyl ester
AcGlyOEt

Acetic acid, iminodi-, monoethyl ester
RN: 21885-31-4 MP (°C):

MW: 161.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.074E-03 1.140E4+00 27 D036 00000

849. C(H,,N,O,PS;

Methidathion

Supracide

S-((5-Methoxy-2-o0x0-1,3,4-thiadiazol-3(2H)-yl)methyl) O,O-dimethyl phosphorodithioate
Ultracide

Somanil

S-2,3-Dihydro-5-methoxy-2-oxo-1,3,4-thiadiazol-3-ylmethyl O, O-dimethylphosphorodithioate
RN: 950-37-8 MP (°C):

MW: 302.33 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.186E-04 1.870E-01 20 B300 22112

8.269E-04 2.500E-01 20 F311 12221

7.938E-04 2.400E-01 25 M161 10002

850. C,H,;N;04

Glycine tripeptide

RN: MP (°C):

MW: 221.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.127E-01 4.705E+01 20 B032 12212

2.907E-01 6.430E+01 25 B032 12212

3.565E-01 7.884E+01 29.80 B032 12212

851. CH,,

Methylcyclopentane

MCP

RN: 96-37-7 MP (°C): —142

MW: 84.16 BP (°C): 72

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.967E-04 4.180E-02 25 K119 10002

4.990E-04 4.200E-02 25 MO001 21222

5.062E-04 4.260E-02 25 MO002 21222

(continued)
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851. C(H,, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.967E-04 4.180E-02 25 PO51 21122
4.967E-04 4.180E-02 25.00 P007 21222
4.990E-04 4.200E-02 ns H123 00000
852. CH,,

Cyclohexane

Cyclohexan

RN: 110-82-7 MP (°C): 7

MW: 84.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.734E-04 8.192E-02 4.8 L007 21122
9.734E-04 8.192E-02 5.1 L007 20112
1.054E-03 8.869E-02 14.8 L007 21122
1.054E-03 8.869E-02 15.2 L007 20112
9.505E-04 8.000E-02 16 D047 10011
<5.94E-04 <5.00E-02 17 F300 10000
4.396E-04 3.700E-02 20 M337 21222
6.178E-04 5.200E-02 235 S171 21222
1.055E-03 8.883E-02 24.8 L007 21122
9.505E-04 7.999E-02 25 G068 10100
6.939E-04 5.840E-02 25 G313 21122
1.426E-03 1.200E-01 25 K112 10211
7.901E-04 6.650E-02 25 K119 10002
6.737E-04 5.670E-02 25 L002 22222
6.535E-04 5.500E-02 25 MO001 21222
6.535E-04 5.500E-02 25 MO002 21222
6.535E-04 5.500E-02 25 MO040 10011
6.832E-04 5.750E-02 25 M132 22212
7.901E-04 6.650E-02 25 PO51 21122
6.270E-04 5.277E-02 25 S359 21222
7.901E-04 6.650E-02 25.00 P007 21222
1.055E-03 8.883E-02 34.8 L007 21122
1.055E-03 8.883E-02 352 L007 20112
5.389E-04 4.535E-02 38 K055 12011
1.085E-03 9.131E-02 44.8 L007 21122
1.085E-03 9.131E-02 452 L007 20112
1.426E-03 1.200E-01 50 L097 11111
2.020E-03 1.700E-01 56 G068 10101
3.222E-04 2.712E-02 71 K055 12011
3.326E-03 2.799E-01 94 G068 10101
1.200E-04 1.010E-02 ns D348 00000
6.535E-04 5.500E-02 ns H123 00000
5.000E-03 4.208E-01 ns H333 01010 EFG
9.505E-04 8.000E-02 ns MO10 00000

6.642E-04 5.590E-02 ns M175 00212
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853. CH,,
4-Methyl-1-pentene
4-Methylpentene

Isohexene

RN: 691-37-2 MP (°C): -154

MW: 84.16 BP (°C): 53

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.703E-04 4.800E-02 25 MO001 21221

854. C,H,,

2-Methyl-1-pentene
4-Methyl-4-pentene

RN: 763-29-1 MP (°C):  -136

MW: 84.16 BP (°C): 62

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
9.268E-04 7.800E-02 25 MO001 21222

855. C,H,,

1-Hexene

1-n-Hexene

Hexene

Dialen 6

RN: 592-41-6 MP (°C):  -140

MW: 84.16 BP (°C): 64

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (@) (#) (TPEAA) Comments
5.822E-04 4.900E-02 23 C332 00000

6.583E-04 5.540E-02 25 L002 22222

5.941E-04 5.000E-02 25 MO001 21222

5.941E-04 5.000E-02 25 MO040 10011

8.280E-04 6.969E-02 25 M342 10112

856. C,H,,CINO

Acetamide, 2-chloro-N,N-diethyl-

CDEA

RN: 2315-36-8 MP (°C):

MW:  149.62 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

5.264E-01 7.877TE4+01 25 B185 00000
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857. C(H,,Cl,0

Dichloroisopropyl ether

bis(2-Chloro-1-methylethyl) ether

DCIP

B,p"~-Dichlorodiisopropyl ether

2,2"-Oxybis[1-chloropropane]

Pichloram

RN: 63283-80-7 MP (°C):

MW: 171.07 BP (°C): 187.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.921E-03 1.697E+00 20 M062 10001

858. C,H,,CL,0,

1,2-bis(2-Chloroethoxy)ethane

Triglycol dichloride

RN: 112-26-5 MP (°C): 121

MW: 187.07 BP (°C): 235

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.916E-02 1.855E+01 20 M062 10002

859. CH,,CL,0,P

tris-(2-Chloroethyl) phosphate

Tri-B-chloroethyl phosphate

RN: 115-96-8 MP (°C):

MW: 285.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
<7.01E-04 <2.00E-01 25 B070 12010

860. C;H,,NO,PS,

Diethyl 1,3-dithietan-2-ylidenephosphoramidate

Nematak

AC 64475

Geofos

Fosthietan

CL 64475

RN: 21548-32-3 MP (°C):

MW: 241.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.072E-01 5.000E+01 25 Mi61 10001
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861. C;H,,NO/PS,
Formothion

0,0-Dimethyl S-(N-methyl-N-formylcarbamoylmethyl) dithiophosphate

RN: 2540-82-1 MP (°C):

Handbook of Aqueous Solubility Data

MW: 257.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.011E-02 2.600E+00 24 M161 10001

862. C,H,,N,0

N-Nitrosohexamethyleneimine

NHMI

RN: 932-83-2 MP (°C):

MW: 128.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.000E-01 1.282E+01 24 MO031 11111

863. C;H,,N,0,

2,6-Dimethylnitrosomorpholine

DMNM

RN: 1456-28-6 MP (°C):

MW: 144.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.600E-01 1.240E+02 24 MO031 11111

864. C,H,,N,0,

Adipamide

Adipinsaeurediamid

RN: 628-94-4 MP (°C):

MW: 144.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.052E-02 4.400E+00 12.20 F300 10001
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865. C,H,,N,0O;

Daminozide

N-Dimethylamino-p-carbamyl propionic acid

Succinic acid 2,2-dimethylhydrazide

Alar

DMASA

RN: 1596-84-5 MP (°C): 155

MW: 160.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.243E-01 1.000E+02 25 Mil61 10002

866. C;H,,N,0,

d-Aminovaleric hydantoic acid

d-Uramidovaleric acid

RN: MP (°C): 179

MW: 160.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.740E-02 2.787E+00 25 M024 12012

867. C,H,,N,0;S

Methomyl

Acetamidic acid

N-[(methyl-carbamoyl)oxy]-, methyl ester

Carbamic acid

Lannabait

Nudrin

RN: 16752-77-5 MP (°C): 78

MW: 192.24 BP (°C): 144

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.548E-01 6.821E+01 ns R424 00000

868. C(H,,N,0,S,

L-Cystine

3,3"-Dithiobis(2-aminopropanoic acid)

RN: 56-89-3 MP (°C):

MW: 240.30 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.021E-03 4.858E-01 20 HO082 12112 isomeric
7.905E-04 1.900E-01 20 HO082 12112 plate cystine
6.910E-04 1.660E-01 24.99 C404 21221

7.000E-02 1.682E+01 25 C405 21222 intrinsic zwit

(continued)
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868. C;H,,N,0,S, (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.536E-04 1.090E-01 25 D017 10002

4.577E-04 1.100E-01 25 D041 10001

4.661E-04 1.120E-01 25 L001 10112 pH 6.0
4.910E-04 1.180E-01 27 D036 00000

7.100E-04 1.706E-01 34.99 C404 21221

8.500E-04 2.043E-01 44.99 C404 21221

2.163E-03 5.197E-01 75 D041 10001

4.536E-04 1.090E-01 rt B103 00002

869. C(H,,N,0O,S

pL-Lanthionine

L-Cysteine, S-[(2R)-2-amino-2-carboxyethyl]-

RN: 922-55-4 MP (°C): 280

MW: 208.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.193E-03 1.498E+00 25 D041 10001

870. C(H,N,0,S,

Mesocystine

meso-Cystine

RN: 6020-39-9 MP (°C):

MW: 240.30 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.330E-04 5.600E-02 25 L001 10111 PH 6.0
871. CiH;,N,0,S,

D-Cystine

D-(+)-3,3-Dithiobis(2-aminopropanoic acid)

RN: 349-46-2 MP (°C): 227

MW: 240.30 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.577E-04 1.100E-01 25 D041 10001

4.702E-04 1.130E-01 25 L001 10112 PH 6.0
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872. CH\,N,0O,S,

DL-Cystine

Cystine

RN: 923-32-0 MP (°C):

MW: 240.30 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.039E-04 4.900E-02 25 D041 10001

2.372E-04 5.700E-02 25 L001 10111 pH 6.0
873. C,H|,N,S,

Thiram

Tetramethylthioperoxydicarbonothioic diamine

Tetramethylthiuram disulfide

N,N’-(Dithiodicarbonothioyl)bis(N-methylmethanamine)

Arasan

Nomersan

RN: 137-26-8 MP (°C): 155.5

MW: 240.43 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.413E-05 1.782E-02 ns R427 00000

1.248E-04 3.000E-02 It M161 00001

874. CiH;,N,S,Zn

Ziram

Zinc bis dimethyldithiocarbamate

Corozate

Karbam white

Fuklasin

Fuclasin

RN: 137-30-4 MP (°C): 240

MW: 305.81 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.125E-04 6.500E-02 20 F300 10001

1.308E-05 4.000E-03 20 F311 12221 sic
2.125E-04 6.500E-02 25 Mi61 10001
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875. C¢H,N,

Methenamine

Hexamethylen-tetramin

RN: 100-97-0 MP (°C):

MW: 140.19 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.231E+00 3.128E+02 1.99 B442 00000
2.202E+00 3.087E+02 3.99 B442 00000
2.183E+00 3.060E+02 5.99 B442 00000
2.149E+00 3.012E+02 9.99 B442 00000
2.254E+00 3.161E4+02 10.99 B442 00000
2.250E+400 3.154E+02 11.99 B442 00000
3.200E+00 4.486E+02 12 F300 10002
2.234E400 3.131E+02 14.99 B442 00000
2.191E+00 3.072E+02 19.99 B442 00000
2.156E+00 3.023E+02 24.99 B442 00000
2.193E4+00 3.074E+02 29.99 B442 00000
2.218E+4+00 3.110E+02 34.99 B442 00000
2.233E4+00 3.131E402 39.99 B442 00000
876. C;H,N,O,

2,6-Dimethyldinitrosopiperazine

DMDNP

RN: 55380-34-2 MP (°C):

MW: 172.19 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.200E-01 2.066E+01 24 MO031 11111
877. C(H,,N;O,PS,

Menazon

0,0-Dimethyl S-(4,6-diamino-1,3,5-triazinyl-2-methyl) dithiophosphate

RN: 78-57-9 MP (°C):

MW: 281.30 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.532E-04 2.400E-01 20 Mile6l 10001
3.551E-03 9.990E-01 ns MO61 00000
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878. C,H,,0

Pinacolone

3,3-Dimethyl-2-butanone

3,3-Dimethylbutanone-2

RN: 75-97-8 MP (°C):  -52.5

MW: 100.16 BP (°C): 106.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 # (TPEAA) Comments
2.376E-01 2.380E+01 15 F300 10002

1.996E-01 1.999E+01 20 G030 12002

1.862E-01 1.865E+01 25 G030 12002

1.817E-01 1.820E+01 25 K072 10111

1.736E-01 1.739E+01 30 G030 12002

879. C(H,,0

Cyclohexanol

1-Cyclohexanol

Naxol

Cyclohexyl alcoho

Adrona

Hydrophenol

RN: 108-93-0 MP (°C): 23

MW: 100.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.357E-01 5.366E-+01 11 F052 11102

5.391E-01 5.400E+01 11 F300 10001

1.296E-02 1.298E+00 20 D052 11001 sic
3.283E-01 3.288E+01 25 B019 10120

3.283E-01 3.288E+01 25 B092 21112

3.469E-01 3.475E4+01 25 C108 22222

3.800E-01 3.806E+01 25 F044 10001

3.766E-01 3.772E+01 25 HO028 20202

3.655E-01 3.661E+01 35 C108 22222

3.264E-01 3.269E+01 60 B092 21112

3.766E-01 3.772E+01 ns A406 00001

880. CH,,0

Isopropylacetone

4-Methyl-2-pentanone

Methyl isobutyl ketone

RN: 108-10-1 MP (°C): 80

MW: 100.16 BP (°C): 117

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.070E-01 3.075E+01 0 G032 12112

2.310E-01 2.314E+01 10 G032 12112

1.871E-01 1.874E+01 20 D052 11002

1.996E-01 1.999E+01 20 G030 12002

(continued)
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880. C,H,,0 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ((®) (#) (TPEAA) Comments
1.958E-01 1.961E+01 22.00 0005 20220
1.862E-01 1.865E+01 24.6 Hi21 20001
1.862E-01 1.865E+01 25 B060 20111
1.717E-01 1.720E+01 25 C329 11111 average
1.871E-01 1.874E+01 25 G030 12002
2.340E-01 2.344E+01 25 K103 12221
1.862E-01 1.865E+01 25 L082 11211
1.736E-01 1.739E+01 25 L319 10212
1.817E-01 1.820E+01 25 MO087 11212
1.669E-01 1.672E+01 25 R320 10111
1.746E-01 1.749E+01 30 G030 12002
1.660E-01 1.663E+01 30 G032 12112
1.410E-01 1.412E+01 50 G032 12112
4.720E+01 4.728E+03 53.0 R308 22112
1.669E-01 1.672E+01 70 L082 11211
1.370E-01 1.372E+01 75 G032 12112
4.300E+01 4.307E+03 97.0 R308 22112
4.088E+01 4.094E+03 108.0 R308 22112
3.902E+01 3.909E+03 120.0 R308 22112
3.333E-01 3.339E+01 125.0 R308 22111
5.278E-01 5.286E+01 151.0 R308 22111
3.425E+01 3.431E+03 153.0 R308 22122

881. CH,,0

2-Ethylbutanal

Ethyl butyraldehyde
2-Ethylbutyraldehyde

Diethyl acetaldehyde; ethyl butyraldehyde

Diethyl acetaldehyde

Ethyl butyraldehyde

RN: 97-96-1 MP (°C):

MW: 100.16 BP (°C): 117

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.020E-02 3.025E+00 ns 5460 00000

882. C,H,,0

Caproic aldehyde

Hexaldehyde

n-Hexanal

RN: 66-25-1 MP (°C):

MW: 100.16 BP (°C): 131

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.581E-01 5.590E+01 0 C423 00000

4.493E-01 4.500E+01 4 c423 00000

(continued)
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882. C,H,,0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.155E-01 3.160E+01 10 C423 00000

4.992E-02 5.000E+00 25 A049 10101

1.907E-01 1.910E+01 25 C435 00000

4.792E-02 4.800E+00 25 J418 00000

883. CH,,0

4-Methyl-3-pentanone

4-Methylpentanone-3

RN: 565-69-5 MP (°C):

MW: 100.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.601E-01 1.604E+01 20 G030 12002

1.495E-01 1.497E+01 25 G030 12002

1.398E-01 1.400E+01 30 G030 12002

1.549E-01 1.551E+01 ns 5460 00000

884. CiH,,0

3-Methyl-2-pentanone

3-Methylpentanone-2

RN: 565-61-7 MP (°C): <25

MW: 100.16 BP (°C): 118

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.206E-01 2.210E+01 20 G030 12002

2.044E-01 2.047E+01 25 G030 12002

1.890E-01 1.893E+01 30 G030 12002

885. C,H,,0

3-Hexanone

Hexanone-3

RN: 589-38-8 MP (°C):  -555

MW: 100.16 BP (°C): 123

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.543E-01 1.546E+01 20 G030 12002

1.446E-01 1.449E+01 25 G030 12002

1.359E-01 1.361E+01 30 G030 12002
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886. C;H,,0
2-Methyl-4-penten-3-ol
2-Methylpenten-4-ol-3

RN: 4798-45-2 MP (°C):

MW: 100.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.180E-01 3.185E+01 20 G031 10002

2.964E-01 2.969E+01 25 G031 10002

2.804E-01 2.809E+01 30 G031 10002

887. C,H,,0

1-Hexen-3-ol

Hexen-1-0l-3

RN: 4798-44-1 MP (°C):

MW: 100.16 BP (°C): 134

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.644E-01 2.648E+01 20 G031 10002

2.454E-01 2.458E+01 25 G031 10002

2.302E-01 2.306E+01 30 G031 10002

888. C,H,,O0

Methyl butyl ketone

2-Hexanone

Methyl n-butyl ketone

RN: 591-78-6 MP (°C): -57

MW: 100.16 BP (°C): 127

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.323E-01 4.330E+01 0 C423 00000

3.335E-01 3.340E+01 4 C423 00000

2.386E-01 2.390E+01 10 C423 00000

2.040E-01 2.043E+01 10 G032 12112

2.192E-02 2.195E+00 20 D052 11001 sic
1.717E-01 1.720E+01 20 G030 12002

1.617E-01 1.620E+01 25 C435 00000

1.611E-01 1.614E+01 25 G030 12002

1.997E-01 2.000E+01 25 J418 00000

3.320E-01 3.326E+01 25 PO55 10002

1.505E-01 1.507E+01 30 G030 12002

1.450E-01 1.452E+01 30 G032 12112

1.475E-01 1.478E+01 38 J020 21211

1.240E-01 1.242E+01 50 G032 12112
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889. C;H,,0

4-Hexen-3-ol

Hexen-4-0l-3

RN: 4798-58-7 MP (°C):

MW: 100.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.895E-01 3.902E+01 20 G031 10002

3.664E-01 3.670E+01 25 G031 10002

3.451E-01 3.456E401 30 G031 10002

890. C,H,,0,

3-Hydroxy-2,2-dimethyltetrahydrofuran

3-Furanol, tetrahydro-2,2-dimethyl-

2,2-Dimethyltetrahydrofuran-3-ol

RN: 101398-19-0  MP (°C):

MW: 116.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.826E-01 9.091E+01 It B066 02001

891. CH,,0,

Diethylacetic acid

2-Ethylbutyric acid

2-Ethyl-butanoic acid

Ethylbutyric acid

RN: 88-09-5 MP (°C):  -15

MW: 116.16 BP (°C): 194.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.147E-02 2.494E+00 25 0011 10111

892. C(H,,0,

n-Caproic acid

n-Capronsaeure

RN: 142-62-1 MP (°C): 34

MW: 116.16 BP (°C): 205

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.438E-02 8.640E+00 0 B136 10212

7.610E-02 8.840E+00 15 F300 10002

8.333E-02 9.680E+00 20 B136 10212

8.270E-02 9.607E+00 20 D041 10001

8.253E-02 9.587E+00 20 ROO1 11112

8.675E-02 1.008E+01 25 HO028 20202

(continued)
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892. C,H,,0, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.760E-02 1.018E+01 25 HI122 10002
8.608E-02 9.999E+00 25 H339 22122
9.367E-02 1.088E+01 25 0011 10111
8.772E-02 1.019E+01 30 B136 10212
8.684E-02 1.009E+01 30 ROO1 11112
9.282E-02 1.078E+01 35 H339 22122
9.427E-02 1.095E+01 45 B136 10212
9.324E-02 1.083E+01 45 ROO1 11112
1.008E-01 1.171E+01 60 B136 10212
9.956E-02 1.156E+01 60 D041 10002
9.964E-02 1.157E+01 60 ROO1 11112
7.374E-02 8.566E+00 .0 ROO1 11112
8.692E-02 1.010E+01 ns A406 00001
893. C,H,,0,

n-Butyl acetate
Essigsaeure-n-butyl ester
n-Butylacetat

Butyl acetate

1-Butyl acetate

RN: 123-86-4 MP (°C): 90

MW: 116.16 BP (°C): 117.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.686E-02 4.282E+00 20 D052 11000
8.609E-02 1.000E+01 22 F300 10000
5.814E-02 6.754E+00 25 B060 20111
7.171E-02 8.330E+00 25 L319 10212
1.935E-01 2.248E401 25 P055 10001
2.489E-02 2.892E+00 30 N330 22212
7.679E-02 8.920E+00 30 R318 11010
5.020E-02 5.831E+00 37 E028 10112
5.899E-02 6.853E400 50 0012 12112
894. C,H,,0,

Pentyl formate
n-Amyl formate

RN: 638-49-3 MP (°C):

MW: 116.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9) # (TPEAA) Comments

2.500E-02 2.904E400 22 S006 10001
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895. C,H,,0,

Ethyl butyrate

Butanoic acid ethyl ester

Ethyl butanoate

Butyric ether

RN: 105-54-4 MP (°C): -1354

MW: 116.16 BP (°C): 120

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.410E-02 2.800E-+00 0 C423 00000

2.763E-02 3.210E+00 4 C423 00000

3.151E-02 3.660E-+00 10 C423 00000

4.198E-02 4.876E+00 20 D052 11001

5.310E-02 6.168E+00 22 F0O01 10122

4.300E-02 4.995E+00 22 S006 10001

3.702E-02 4.300E+00 25 C435 00000

6.832E-02 7.937E4+00 30 R318 11010

896. C,H,,0,

sec-Butyl acetate

DL-sec-Butyl acetate

RN: 105-46-4 MP (°C):

MW: 116.16 BP (°C): 114

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.305E-02 6.162E+00 20 D052 11000

897. C,H,,0,

3-Hydroxy-2,5-dimethyltetrahydrofuran

3-Furanol, tetrahydro-2,5-dimethyl-

RN: 30003-26-0 MP (°C):

MW: 116.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.435E+00 1.667E+02 it B066 02001

898. C(H,,0,

Propyl propionate

Propionic acid N-propyl ester

n-Propyl propionate

RN: 106-36-5 MP (°C):

MW: 116.16 BP (°C): 123

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.000E-02 5.808E+00 22 S006 10000
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899. C,H,,0,

Isobutyl acetate

Acetic acid isobutyl ester
Essigsacureisobutyl ester

RN: 110-19-0 MP (°C): -99

MW: 116.16 BP (°C): 118

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.502E-02 7.553E+00 14.60 L310 22112
5.729E-02 6.655E+00 20 D052 11001
5.800E-02 6.737E+00 20 FOO01 10121
5.768E-02 6.700E+00 20 F300 10001
6.154E-02 7.149E+00 24.90 L310 22112
5.390E-02 6.261E+400 25 B060 20111
5.967E-02 6.932E+00 47.90 L310 22112
6.154E-02 7.149E+00 67.60 L310 22112
6.493E-02 7.543E+00 74.90 L310 22112
6.502E-02 7.553E4+00 75.20 L310 22112
6.875E-02 7.986E+00 84.80 L310 22112
7.205E-02 8.369E+00 93.20 L310 22112
8.253E-02 9.587E+00 111.50 L310 22112
8.540E-02 9.921E+00 115.70 L310 22112
1.026E-01 1.192E+01 147.10 L310 22112
900. C(H,,0,

Paraldehyde

Paraldehyd

RN: 123-63-7 MP (°C): 12.6

MW: 132.16 BP (°C): 128

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.853E-01 1.170E+02 8.5 P059 11101
8.377E-01 1.107E+02 115 P059 11101
8.287E-01 1.095E+02 12.0 P059 11101
8.323E-01 1.100E+02 13 F300 10001
8.047E-01 1.063E+02 135 P059 11101
7.621E-01 1.007E+02 17.0 P059 11101
6.311E-01 8.341E+01 27.0 P059 11101
8.475E-01 1.120E+02 30 F300 10002
5.377E-01 7.106E+01 40.0 P059 11101
5.246E-01 6.933E+01 425 P059 11101
4.283E-01 5.660E+01 68.0 P059 11101
4.148E-01 5.482E+01 75.0 P059 11101

4.540E-01 6.000E+01 100 F300 10000
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901. C;H,,0,

2-Ethoxyethyl acetate

Cellosolve acetate

RN: 111-15-9 MP (°C):  -61

MW: 132.16 BP (°C): 156

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.499E+00 1.981E+02 20 D052 11002

1.415E400 1.870E+02 20 M062 10002

902. C,H,,0,

Methyl p-ethoxypropionate

Methyl 3-ethoxypropionate

3-Ethoxypropionic acid methyl ester

RN: 14144-33-3 MP (°C):

MW: 132.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
7.621E-01 1.007E+02 25 D002 12112

7.621E-01 1.007E+02 25 RO34 00002

903. CH,,04

D-Quercitol

D-Quercit

RN: 488-73-3 MP (°C): 234

MW: 164.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.701E-01 1.100E+02 20 F300 10002

904. C;H,,0;

Rhamnose

a-L-Rhamnose

6-Deoxy-L-mannose

L-Mannomethylose

L-Rhamnose

RN: 3615-41-6 MP (°C): 82

MW: 164.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.212E+00 3.631E+02 18 D041 10001

3.177E4+00 5.215E+02 40 D041 10001
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905. CH,,0,
D-Inositol
D(+)-Inositol
D-Chiro-inositol
(+)-Chiro-inositol

RN: 643-12-9 MP (°C): 249.5

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.239E+4+00 4.034E+02 11 F300 10002

906. C;H,,0,

D-Mannose

D-(+)-Mannose

Seminose

Carubinose

RN: 3458-28-4 MP (°C): 132

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.956E+00 7.126E+02 17 D041 10002

3.957E+00 7.128E+02 17 F300 10002

2.399E+00 4.322E+02 25 G317 00000

907. C¢H,,0,

Glucose

D-Glucose

D(+)-Glucose
Staleydex 111

Staleydex 333

RN: 50-99-7 MP (°C): 146

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.954E+400 3.520E+02 .50 JO19 10122
1.749E+00 3.151E+02 0 MO043 10001
2.286E+400 4.118E+02 10 M043 10001
2.271E4+00 4.091E+02 10.0 Y020 11212
3.365E+00 6.063E+02 15 D041 10002
2.660E+00 4.792E+02 20 M043 10001
2.314E+00 4.168E+02 20.0 Y020 11212
3.033E+00 5.464E+02 30 JO19 10122
3.031E+00 5.460E+02 30 K122 11112
3.028E+00 5.455E+02 30 MO043 10002
2.355E+00 4.244E+02 30.0 Y020 11212
1.901E+00 3.425E+02 30.50 M137 21222
2.042E+00 3.678E+02 35 B354 00000

(continued)
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907. C¢H,,O; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.416E+00 6.154E4+02 40 M043 10002
2.396E+00 4.317E4+02 40.0 Y020 11212
3.936E+00 7.091E+02 50 JO19 10122
2.436E+00 4.388E+02 50.0 Y020 11212
4.090E+00 7.368E+02 60 MO043 10002
4.005E+00 7.215E+02 70 A420 00000
4.523E+00 8.148E+02 80 MO043 10002
2.227E4+00 4.012E4+02 .0 Y020 11212
2.501E+00 4.505E+02 t D021 00112
908. CH,,0,

Fructose

D-Fructose

D-(—)-Fructose

D-(-)-Levulose

Krystar 300

Nevulose

RN: 57-48-7 MP (°C): 129

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.379E+00 4.286E+02 0 MO043 10001
4.318E+00 7.780E+02 20 F300 10002
2.467E+00 4.444E+02 20 M043 10001
4.524E4+00 8.150E+02 30 K122 11112
4.524E+00 8.150E+02 30 K135 11112
2.448E+01 4.410E+03 30 K136 11112
2.550E+400 4.595E+02 40 MO043 10001
2.629E+400 4.737E+02 60 MO043 10001
4.709E+00 8.484E+02 70 A420 00000
909. CH,,O4

Tagatose

Lyxo-2-hexulose

DL-Tagatose

RN: 17598-81-1 MP (°C):

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.084E-+00 3.755E+02 22 F300 10002
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910. C(H,,0,
D-Galactose
Galactose
(+)-Galactose
D(+)-Galactose

RN: 59-23-4 MP (°C): 169

MW:  180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.046E-01 9.091E+01 0 D041 10001

2.247E+00 4.048E+02 25 D041 10001

2.253E+00 4.058E+02 It D021 00112

911. C,H,,0,

L-Sorbose

Sorbose
L-1,3,4,5,6-Pentahydroxyhexan-2-one
L-Xylo-2-hexulose

RN: 87-79-6 MP (°C): 165

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.970E+00 3.548E+02 17 D041 10001
1.998E+00 3.600E+02 17 F300 10001
912. CH,,04

Inositol

Mesoinosit

cis-1,2,3,5-trans-4,6-Cyclohexanehexol

Dambose

Nucite

Phaseomannite

RN: 87-89-8 MP (°C): 226

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.788E-01 1.403E+02 19 F300 10002
8.267E-01 1.489E+02 20 D041 10002
7.771E-01 1.400E+02 25 MO054 10001
7.771E-01 1.400E+02 ns L335 00002

7.762E-01 1.398E+02 ns R424 00000
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913. C(H,,0,

a-Glucose

a-D-Glucose

D-a-Glucose

Dextrose

RN: 492-62-6 MP (°C): 154.5

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.355E+00 2.441E+02 0 D041 10002
2.019E+00 3.638E+02 10.0 Y020 11212
2.775E+00 5.000E+02 20 F300 10000
2.096E+00 3.775E+02 20.0 Y020 11212
2.501E4+00 4.505E+02 25 D041 10002
2.170E4+00 3.909E+02 30.0 Y020 11212
2.242E+00 4.040E+02 40.0 Y020 11212
2.313E4+00 4.168E+02 50.0 Y020 11212
2.346E+00 4.227E+02 54.7 Y020 11212
1.942E+00 3.498E+02 .0 Y020 11212
914. CH,,0,.H,0

Glucose (monohydrate)

RN: 50-99-7 MP (°C): 83

MW: 198.17 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.449E+00 2.871E+02 10.0 Y020 11212
1.619E4+00 3.209E+02 20.0 Y020 11212
1.781E4+00 3.530E+02 30.0 Y020 11212
1.933E4+00 3.831E+02 40.0 Y020 11212
2.072E+00 4.106E+02 50.0 Y020 11212
1.784E+00 3.536E+02 73.2 Y020 11212
1.274E+00 2.525E+02 .0 Y020 11212
915. CH,,0,

Scyllitol

Scyllit

Quercinitol

Cocositol

RN: 488-59-5 MP (°C): 253

MW: 196.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.149E-02 1.010E+01 18 F300 10002
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916. C;H,;Br

1-Bromohexane

Hexyl bromide

RN: 111-25-1 MP (°C):  -84.7

MW: 165.08 BP (°C): 155.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.560E-04 2.575E-02 25 M342 10112
917. CiH;3N

1-Methylpiperidine

N-Methylpiperidine

RN: 626-67-5 MP (°C): 18

MW: 99.18 BP (°C): 106

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
+1.70E+00 +1.68E+02 ns S460 00000
918. C;H;NO

Caproamide

n-Capronsaeure-amid

Hexanamide

Hexanoic acid, amide

RN: 628-02-4 MP (°C): 99

MW: 115.18 BP (°C): 255

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.610E-01 1.854E+01 6 HO059 00000
2.030E-01 2.338E+01 16 HO059 00000
2.580E-01 2.972E+01 25 HO059 00000
2.750E-01 3.167E+01 29 HO059 00000
3.150E-01 3.628E+01 33 HO059 00000
3.250E-01 3.743E+01 35 HO059 00000
3.390E-01 3.904E+01 37 HO059 00000
3.890E-01 4.480E+01 41 HO059 00000
919. C,H,;NO,

L-Norleucine

Norleucine

a-Aminocaproic acid

RN: 327-57-1 MP (°C):  327dec

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
1.304E-01 1.710E+01 23 K060 12002
1.127E-01 1.478E+01 25 D041 10001
8.700E-02 1.141E+01 25 EO15 12111

1.232E-01 1.616E+01 25 K031 21212
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920. C,H,;NO,

L-Leucine

L(—)-Leucine

Leucine
2-Amino-4-methylpentanoic acid
L-2-Amino-4-methylpentanoic acid
(28)-a-Leucine

RN:  61-90-5 MP (°C):  286-288

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.692E-01 2.220E+01 0 F300 10002
1.740E-01 2.282E+01 15 D349 21122
1.601E-01 2.100E+4+01 20 B032 12212
1.800E-01 2.361E+01 20 D349 21122
1.695E-01 2.224E+01 21 P045 10212
1.772E-01 2.324E401 24.99 C404 21221
1.640E-01 2.151E+01 25 B032 12212
1.712E-01 2.246E+01 25 C018 00000
1.851E-01 2.428E+01 25 Co18 00000
1.700E-04 2.230E-02 25 C405 21222 intrinsic zwit
1.883E-01 2.470E4+01 25 Do16 10002
1.634E-01 2.143E+01 25 D041 10002
1.860E-01 2.440E+01 25 D349 21122
1.807E-01 2.370E+01 25 F300 10002
1.626E-01 2.133E+01 25 G092 21111
1.626E-01 2.133E+01 25 G315 00000
1.647E-01 2.160E+01 25.1 NO024 00000
1.654E-01 2.170E+01 25.1 NO025 00000
1.647E-01 2.160E+01 25.1 NO026 00000
1.612E-01 2.114E+01 25.1 N027 11222
1.765E-01 2.315E+01 27 D036 00000
1.601E-01 2.100E+01 27 D036 00000
1.682E-01 2.206E+01 29.80 B032 12212
1.907E-01 2.502E+01 34.99 C404 21221
2.041E-01 2.677E+01 44.99 C404 21221
2.142E-01 2.810E+01 50 F300 10002
2.805E-01 3.679E+01 75 D041 10002
2.805E-01 3.680E+01 75 F300 10002
2.886E-01 3.786E+01 92 M160 21110
4.071E-01 5.340E+01 100 F300 10002
4.069E-01 5.337E+01 99.99 P349 00000
1.830E-01 2.400E+01 ns D072 00001

921. C(H;NO,
L-allo-Isoleucine

Alloisoleucine

RN: 1509-34-8 MP (°C): >280

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.148E-01 2.818E+01 20 D041 10001
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922. C(H;;NO,

D-Leucine
D-2-Amino-4-methylvaleric acid
D-2-Amino-4-methylpentanoic acid

RN: 328-38-1 MP (°C): >300

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.641E-01 2.153E4+01 25 D041 10002

1.975E-01 2.591E+01 50 D041 10002

923. CH,;NO,

D-Norleucine
D-2-Amino-n-caproic acid
D-2-Aminohexanoic acid

RN: 327-56-0 MP (°C): >300

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.201E-01 1.575E+01 19 D041 10001

924. C(H;NO,

tert-Amyl carbamate
tert-Pentyl carbamate

RN: 590-60-3 MP (°C): 85

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.600E-01 2.099E+01 37 HO006 12211

925. C,H,;NO,

n-Amyl carbamate
n-Pentyl carbamate
O-Pentyl carbamate

RN: 638-42-6 MP (°C):

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

3.400E-02 4.460E+00 37 HO006 12211
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926. C(H,;NO,

Isopentyl urethane

Isoamylurethan

Isoamylurethane

RN: 543-86-2 MP (°C):

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.660E-02 4.801E+00 15.5 F001 10122

927. CH,;NO,

e-Aminocaproic acid

6-Aminocaproic acid

e-Amino-capronsaeure

RN: 60-32-2 MP (°C): 205

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.848E+00 5.048E+02 25 M024 12012

928. C,H,;NO,

pL-Norleucine

DL-2-Amino-n-caproic acid

2-Aminohexanoic acid

DL-2-Aminohexanoic acid

RN: 616-06-8 MP (°C):  >300

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.863E-02 9.003E+00 0 DO18 22212

8.660E-02 1.136E+01 25 Co18 00000

8.767E-02 1.150E+01 25 DO16 10002

8.906E-02 1.168E+01 25 DOI8 22212

8.891E-02 1.166E+4-01 25 D041 10002

8.118E-02 1.065E+01 25 K031 21212

8.660E-02 1.136E+01 25 M024 12012

1.348E-01 1.768E+01 50 D018 22212

2.135E-01 2.800E+01 75 D018 22212

2.134E-01 2.799E+01 75 D041 10002

3.788E-01 4.969E+01 99.99 P349 00000
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929. C(H;NO,
L-Isoleucine
L(+)-Isoleucin
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Isoleucine

RN: 73-32-5 MP (°C): 288

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.844E-01 3.730E+01 15.50 F300 10002
2.533E-01 3.323E+01 20 B032 12212
2.619E-01 3.435E+01 25 B032 12212
3.017E-01 3.957E+01 25 D041 10002
2.458E-01 3.224E+01 25 G433 00000
2.364E-01 3.101E+01 25 0316 10122
2.358E-01 3.093E+01 25 0316 10122
2.714E-01 3.560E+01 27 D036 00000
2.690E-01 3.528E+01 29.80 B032 12212
4.369E-01 5.732E4+01 75 D041 10002
3.801E-01 4.985E+01 84 M160 21110
930. C;H,;NO,

a-Hydroxycaproamide

Hexanamide, 2-hydroxy-

2-Hydroxyhexanamide

RN: 66461-73-2 MP (°C):

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.300E-02 1.089E+01 25 MO008 10002
931. C,H,,NO,

N-Propylurethane

Propylurethan

n-Propyl urethane

RN: 623-85-8 MP (°C):

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.475E-01 9.805E+01 15.5 F001 10122
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932. CH,;NO,

DL-Isoleucine

DL-2-Amino-3-methylpentanoic acid

RN: 443-79-8 MP (°C):

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.311E-01 1.720E+01 0 D018 22212

1.632E-01 2.141E+01 25 D018 22212

1.662E-01 2.180E+01 25 D041 10002

2.235E-01 2.931E+01 50 D018 22212

3.510E-01 4.605E+01 75 DOI8 22212

3.357E-01 4.404E+01 75 D041 10002

5.517E-01 7.237E+01 99.99 P349 00000

933. C(H;NO,

DL-Leucine

DL-2-Amino-4-methylvaleric acid

DL-2-Amino-4-methylpentanoic acid

RN: 328-39-2 MP (°C): 295

MW: 131.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.659E-02 8.735E+00 0 D018 22212

6.022E-02 7.900E+00 0 F300 10001

7.433E-02 9.750E+00 25 CO018 00000

7.517E-02 9.860E+00 25 D016 10002

8.898E-02 1.167E+01 25 DO18 22212

7.481E-02 9.813E+00 25 D041 10002

7.471E-02 9.800E+00 25 F300 10001

1.321E-01 1.733E+01 50 D018 22212

1.060E-01 1.390E+01 50 F300 10002

2.105E-01 2.762E+01 75 D018 22212

1.696E-01 2.225E+01 75 D041 10002

1.700E-01 2.230E+01 75 F300 10002

3.080E-01 4.040E+01 100 F300 10002

3.077E-01 4.036E+01 99.99 P349 00000

7.324E-02 9.607E+00 rt H431 00000 average
934. C,H,,

Hexane

Normal hexane

n-Hexane

Skellysolve B

RN: 110-54-3 MP (°C): 95

MW: 86.18 BP (°C): 65

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.915E-04 1.650E-02 0 P003 22222

1.900E-04 1.637E-02 4.0 NO004 11222

(continued)
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934. C(H,, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.761E-04 1.518E-02 14.0 NO004 11222
1.600E-03 1.379E-01 15.5 F001 10102
6.382E-04 5.500E-02 16 D047 10011
1.427E-04 1.230E-02 25 A058 11112
1.624E-03 1.400E-01 25 A094 10001
1.625E-03 1.400E-01 25 K072 10111
1.857E-03 1.600E-01 25 K112 10211
1.860E-03 1.603E-01 25 K112 10222
1.099E-04 9.470E-03 25 K119 10002
1.427E-04 1.230E-02 25 L002 22222
1.102E-04 9.500E-03 25 MO001 21222
1.102E-04 9.500E-03 25 MO002 21222
1.102E-04 9.500E-03 25 MO040 10011
1.625E-03v 1.400E-01 25 MO87 11211
1.430E-04 1.232E-02 25 M342 10112
1.439E-04 1.240E-02 25 P003 22222
1.624E-03 1.400E-01 25 S012 20221
2.128E-04 1.834E-02 25.0 NOO4 11222
1.099E-04 9.470E-03 25.0 PO51 21122
1.099E-04 9.470E-03 25.00 P0O0O7 21222
1.494E-04 1.288E-02 35.0 NO004 11222
4.623E-02 3.984E+00 38 J020 20210 sic
1.172E-04 1.010E-02 40.1 PO51 21122
1.172E-04 1.010E-02 40.10 P0O0O7 21222
2.578E-04 2.221E-02 45.0 NO004 11222
2.553E-03 2.200E-01 50 L097 11111
2.456E-04 2.116E-02 55.0 NOO4 11222
1.532E-04 1.320E-02 55.7 PO51 21122
1.532E-04 1.320E-02 55.70 P0O0O7 21222
1.775E-04 1.530E-02 69.7 PO51 21122 average of 2
1.764E-04 1.520E-02 69.70 P007 21222
1.787E-04 1.540E-02 69.70 P0O0O7 21222
2.599E-04 2.240E-02 99.1 PO51 21122
2.599E-04 2.240E-02 99.10 P0O0O7 21222
3.388E-04 2.920E-02 114.4 PO51 21122
3.388E-04 2.920E-02 114.40 P0O0O7 21222
4.363E-04 3.760E-02 121.3 PO51 21122
4.363E-04 3.760E-02 121.30 P0O0O7 21222
6.603E-04 5.690E-02 137.3 PO51 21122
6.603E-04 5.690E-02 137.30 P007 21222
1.230E-03 1.060E-01 151.8 PO51 21122
1.230E-03 1.060E-01 151.80 P0O07 21222
1.102E-04 9.500E-03 ns H123 00000
1.392E-03 1.200E-01 ns MO10 00001

1.880E-04 1.620E-02 ns M175 00212
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935. CH,,

2,2-Dimethylbutane

Neohexane

RN: 75-83-2 MP (°C): -100

MW: 86.18 BP (°C): 50

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.572E-04 3.940E-02 0 P003 22222
4.278E-04 3.686E-02 2.34 S461 00000
3.444E-04 2.968E-02 9.99 S461 00000
2.722E-04 2.346E-02 24.99 S461 00000
2.460E-04 2.120E-02 25 K119 10002
2.135E-04 1.840E-02 25 MO001 21222
2.135E-04 1.840E-02 25 MO002 21222
2.762E-04 2.380E-02 25 P003 22222
2.460E-04 2.120E-02 25 PO51 21122
2.460E-04 2.120E-02 25.00 P0O07 21222
6.600E-04 5.687E-02 ns J300 00000
936. C;H,,

2,3-Dimethylbutane

Diisopropyl

1,1,2,2-Tetramethylethane

RN: 79-29-8 MP (°C): -129

MW: 86.18 BP (°C): 58

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.818E-04 3.290E-02 0 P003 22222
2.216E-04 1.910E-02 25 K119 10002
2.611E-04 2.250E-02 25 P003 22222
2.216E-04 1.910E-02 25.0 PO51 21122
2.216E-04 1.910E-02 25.00 PO07 21222
2.228E-04 1.920E-02 40.1 PO51 21122
2.228E-04 1.920E-02 40.10 PO07 21222
2.750E-04 2.370E-02 55.1 PO51 21122
2.750E-04 2.370E-02 55.10 P007 21222
4.653E-04 4.010E-02 99.1 PO51 21122
4.653E-04 4.010E-02 99.10 P007 21222
6.591E-04 5.680E-02 121.3 PO51 21122
6.591E-04 5.680E-02 121.30 P007 21222
1.136E-03 9.790E-02 137.3 PO51 21122
1.136E-03 9.790E-02 137.30 P007 21222
1.984E-03 1.710E-01 149.5 PO51 21122

1.984E-03 1.710E-01 149.50 PO07 21222
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937. CH,,
2-Methylpentane
2-Metylopentan

RN: 107-83-5 MP (°C): -154

MW:  86.18 BP (°C): 62

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.257E-04 1.945E-02 0 P003 22222
5.976E-04 5.150E-02 23 C332 00000
1.508E-04 1.300E-02 25 K119 10002
1.648E-04 1.420E-02 25 L002 22222
1.601E-04 1.380E-02 25 MO001 21222
1.601E-04 1.380E-02 25 MO002 21222
1.822E-04 1.570E-02 25 P003 22222
1.508E-04 1.300E-02 25.0 P0O51 21122
1.508E-04 1.300E-02 25.00 P007 21222
1.601E-04 1.380E-02 40.1 PO51 21122
1.601E-04 1.380E-02 40.10 P0O07 21222
1.822E-04 1.570E-02 55.7 P0O51 21122
1.822E-04 1.570E-02 55.70 P007 21222
3.145E-04 2.710E-02 99.1 PO51 21122
3.145E-04 2.710E-02 99.10 P007 21222
5.210E-04 4.490E-02 118.0 P051 21122
5.210E-04 4.490E-02 118.00 P007 21222
1.007E-03 8.680E-02 137.3 P0O51 21122
1.007E-03 8.680E-02 137.30 P007 21222
1.311E-03 1.130E-01 149.50 P0O0O7 21222
938. C,H,,

3-Methylpentane
3-Metylopentan

RN: 96-14-0 MP (°C): -118

MW: 86.18 BP (°C): 64

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.495E-04 2.150E-02 0 P003 22222

1.520E-04 1.310E-02 25 K119 10002

1.485E-04 1.280E-02 25 MO001 21222

2.077E-04 1.790E-02 25 P003 22222

1.520E-04 1.310E-02 25 PO51 21122

1.520E-04 1.310E-02 25.00 P007 21222

1.485E-04 1.280E-02 ns H123 00000
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939. C(H,,FO,P

Isofluorphate

Diisopropylfluorophosphate

Phosphorofluoridic acid bis(1-methylethyl) ester

Difluorophate

PF-3

T-1703

RN: 55-91-4 MP (°C): 82

MW: 184.15 BP (°C): 183

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.236E-02 1.517E4+01 25 D041 10002

940. C,H,,NO,PS,

Ethoate-methyl

0,0-Dimethyl S-(N-ethylcarbamoylmethyl) dithiophosphate

Fitios

RN: 116-01-8 MP (°C):  66.1

MW: 243.29 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.494E-02 8.500E+00 25 MO61 10001

3.494E-02 8.500E+00 25 Ml61 10001

941. C(H,,N,

trans-2,5-Dimethylpiperazine

trans-2,5-Dimethyl-piperazin

RN: 2815-34-1 MP (°C):

MW: 114.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.065E+00 3.500E+02 20 F300 10001

942. CH,\N,O

Methyl-n-amylnitrosamine

N-Nitroso(methyl)pentylamine

RN: 13256-07-0 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.400E-02 1.094E+01 24 D083 20001
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943. CH,\N,0
Di-n-propylnitrosamine
N-Nitroso-N-propyl-1-propanamine

Handbook of Aqueous Solubility Data

Dipropylnitrosamine

NDPA

DPNA

Nitrosodipropylamine

RN: 621-64-7 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.600E-02 9.895E+00 24 D083 20001

944. CH,,N,O

Ethyl-n-butylnitrosamine

Nitroso-N-ethyl-n-butylamine

N-Nitroso-N-butylethylamine

N-Nitroso(ethyl)-n-butylamine

NEBA

Butanamine, N-ethyl-N-nitroso-

RN: 4549-44-4 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.200E-02 1.198E+01 24 D083 20001

945. CH,,N,O

Di-isopropylnitrosamine

2-Propanamine, N-(1-methylethyl)-N-nitroso-

N-Nitrosodiisopropylamine

NdiPA

RN: 601-77-4 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.000E-01 1.302E401 24 D083 20001

946. CH,,N, 0,

L(+)-Lysine

L(+)-Lysin

Lysine

RN: 56-87-1 MP (°C): 224

MW: 146.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.995E+00 5.840E+02 27 D036 00000
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947. CH,,N,O,

DL-Arginine

(¥)-Arginine

RN: 7200-25-1 MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.382E+4+00 2.407E+02 20 J303 00000

1.978E+00 3.445E+02 40 J303 00000

2.781E400 4.844E+02 50 J303 00000

3.851E+00 6.709E+02 60 J303 00000

948. CiH,,N,O,

L-Arginine

L(+)-Arginin

Arginine

RN: 74-79-3 MP (°C): 244

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.559E-01 1.143E4+02 10 H062 12200 EFG
8.588E-01 1.496E+02 20 B032 12212

7.487E-01 1.304E+402 21 D041 10001

8.037E-01 1.400E+02 21 F300 10000 average
1.044E+400 1.818E+02 25 B032 12212

9.230E-01 1.608E+02 25 G315 00000

3.060E+00 5.330E+02 27 D036 00000

1.241E400 2.162E+02 29.80 B032 12212

1.111E4+00 1.935E+02 30 HO062 12200 EFG
1.771E4+00 3.084E+02 50 HO062 12200 EFG
949. CH,,0

3-Methyl-3-pentanol

Diethylmethylcarbinol

RN: 77-74-7 MP (°C): 24

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.286E-01 4.379E+01 9.8 $307 11022

3.346E-01 3.419E+01 19.5 S307 11022

4.500E-01 4.598E+01 20 G005 12112

3.999E-01 4.086E+01 25 G005 12112

3.264E-01 3.335E+01 29.8 S307 11022

3.592E-01 3.670E+01 30 G005 12112

2.647E-01 2.705E+01 39.8 S307 11022

2.331E-01 2.382E+01 49.7 S307 11022

1.938E-01 1.980E+01 59.5 S307 11022

1.834E-01 1.874E+01 70.1 S307 11022

1.787E-01 1.826E+01 80.1 S307 11022

1.617E-01 1.652E+01 90.4 S307 11022
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950. CH,,O

Dipropyl ether

Propyl ether

Dipropylaether

Dipropylether

RN: 111-43-3 MP (°C):  -123

MW: 102.18 BP (°C): 89

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.644E-02 5.767E+00 0 B002 21122
3.996E-02 4.083E+00 10 B002 21122
3.705E-02 3.786E+00 15 B002 21122
2.927E-02 2.991E+00 20 B002 21122
2.936E-02 3.000E+00 20 F300 10000
6.700E-02 6.846E+400 20 S006 10001
2.441E-02 2.494E+00 25 B002 21122
1.070E-01 1.093E+01 37 E028 10112
951. C(H,,0

tert-Amyl methyl ether

Methyl fert-amyl ether

RN: 994-05-8 MP (°C):

MW: 102.18 BP (°C): 85

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.208E-01 1.235E+01 20 E019 10112
952. CH,,O

Propyl isopropyl ether

Propyl-isopropyl-aether

RN: 627-08-7 MP (°C): <25

MW: 102.18 BP (°C): 83

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.285E-02 7.444E+00 10 B002 21122
7.242E-02 7.400E+400 10 F300 10001
5.837E-02 5.964E+00 15 B002 21122
5.872E-02 6.000E+00 15 F300 10001
4.966E-02 5.074E+400 20 B002 21122
4.578E-02 4.678E+00 25 B002 21122
4.600E-02 4.700E+00 25 F300 10001
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953. C;H,,0

Isohexyl alcohol

4-Methyl-1-pentanol

RN: 626-89-1 MP (°C): <25

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.020E-01 1.042E+01 20 H330 00000
954. C,H,,O0

4-Methyl-2-pentanol

i-Butylmethylcarbinol

Methyl amyl alcohol

RN: 108-11-2 MP (°C): -90

MW: 102.18 BP (°C): 130

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.684E-01 2.743E+01 0 S307 11022
2.004E-01 2.047E+01 9.7 S307 11022
1.664E-01 1.701E+401 20 D052 11002
1.721E-01 1.759E+01 20 G005 12112
1.570E-01 1.604E+01 20.0 S307 11022
1.636E-01 1.672E+01 25 C093 21111
1.579E-01 1.614E+01 25 G005 12112
1.465E-01 1.497E+01 30 G005 12112
1.475E-01 1.507E+01 30.0 S307 11022
1.246E-01 1.274E+01 40.3 S307 11022
1.151E-01 1.176E+01 50.0 S307 11022
1.074E-01 1.098E+01 60.1 S307 11022
1.094E-01 1.117E+01 70.2 S307 11022
1.199E-01 1.225E+401 80.2 S307 11022
1.132E-01 1.156E+01 90.2 S307 11022
955. C¢H,,O

2,2-Dimethyl-3-butanol

-Butylmethylcarbinol

RN: 464-07-3 MP (°C):

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.517E-01 2.572E+01 20 G005 12112
2.322E-01 2.372E+01 25 G005 12112
2.163E-01 2.210E+01 30 G005 12112
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956. CH,,O0
1-Hexanol
n-Hexanol
Amyl carbinol
Caproic alcohol
n-Hexyl alcohol

RN: 111-27-3 MP (°C):

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.173E-01 2.220E+01 0 C423 00000
7.864E-02 8.035E+00 0 E029 12011
9.344E-02 9.548E+00 0 S307 11022
1.732E-01 1.770E+01 4 C423 00000
7.706E-02 7.873E+00 5.54 H110 22222
7.487E-02 7.650E+00 6.84 H110 22222
7.213E-02 7.370E+00 8.64 H110 22222
1.223E-01 1.250E+01 10 C423 00000
6.803E-02 6.951E+00 10 E029 12011
7.372E-02 7.533E4+00 10.2 S307 11022
6.906E-02 7.057E+00 11.04 H110 22222
6.671E-02 6.816E+00 12.94 H110 22222
6.506E-02 6.648E+00 14.64 H110 22222
6.287E-02 6.424E+00 17.04 H110 22222
6.861E-02 7.011E4+00 20 AO015 12112
6.224E-02 6.359E+00 20 E029 12011
6.070E-02 6.202E+00 20 H330 00000
4.869E-02 4.975E+00 20 L049 11210
5.150E-02 5.262E+00 20 P073 10012
6.475E-02 6.616E+00 20.0 S307 11022
5.991E-02 6.121E4+00 20.74 H110 22222
5.854E-02 5.981E+00 22.94 H110 22222
6.250E-02 6.386E+00 24 H345 00000
6.069E-02 6.201E+00 25 B038 12112
5.644E-02 5.767E+00 25 B060 20111
5.837E-02 5.964E+00 25 C093 21111
7.047E-02 7.200E+00 25 C435 00000
1.000E+00 1.022E+02 25 F044 10000 EFG
8.000E-02 8.174E+00 25 G075 10100
5.900E-02 6.028E+00 25 K025 22112
8.922E-02 9.116E+00 25 M323 22112
5.711E-02 5.835E+00 25.04 H110 22222
5.640E-02 5.762E+00 26.94 H110 22222
5.579E-02 5.701E+00 28.94 H110 22222
5.431E-02 5.549E+00 29.7 S307 11022
6.320E-02 6.458E+00 30 C091 12111
5.740E-02 5.865E+00 30 E029 12011
5.517E-02 5.637E+00 30.94 H110 22222
5.440E-02 5.558E+00 33.04 H110 22222
5.005E-02 5.114E+00 39.8 S307 11022
5.257E-02 5.371E4+00 40 E029 12011

(continued)
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956. C{H,,O (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.869E-02 4.975E+00 50 E029 12011
4.840E-02 4.945E+00 50.0 S307 11022
5.063E-02 5.173E400 60 E029 12011
5.043E-02 5.153E4+00 60.0 S307 11022
5.450E-02 5.569E+00 70 E029 12011
5.540E-02 5.661E+00 70 F001 10102
5.615E-02 5.737TE+00 70.3 S307 11022
5.934E-02 6.063E+00 80 E029 12011
6.080E-02 6.212E+00 80 F001 10102
6.079E-02 6.211E4+00 80.3 S307 11022
6.707E-02 6.853E+00 90 E029 12011
6.660E-02 6.805E4+00 90 F001 10102
6.204E-02 6.340E+00 90.3 S307 11022
7.767E-02 7.937E+00 100 E029 12011
7.690E-02 7.857TE+00 100 F001 10102
8.826E-02 9.018E+00 110 E029 12011
8.720E-02 8.910E+00 110 F001 10102
1.007E-01 1.029E+01 120 E029 12012
1.151E-01 1.176E+01 130 E029 12012
1.323E-01 1.351E+01 140 E029 12012
1.570E-01 1.604E+01 150 E029 12012
1.966E-01 2.009E+01 160 E029 12012
2.573E-01 2.629E+01 170 E029 12012
3.410E-01 3.484E+01 180 E029 12012
4.545E-01 4.644E+01 190 E029 12012
6.188E-01 6.323E+01 200 E029 12012
8.654E-01 8.842E+01 210 E029 12012
1.372E+00 1.402E+02 220 E029 12012
6.114E-02 6.247E+00 ns L003 00212
957. CH,,O

2-Hexanol

n-Butylmethylcarbinol

1-Methyl pentanol

RN: 626-93-7 MP (°C): <25

MW: 102.18 BP (°C): 136

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.975E-01 2.018E+01 0 S307 11022
1.617E-01 1.652E+01 10.1 S307 11022
1.246E-01 1.274E+01 19.8 S307 11022
1.456E-01 1.488E+01 20 G005 12112
1.690E-01 1.727E+01 20 H330 00000
1.323E-01 1.351E+401 25 G005 12112
1.141E-01 1.166E+01 29.9 S307 11022
1.237E-01 1.264E+01 30 G005 12112
1.055E-01 1.078E+01 40.0 S307 11022
9.306E-02 9.509E+00 50.0 S307 11022

(continued)
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957. C¢H,,0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.826E-02 9.018E+00 60.2 S307 11022

9.498E-02 9.705E4+00 70.0 S307 11022

1.094E-01 1.117E+01 80.1 S307 11022

9.114E-02 9.312E4+00 90.2 S307 11022

958. C,H,,O

2,2-Dimethyl-1-butanol
t-Pentylcarbinol
RN: 1185-33-7 MP (°C):  -35

MW: 102.18 BP (°C): 136

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
7.960E-02 8.133E+00 20 G005 12111

7.382E-02 7.543E+00 25 G005 12111

6.900E-02 7.050E+00 30 G005 12111

959. CH,,0

2,3-Dimethyl-1-butanol
Dimethyl-i-propylcarbinol
Dimethyl-isopropylcarbinol

RN: 594-60-5 MP (°C): -14

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.349E-01 4.443E+01 20 G005 12112

3.927E-01 4.012E+01 25 G005 12112

3.547E-01 3.624E+01 30 G005 12112

960. C,H,,0

Isopropyl ether

Diisopropyl ether

RN: 108-20-3 MP (°C): -60

MW: 102.18 BP (°C): 68.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.351E-01 1.381E+01 24.6 H121 20001

8.730E-02 8.920E+00 25 F048 20000

7.920E-02 8.092E+00 37 E028 10112
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961. C,H,,0

2-Ethyl-1-butanol

2-Ethylbutanol

RN: 97-95-0 MP (°C):  -15

MW: 102.18 BP (°C): 146

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.127E-02 6.261E+00 20 D052 11001

3.899E-02 3.984E+00 25 C093 21110

962. C,H,,0

3-Methyl-2-pentanol

3-Methyl-2-pentyl alcohol

RN: 565-60-6 MP (°C): <25

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.004E-01 2.047E+01 20 G005 12112

1.863E-01 1.903E+01 25 G005 12112

1.721E-01 1.759E+01 30 G005 12112

963. CH,,O0

2-Ethyl-4-butanol

3-Methylpentanol

RN: 105-30-6 MP (°C): <25

MW: 102.18 BP (°C): 148

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.257E-01 1.284E+01 0 S307 11022

1.004E-01 1.025E+01 10.0 S307 11022

8.518E-02 8.704E+00 19.6 S307 11022

5.837E-02 5.964E+00 25 C093 21111

7.681E-02 7.848E+400 30.8 S307 11022

7.498E-02 7.661E+00 40.3 S307 11022

7.295E-02 7.454E+00 50.0 S307 11022

7.363E-02 7.523E+00 60.3 S307 11022

7.478E-02 7.641E+00 70.1 S307 11022

8.133E-02 8.310E+00 80.3 S307 11022

8.931E-02 9.126E4+00 90.7 S307 11022
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964. C,H,,0

2-Methyl-2-pentanol
Dimethyl-n-propylcarbinol
1,1-Dimethyl-1-butanol
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RN: 590-36-3 MP (°C): -107

MW: 102.18 BP (°C): 122

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.428E-01 3.503E+01 20 G005 12112
3.640E-01 3.719E+01 20 H330 00000
3.071E-01 3.138E+01 25 G005 12112
2.814E-01 2.875E+01 30 G005 12112
965. CH,,O0

2-Methyl-3-pentanol

i-Propylethylcarbinol

RN: 565-67-3 MP (°C): <25

MW: 102.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.144E-01 2.191E+01 20 G005 12002
1.928E-01 1.970E+01 25 G005 12112
1.749E-01 1.787E+01 30 G005 12112
966. CH,,O0

3-Hexanol

n-Propylethylcarbinol

tert-Hexyl alcohol

RN: 623-37-0 MP (°C): <25

MW: 102.18 BP (°C): 134.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.619E-01 2.676E+01 0 S307 11022
1.881E-01 1.922E+01 10.1 S307 11022
3.062E-01 3.129E+01 20 A015 12112
1.683E-01 1.720E+01 20 G005 12112
1.608E-01 1.643E+01 20.0 S307 11022
1.551E-01 1.584E+01 25 G005 12112
1.437E-01 1.468E+01 30 G005 12112
1.342E-01 1.371E+01 30.0 S307 11022
1.189E-01 1.215E+01 39.8 S307 11022
1.065E-01 1.088E+01 50.0 S307 11022
9.882E-02 1.010E+01 60.1 S307 11022
9.882E-02 1.010E+01 70.2 S307 11022
1.036E-01 1.059E+01 80.2 S307 11022
1.065E-01 1.088E+01 90.3 S307 11022
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967. CH,,0

3-Methyl-1-pentanol

3-Methylpentanol

2-Ethyl-4-butanol

RN: 589-35-5 MP (°C):

MW: 102.18 BP (°C): 151

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.190E-02 4.282E+00 25 B060 20111

968. CH,,0,

Acetal

Acetaldehyd-diaethylacetal

Acetaldehyde diethyl acetal

RN: 105-57-7 MP (°C):

MW: 118.18 BP (°C): 102.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.723E-01 4.400E+01 25 F300 10001

969. CH,,0,

Diethyl cellosolve

Ethylene glycol diethyl ether

1,2-Diethoxyethane

3,6-Dioxaoctane

Ethyl glyme

Diethoxyethane

RN: 629-14-1 MP (°C):

MW: 118.18 BP (°C): 119

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.273E-01 2.686E+01 20 D052 11002

1.469E+00 1.736E+02 20 MO062 10002

970. C,H,,0;

Carbitol

2-(2-Ethoxyethoxy)ethanol

RN: 111-90-0 MP (°C):

MW: 134.18 BP (°C): 196.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.610E4+00 4.843E+02 4.50 C022 12002
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971. C;H,, O,
D-Mannitol
1,2,3,4,5,6-Hexanehexol
Cordycepic acid
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Diosmol

D-Mannite

Manna sugar

RN: 69-65-8 MP (°C): 167-170

MW: 182.17 BP (°C): 295

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.148E+00 2.092E+02 ns R427 00000

972. C,H,,0,

Galactitol

Dulcit

Dulcitol

RN: 608-66-2 MP (°C): 189.5

MW: 182.17 BP (°C): 277.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.599E-01 2.913E+01 14 D041 10001

1.702E-01 3.100E+01 15 F300 10001

2.086E+00 3.800E+02 100 F300 10001

973. C(H,,O4

Sorbitol

D-Sorbitol

RN: 50-70-4 MP (°C): 110

MW: 182.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.522E+00 6.416E+02 10 MO043 10002

3.785E+00 6.894E+02 20 M043 10002

4.025E+00 7.333E4+02 30 M043 10002

4.283E+00 7.802E+02 40 MO043 10002

974. CH,,04

Mannitol

D-Mannit

D-Mannitol

RN: 87-78-5 MP (°C): 167

MW: 182.17 BP (°C): 292

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.081E-01 9.256E+01 0 073 12212

5.171E-01 9.420E+01 0 M043 10002

(continued)
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974. C(H,,0; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.614E-01 1.205E+02 10 MO043 10002
7.734E-01 1.409E+402 15 C073 12212
7.740E-01 1.410E+02 15 F300 10002
7.408E-01 1.349E+02 18 D041 10002
7.936E-01 1.446E+02 19 NO51 10222
8.609E-01 1.568E+02 20 MO043 10002
7.571E-01 1.379E+02 21.6 Y412 00000
9.762E-01 1.778E+02 25 B106 12222
9.732E-01 1.773E+02 25 B106 12222
9.739E-01 1.774E+02 25 B106 12222
9.639E-01 1.756E+02 25 C073 12212
8.255E-01 1.504E+02 25 HO087 10212
8.373E-01 1.525E+02 26.8 Y412 00000
1.000E+00 1.822E+02 30 DO11 10101
1.105E+400 2.013E+02 30 MO043 10002
9.149E-01 1.667E+02 30.8 Y412 00000
1.254E4+00 2.284E+02 35 C073 12212
9.899E-01 1.803E+02 35.6 Y412 00000
1.062E+00 1.935E+02 38.1 Y412 00000
1.411E400 2.571E4+02 40 M043 10002
1.133E400 2.063E+02 41.8 Y412 00000
1.760E+00 3.207E+402 50 C073 12212
1.827E+00 3.329E+02 51.50 B106 12222
2.083E+00 3.794E+02 60 C073 12212
2.104E+00 3.833E+02 60 F300 10002
2.150E+00 3.917E+02 60 MO043 10002
2.416E4+00 4.401E+02 67.40 B106 12222
2.504E+00 4.562E+02 70.50 B106 12222
2.936E+00 5.349E+02 80 MO043 10002
3.015E+00 5.493E+02 82.90 B106 12222
3.253E+00 5.927E+4+02 88.10 B106 12222
3.299E+00 6.010E+02 90.10 B106 12222
3.590E+00 6.540E+02 98 B106 12222
3.628E+00 6.610E+02 99.30 B106 12222
3.641E+400 6.633E+02 100 M043 10002
8.757E-01 1.595E+402 It D021 00112
975. C(H 5N

Triethylamine

Triaethylamin

RN: 121-44-8 MP (°C): 115

MW: 101.19 BP (°C): 89

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.778E+00 1.799E+02 17.48 K142 10002
2.754E+00 2.787E+02 17.59 K142 10002
2.754E4+00 2.787E+02 17.64 K142 10002

(continued)
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975. C¢H 5N (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.156E+400 1.170E+02 17.82 K142 10002
1.156E+00 1.170E+02 17.85 K142 10002
2.791E+00 2.824E+02 18 C088 22221
3.434E400 3.475E+02 18.11 K142 10002
3.434E+00 3.475E+02 18.12 K142 10002
4.014E+00 4.062E+02 19.12 K142 10002
4.014E+00 4.062E+02 19.13 K142 10002
8.951E-01 9.058E+01 19.38 K142 10002
8.951E-01 9.058E+01 19.43 K142 10002
1.403E+400 1.420E+02 20 F300 10002
6.780E-01 6.861E+01 25.04 Vo013 22222
1.976E-01 2.000E+01 65 F300 10001
976. C.H,sN

N-Ethyl-sec-butylamine
sec-Butylethylamine

2-Butanamine, N-ethyl-
2-(Ethylamino)butane

RN: 21035-44-9 MP (°C):

MW: 101.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.155E-01 8.253E+01 25 D332 00000

6.099E-01 6.172E4+01 30 D332 00000

4.202E-01 4.252E401 40 D332 00000

977. CH 5N

N-Ethyl-n-butylamine

Ethylbutylamine

N-Ethylbutan-1-amine

N-Ethylbutylamine

RN: 13360-63-9 MP (°C): 78

MW: 101.19 BP (°C): 108

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.003E+00 1.015E+02 10 D332 00000

5.310E-01 5.373E+01 20 D332 00000

3.793E-01 3.838E+01 30 D332 00000

2.859E-01 2.893E+01 40 D332 00000
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978. CH,sN

n-Dipropylamine

Dipropylamine

RN: 142-84-7 MP (°C): 63

MW: 101.19 BP (°C): 110

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.470E-01 5.536E+01 12.2 HO38 12112

2.794E-01 2.828E+01 36.1 HO038 12112

2.335E-01 2.363E+01 44.1 HO038 12112

1.900E-01 1.922E+01 52.6 HO38 12112

979. C¢H,;0,PS,

Thiometon

0,0-Dimethyl S-(2-ethylmercaptoethyl) dithiophosphate

RN: 640-15-3 MP (°C):

MW: 246.35 BP (°C): 104

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.118E-04 2.000E-01 20 MO61 10002

8.118E-04 2.000E-01 25 Mi61 10002

980. C;H,;0,PS,

Thiolo-methylmercaptophos

Thiolo-methyl demeton

RN: MP (°C):

MW: 230.29 BP (°C): 89

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
1.433E-02 3.300E+00 20 MO061 10002

981. C,H,;0,PS,

Thiono-methylmercaptophos

Thiono-methyl demeton

RN: MP (°C):

MW: 230.29 BP (°C): 74

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.433E-03 3.300E-01 20 MO61 10002
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982. CiH,;O,P

Triethyl phosphate

Ethyl phosphate

Phosphoric acid, triethyl ester

TEP

RN: 78-40-0 MP (°C): -56.4

MW: 182.16 BP (°C): 215

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.815E+00 5.128E+02 4.50 C022 12002

2.745E+00 5.000E+02 25 F300 10001

+2.69E+00 +4.90E+02 ns 5460 00000

983. C,H,,FN,OP

Mipafox

N,N"-Diisopropylphosphorodiamidic fluoride

RN: 371-86-8 MP (°C): 65

MW: 182.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.066E-01 7.407E+01 ns MO61 00000

984. C.H (N,

1,6-Hexanediamine

Hexamethylenediamine

RN: 124-09-4 MP (°C): 42

MW: 116.21 BP (°C): 205

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.123E-+00 7.115E+02 4.50 022 12002

985. C(H;N;0,,S

Glycine sulfate
Triglycine sulfate

RN:  513-29-1 MP (°C):
MW:  323.28 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.314E-01 1.071E+02 0 MO043 10001

5.155E-01 1.667E+02 10 MO043 10001

6.576E-01 2.126E+02 20 MO043 10001

8.188E-01 2.647E+02 30 MO043 10001

9.600E-01 3.103E+02 40 MO043 10001

1.326E+400 4.286E+02 60 M043 10001
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986. C;H 4N,

Triethylenetetramine

N,N’-bis(2-Aminoethyl)-ethylenediamine

1,8-Diamino-3,6-diazaoctane

1,4,7,10-Tetraazadecane

3,6-Diazaoctane-1,8-diamine

Trientine

RN: 112-24-3 MP (°C): 12

MW: 146.24 BP (°C): 266

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.655E-+00 8.269E+02 4.50 022 12002

987. CBr,

Hexabromobenzene

RN: 87-82-1 MP (°C): 327

MW: 551.52 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.558E-11 4.720E-08 10 K440 00000

1.994E-10 1.100E-07 25 K440 00000

4.207E-10 2.320E-07 35 K440 00000

988. C,Cl1,0,

Chloranil

Tetrachloro-p-benzoquinone

2,3,5,6-Tetrachloro-p-benzoquinone

2,3,5,6-Tetrachloro-2,5-cyclohexadiene-1,4-dione

Vulklor

Coversan

RN: 118-75-2 MP (°C): 290

MW: 245.88 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.017E-03 2.500E-01 It MI61 00002




338

989. C,CINO,
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Quintozene

Pentachloronitrobenzene

Avical

Eorthcicle

Quintobenzene

RN: 82-68-8 MP (°C): >139

MW: 295.34 BP (°C): 328

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.500E-06 4.430E-04 20 E308 12211
1.862E-06 5.500E-04 22 K137 11210
1.490E-06 4.400E-04 22.5 G301 00000
990. C,Cl,

Hexachlorobenzene

Benzene hexachloride

HCB

Hexa-chlorobenzene

RN: 118-74-1 MP (°C): 228

MW: 284.78 BP (°C): 324.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.259E-07 3.585E-05 20 B179 00000
1.721E-08 4.900E-06 20 Cl113 10111
2.598E-08 7.400E-06 20 H300 11221
1.896E-08 5.400E-06 20 H300 11221
2.042E-08 5.815E-06 20 K337 10002
1.380E-08 3.931E-06 22 K305 10112
1.756E-08 5.000E-06 22.5 G301 00000
1.700E-08 4.841E-06 25 B317 00000
1.650E-08 4.699E-06 25 M342 10112
2.107E-08 6.000E-06 26.70 L095 22112
<3.51E-06 <1.00E-03 30 M311 11220
7.023E-08 2.000E-05 ns L072 00001
2.107E-08 6.000E-06 ns L311 00001
1.650E-07 4.699E-05 ns M308 00112
2.458E-05 7.000E-03 rt HO053 02220 Y isomer
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991. C/F,

Hexafluorobenzene

Perfluorobenzene

RN: 392-56-3 MP (°C): 39C

MW: 186.06 BP (°C): 81 C at 743 mm Hg

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.186E-03 7.788E-01 8.30 F418 00000

3.598E-03 6.694E-01 18.20 F418 00000

3.315E-03 6.167E-01 27.81 F418 00000

3.198E-03 5.950E-01 37.66 F418 00000

3.148E-03 5.857E-01 47.35 F418 00000

3.209E-03 5.971E-01 56.61 F418 00000

3.420E-03 6.363E-01 66.60 F418 00000

992. C,H;Br,NO

Bromoxynil

3,5-Dibromo-4-hydroxybenzonitrile

4-Cyano-2,6-dibromophenol

RN: 1689-84-5 MP (°C): 190

MW: 276.93 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.694E-04 1.300E-01 25 Mi61 10002

4.694E-04 1.300E-01 ns MO061 00002

993. C,H;Br;0,

2.4,6-Tribromobenzoic acid

2.,4,6-Tribrom-benzoesaeure

RN: 633-12-5 MP (°C):

MW: 358.83 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.754E-03 3.500E+00 15 F300 10001

1.533E-02 5.500E+00 100 F300 10001
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994. C,H,CI,N
Dichlobenil
2,6-Dichlorobenzonitrile

Benzonitrile, 2,6-dichloro-
RN: 1194-65-6 MP (°C): 145

MW: 172.01 BP (°C): 270

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.046E-04 1.800E-02 20 B185 00000

1.046E-04 1.800E-02 20 B200 10011

1.046E-04 1.800E-02 20 G319 00000

1.046E-04 1.800E-02 20 Mi61 10001

1.163E-04 2.000E-02 25 B185 00000

5.813E-05 1.000E-02 25 MO61 10001

1.046E-04 1.800E-02 ns V303 00001

995, C,H,Cl,0,

2,3,6-Trichlorobenzoic acid

2,3,6-TBA

RN: 50-31-7 MP (°C): 125

MW: 225.46 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
3.726E-02 8.400E+00 20 B200 10001

3.415E-02 7.700E+00 22 M6l 10001

996. C,H;Cl,O

Pentachlorbenzyl alcohol

Blastin

PCBA

RN: 16022-69-8 MP (°C):

MW: 280.37 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.134E-07 2.000E-04 25 MO61 00000

997. C,H;I,NO

Toxynil

4-Cyano-2,6-diiodophenol
4-Hydroxy-3,5-diiodobenzonitrile
RN: 1689-83-4 MP (°C): 212

MW: 370.92 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.348E-04 5.000E-02 20 F311 12221

3.505E-04 1.300E-01 25 B200 10002

1.348E-04 5.000E-02 25 MIl61 10001
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998. C,;H;N;04

2.,4,6-Trinitrobenzoic acid

2.,4,6-Trinitrobenzoesaeure

Acide 2.4,6-trinitrobenzoique

RN: 129-66-8 MP (°C): 228.7

MW: 257.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.817E-02 2.010E+01 23 F300 10002

7.824E-02 2.012E+01 23.5 D067 12002

1.560E-01 4.012E401 50 D067 12002

1.560E-01 4.010E4+01 50 F300 10002

999. C;H,BrN

4-Bromobenzonitrile

p-Bromobenzonitrile

4-Bromobenzoic acid nitrile

RN: 623-00-7 MP (°C): 111C

MW: 182.03 BP (°C): 236 C

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.635E-04 1.572E-01 22 J420 00000 pH 6.5
1000. C,H,BrNO,

3-Bromo-2-nitrobenzoic acid

Benzoic acid, 3-bromo-2-nitro-

RN: 116529-61-4  MP (°C):

MW: 246.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.012E-02 7.410E4+00 25 HO089 12002

1.341E-03 3.300E-01 25 HO089 12001

1001. C,H,BrNS

4-Bromophenyl isothiocyanate

1-Bromo-4-isothiocyanato-benzene

RN: 1985-12-2 MP (°C): 60.5

MW: 214.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.400E-05 1.156E-02 25 D019 11111
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1002. C;H,BrNS

3-Bromophenyl isothiocyanate
1-Bromo-3-isothiocyanato-benzene
RN: 2131-59-1 MP (°C):

MW: 214.09 BP (°C): 256.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.140E-04 2.441E-02 25 D019 11112

8.200E-05 1.756E-02 25 K032 22011

1003. C;H,CINO,

3-Chloro-2-nitrobenzoic acid
2-Nitro-3-chlorobenzoic acid
RN: 4771-47-5 MP (°C):

MW: 201.57 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.332E-03 4.700E-01 25 HO089 12001

1004. C,H,CINO,

4-Chloro-3-nitrobenzoic acid
3-Nitro-4-chlorobenzoic acid

RN: 96-99-1 MP (°C): 181

MW: 201.57 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.700E-03 3.427E-01 ns C014 00011

1005. C,H,CINO,

5-Chloro-2-nitrobenzoic acid
2-Nitro-5-chlorobenzoic acid
RN: 2516-95-2 MP (°C):

MW:  201.57 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.797E-02 9.670E+00 25 HO089 12002
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1006. C,H,CINS

3-Chlorophenyl isothiocyanate

1-Chloro-3-isothiocyanato-benzene

RN: 2392-68-9 MP (°C):

MW: 169.63 BP (°C): 249.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.000E-04 3.393E-02 25 D019 11110

1.120E-04 1.900E-02 25 K032 22012

1007. C;H,C1,0,

3,5-Dichlorobenzoic acid

Benzoic acid, 3,5-dichloro-

RN: 51-36-5 MP (°C): 186

MW: 191.01 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
7.700E-04 1.471E-01 ns Co14 00011

1008. C;H,Cl,0,

2,6-Dichlorobenzoic acid

2,6-Dichlor-benzoesaeure

RN: 50-30-6 MP (°C):

MW: 191.01 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
7.400E-02 1.414E401 ns Co14 00011

1009. C;H,(C1,0,

2.,4-Dichlorobenzoic acid

2.,4-Dichlor-benzoesaeure

RN: 50-84-0 MP (°C):

MW: 191.01 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
2.500E-03 4.775E-01 ns Co14 02011

1010. C,H,CL,0,

3,4-Dichlorobenzoic acid

Benzoic acid, 3,4-dichloro-

RN: 51-44-5 MP (°C): 208

MW: 191.01 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.200E-04 6.112E-02 ns co14 00011
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1011. C,H,CL,NO,

Triclopyr
Garlon

(3,5,6-Trichloro-2-pyridinyl)oxyacetic acid
Crossbow turflon
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RN: 55335-06-3 MP (°C): 149

MW: 256.47 BP (°C): 290

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.677E-03 4.300E-01 ns K138 00001

1012. C;H,C1,0

2.4,5,6-Tetrachloro-3-methyl-phenol

m-Cresol, 2,4,5,6-tetrachloro-

Phenol, 2,3,4,6-tetrachloro-5-methyl-

RN: 10460-33-0 MP (°C):

MW: 245.92 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.500E-05 6.148E-03 25 B316 00000

1013. C;H,C1,0

2,3,4,5-Tetrachloroanisole

Benzene, 1,2,3,4-tetrachloro-5-methoxy-

Anisole, 2,3,4,5-tetrachloro-

RN: 938-86-3 MP (°C): 88

MW: 245.92 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.490E-06 1.350E-03 25 1348 12212

1014. C,H,INS

4-lodophenyl isothiocyanate

4-lodophenylisothiocyanate

RN: 2059-76-9 MP (°C):

MW: 261.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.000E-05 2.350E-02 25 D019 11111
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1015. C,H,INS

3-lIodophenyl isothiocyanate

m-lodophenyl isothiocyanate

RN: 3125-73-3 MP (°C):

MW: 261.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.100E-05 5.483E-03 25 K032 22010

1016. C;H,1,0,

3,5-Diiodosalicylic acid

2-Hydroxy-3,5-diiod-benzoesaeure

RN: 133-91-5 MP (°C): 2355

MW: 389.92 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.274E-04 1.666E-01 10 072 12112

1.795E-03 7.000E-01 15 F300 10001

4.931E-04 1.923E-01 25 C072 12112

3.847E-03 1.500E+00 h F300 10001

1017. C,;H,N,0,S

3-Nitrophenyl isothiocyanate

m-Nitrophenylisothiocyanate

RN: 3529-82-6 MP (°C):

MW: 180.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.800E-04 5.045E-02 25 K032 22012

1018. C;H,N,O,

2.,4-Dinitrobenzoic acid

2.,4-Dinitrobenzoesaeure

RN: 610-30-0 MP (°C):

MW: 212.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.580E-02 1.820E+01 25 F300 10002

4.900E-02 1.039E+01 ns C014 00011
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1019. C;H,N,O4
2,6-Dinitrobenzoic acid
2,6-Dinitrobenzoesacure

RN: 603-12-3 MP (°C):

MW: 212.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.600E-02 1.612E+01 ns Co14 02011

1020. C,H,N,O,

3,4-Dinitrobenzoic acid
3,4-Dinitrobenzoesaeure

RN: 528-45-0 MP (°C): 166

MW: 212.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.159E-02 6.700E+00 25 F300 10001

1021. C;H,N,Oq

3,5-Dinitrobenzoic acid
3,5-Dinitrobenzoesaeure

RN: 99-34-3 MP (°C): 205

MW: 212.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.350E-03 1.347E4+00 25 K040 10212

2.923E-03 6.200E-01 25 P037 20111

1022. C,H,N,O,

2,3,5,6-Tetranitroanisol

RN: MP (°C):

MW: 288.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
6.941E-04 2.000E-01 50 F300 10000

4.165E-03 1.200E+00 100 F300 10001

1023. C;H,0O4

Chelidonic acid

Chelidonsaeure

RN: 99-32-1 MP (°C):

MW: 184.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
7.767E-02 1.430E+01 25 F300 10002

2.064E-01 3.800E+01 100 F300 10001




Solubility Data 347
1024. C,H,0,

Meconic acid

Mekonsaeure

RN: 497-59-6 MP (°C):

MW: 200.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.198E-02 8.400E+00 25 F300 10001

1.034E+00 2.070E+02 100 F300 10002

1025. C;H BrO,

p-Bromobenzoic acid

4-Bromobenzoic acid

RN: 586-76-5 MP (°C): 252.0

MW: 201.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.786E-04 5.600E-02 22.5 G301 00000

2.985E-04 6.000E-02 ns B150 00221

2.885E-04 5.800E-02 ns B150 00221

2.800E-04 5.629E-02 ns Co14 00011

1026. C,H,BrO,

m-Bromobenzoic acid

3-Bromobenzoic acid

RN: 585-76-2 MP (°C): 155

MW: 201.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.000E-03 4.021E-01 ns col4 00011

1027. C;H,CIN,O,

4H-Pyrazolo[3,4-d]pyrimidin-4-one, 1-(chloroacetyl)-1,5-dihydro-

RN: 96448-62-3 MP (°C):

MW: 212.60 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.174E-04 1.100E-01 22 B428 12121
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1028. C,H;ClO,
meta-Chlorobenzoic acid
3-Chlorobenzoic acid
m-Chlorobenzoic acid
3-Chlor-benzoesaeure

RN: 535-80-8 MP (°C): 154

MW: 156.57 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.555E-04 4.000E-02 0 F300 10000
4.080E-03 6.388E-01 24.99 B391 00000
2.555E-03 4.000E-01 25 F300 10000
2.543E-03 3.982E-01 25 T066 10002
2.555E-03 4.000E-01 37 M360 12112
2.460E-03 3.852E-01 ns 0004 02112
1029. C,H,ClO,

p-Chlorobenzoic acid
4-Chlorobenzoic acid

Chloradracylic

4-Chlor-benzoesaeure

RN: 74-11-3 MP (°C): 235

MW: 156.57 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.748E-04 9.000E-02 22.5 G301 00000
8.000E-04 1.253E-01 24.99 B391 00000
7.026E-04 1.100E-01 25 C410 20221
4.918E-04 7.700E-02 25 F300 10001
4.639E-04 7.263E-02 25 T066 10002
7.026E-04 1.100E-01 37 M360 12112
4.918E-04 7.700E-02 ns B150 00221
4.350E-04 6.811E-02 ns 0004 02112
1030. C,H,Cl0,

0-Chlorobenzoic acid
2-Chlor-benzoesaeure
2-Chlorobenzoic acid

RN: 118-91-2 MP (°C): 142

MW: 156.57 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.100E-02 3.288E+00 24.99 B391 00000
1.916E-02 3.000E+00 25 C410 20221
1.341E-02 2.100E+00 25 F300 10001
8.686E-03 1.360E+00 25 P0O37 20112
1.865E-02 2.920E+00 37 M360 12112
2.574E-01 4.030E+01 100 F300 10002
1.330E-02 2.082E+00 ns Co14 00012

1.362E-02 2.132E4+00 ns 0004 02112
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1031. C,H,C1,NO

2,6-Dichlorobenzamide

Dichlorobenzamide

BAM

RN: 2008-58-4 MP (°C): 198

MW: 190.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.421E-02 2.700E+00 225 G301 00000

1032. C;H,CL,NO,

Chloramben

3-Amino-2,5-dichlorobenzoic acid

RN: 133-90-4 MP (°C): 201

MW: 206.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.398E-03 7.000E-01 25 B200 10002

3.398E-03 7.000E-01 25 Mi61 10002

3.398E-03 7.000E-01 ns B185 00000

1033. C,H,CI,NS

2,6-Dichlorothiobenzamide

Prefix

Chlorthiamid

RN: 1918-13-4 MP (°C): 151.5

MW: 206.09 BP (°C): 0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
4.561E-03 9.400E-01 20 MO61 10002

4.610E-03 9.500E-01 21 Ml61 10002

1034. C,H,C1,0

2,3,4-Trichloroanisole

1,2,3-Trichloro-4-methoxy-benzene

RN: 54135-80-7 MP (°C): 70

MW: 211.48 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.107E-05 1.080E-02 25 L348 12212




350 Handbook of Aqueous Solubility Data

1035. C;H,C1,0
2,4,6-Trichloro-3-methylphenol
m-Cresol, 2,4,6-trichloro-
2.,4,6-Trichloro-m-cresol

RN: 551-76-8 MP (°C):

MW: 211.48 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.300E-04 1.121E-01 25 B316 00000

1036. C,H,C1,0

2.,4,6-Trichloroanisole
1-Methoxy-2,4,6-trichlorobenzene
Methyl 2,4,6-trichlorophenyl ether

Tyrene

RN: 87-40-1 MP (°C): 61

MW: 211.48 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.242E-05 1.320E-02 25 L348 12212

1037. C,H.FO,

m-Fluorobenzoic acid
3-Fluor-benzoesaeure
3-Fluorobenzoic acid

RN: 455-38-9 MP (°C): 123

MW: 140.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.071E-02 1.500E+00 25 F300 10001

1038. C,H,FO,

o-Fluorobenzoic acid
2-Fluorobenzoic acid

RN: 445-29-4 MP (°C): 123

MW: 140.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.139E-02 7.200E400 25 F300 10001

5.129E-02 7.186E4+00 ns R427 00000




Solubility Data 351
1039. C,H.FO,

p-Fluorobenzoic acid

4-Fluor-benzoesaeure

4-Fluorobenzoic acid

RN: 456-22-4 MP (°C): 182.6

MW: 140.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.564E-03 1.200E+00 25 F300 10001

1040. C,H;F;N,O,S

3-Trifluoromethyl-4-nitrobenzenesulfonamide

4-Nitro-3-(trifluoromethyl)benzenesulfonamide

RN: 21988-05-6 MP (°C):

MW: 270.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.500E-04 1.756E-01 15 K024 12112

1041. C;H,IO,

p-lodobenzoic acid

4-Todobenzoic acid

RN: 619-58-9 MP (°C):

MW: 248.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
1.120E-04 2.778E-02 15 D008 10112 intrinsic
1042. C,H.IO,

o-lodobenzoic acid

2-Iodobenzoic acid

RN: 88-67-5 MP (°C): 162

MW: 248.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.860E-03 4.613E-01 15 D008 10112 0.002N HC1
1043. C,H.10,

m-lodobenzoic acid

3-Iodobenzoic acid

RN: 618-51-9 MP (°C): 187

MW: 248.02 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.380E-04 1.334E-01 15 D008 10112 0.002N HC1
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1044. C;H;I,NO;

3,5-Diiodo-4-pyridone-N-acetic acid
3,5-Diiod-pyridon-(4)-N-essigsaeure
3,5-Diiodo-4-pyridone-1-acetic acid

Diodon

1,4-Dihydro-3,5-diiodo-4-oxopyridine-1-acetic acid

RN: 101-29-1 MP (°C): 244

MW: 404.93 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.883E-03 2.787E+00 ns HO055 00000
1045. C;H N

Benzonitrile

Benzonitril

Benzenenitrile

Benzoic acid nitrile

Phenyl cyanide

Cyanobenzene

RN: 100-47-0 MP (°C): -13

MW: 103.12 BP (°C): 190.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.839E-02 1.896E+00 24.0 P321 00000
4.200E-02 4.331E+00 25 M327 10012
3.671E-02 3.786E+00 35.5 P321 00000
5.400E-02 5.569E+00 50.0 P321 00000
4.056E-02 4.182E+00 57.0 P321 00000
5.496E-02 5.668E+00 62.5 P321 00000
8.268E-02 8.527E+00 85.0 P321 00000
8.459E-02 8.723E+00 90.5 P321 00000
9.981E-02 1.029E+01 95.5 P321 00000
9.697E-02 1.000E+01 100 F300 10000
1.065E-01 1.098E+01 101.0 P321 00000
1.339E-01 1.381E+01 116.0 P321 00000
1.920E-01 1.980E+01 127.5 P321 00000
2.171E-01 2.239E+01 142.0 P321 00000
2.888E-01 2.979E+01 148.0 P321 00000
2.834E-01 2.922E+01 149.0 P321 00000
3.873E-01 3.994E+01 160.5 P321 00000
5.747E-01 5.927E+01 164.5 P321 00000
1.373E+00 1.416E+02 201.0 P321 00000
2.937E+00 3.029E+02 211.0 P321 00000

9.696E-04 9.999E-02 ns LO55 00001
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1046. C;H,NOS

4-Hydroxyphenyl isothiocyanate

4-Hydroxyphenylisothiocyanate

RN: 2131-60-4 MP (°C):

MW: 151.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.150E-03 3.251E-01 25 D019 11112

1047. C,;H;NOS

3-Hydroxyphenyl isothiocyanate

m-Hydroxyphenyl isothiocyanate

RN: 3125-63-1 MP (°C):

MW: 151.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.020E-02 1.542E+00 25 K032 22012

1.023E-02 1.547E+00 ns R427 00000

1048. C,;H;NO,

m-Nitrobenzaldehyde

3-Nitrobenzaldehyde

3-Nitro-benzaldehyd

RN: 99-61-6 MP (°C): 58

MW: 151.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.617E-05 1.000E-02 25 F300 10001

3.309E-+00 5.000E+02 58.0 S118 12010

6.292E-02 9.509E+00 75.1 S118 12011

3.272E+00 4.945E+02 852 S118 12012

1.266E-01 1.913E+01 111.9 S118 12012

1.934E-01 2.922E+01 136.4 S118 12012

3.103E-01 4.689E+01 157.3 S118 12012

6.293E-01 9.510E+01 181.0 S118 12012

8.142E-01 1.230E+02 191.4 S118 12012

1.253E+00 1.893E+02 205.4 S118 12012

1.878E+00 2.838E+02 211.8 S118 12012
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1049. C;H;NO;

o-Nitrobenzaldehyde
2-Nitrobenzaldehyde
2-Nitro-benzaldehyd

RN: 552-89-6 MP (°C): 44

MW: 151.12 BP (°C): 153

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.323E-04 2.000E-02 25 F300 10001

4.600E-02 6.951E+00 66.9 S118 12011

9.972E-02 1.507E+01 103.1 S118 12011

3.001E-01 4.535E+01 166.0 S118 12011

1050. C,H,NO,

p-Nitrobenzaldehyde
4-Nitrobenzaldehyde

RN: 555-16-8 MP (°C): 106.5

MW: 151.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) #) (TPEAA) Comments
1.871E-01 2.828E+01 132.4 S118 12012

5.341E-01 8.071E+01 176.5 S118 12012

1.133E4+00 1.713E+02 205.4 S118 12012

1.814E4+00 2.742E+02 215.5 S118 12012

1051. C;H;NO,;S

Saccharin

1,1-Dioxide-1,2-benzisothiazol-3-(2H)-one
3-Benzisothiazolinone 1,1-dioxide
1,2-Benzisothiazol-3(2H)-one-1,1-dioxide

Kandiset

Glucid

RN: 81-07-2 MP (°C): 228.8

MW: 183.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.347E-02 4.300E+00 25 F300 10001

1.880E-01 3.444E+01 30 MO15 10210 EFG
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1052. C;H;NO,

Quinolinic acid

2,3-Pyridinedicarboxylic acid

Pyridine-2,3-dicarboxylic acid

Pyridine-2,3-dicarboxylate

RN: 89-00-9 MP (°C): 190

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.291E-02 5.500E+00 7 F300 10001
6.600E-02 1.103E4+01 25 C104 22112
6.400E-02 1.070E+01 25 C104 22112
1053. C;H;NO,

p-Nitrobenzoic acid

4-Nitrobenzoic acid

RN: 62-23-7 MP (°C): 2424

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.197E-03 2.000E-01 15 F300 10002
2.525E-03 4.220E-01 24.99 B391 00000
1.660E-03 2.774E-01 25 HO71 22212
3.471E-03 5.800E-01 37 B171 20112
1054. C;H;NO,

o-Nitrobenzoic acid

2-Nitrobenzoic acid

RN: 552-16-9 MP (°C): 147.5

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.920E-02 6.551E+00 18 D058 10112
3.340E-02 5.582E+00 24.99 B391 00000
4.325E-02 7.228E+00 25 D058 10112
4.488E-02 7.500E+00 25 F300 10001
4.350E-02 7.270E4+00 25 HO71 22212
4.700E-02 7.855E+00 25 K040 10212
4.360E-02 7.287E+00 25 K053 222272
4.430E-02 7.404E+00 25 L050 20122
4.415E-02 7.378E+00 25 RO16 00000
4.700E-02 7.855E+00 26.4 P043 20112
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1055. C,H,NO,
m-Nitrobenzoic acid
3-Nitrobenzoic acid

RN: 121-92-6 MP (°C): 142.0

MW:  167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.436E-02 2.400E+00 15 F300 10001
1.530E-02 2.557E+00 24.99 B391 00000
2.121E-02 3.545E+00 25 C076 00000
2.140E-02 3.576E+00 25 K040 10212
1.227E-02 2.050E+00 25 P037 20112
6.582E-02 1.100E+01 37 B171 20112
2.334E-02 3.900E+00 ns B361 00000
1056. C,H.NO,

Isocinchomeronic acid
2,5-Pyridinedicarboxylic acid
Pyridine-2,5-dicarboxylic acid

RN: 100-26-5 MP (°C): 254

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
7.400E-03 1.237E4+00 25 C104 22112

7.100E-03 1.187E+00 25 C104 22112

1057. C;H;NO,

Cinchomeronic acid
3,4-Pyridinedicarboxylic acid

RN: 490-11-9 MP (°C): 256

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.400E-02 2.340E+00 25 C104 22112

1.380E-02 2.306E+00 25 C104 22112

1058. C;H;NO,

3,5-Pyridinedicarboxylic acid
Dinicotinic acid

RN: 499-81-0 MP (°C):

MW:  167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

6.400E-03 1.070E+00 25 C104 22112
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1059. C,H.NO,

4-Formyl-2-NO2-phenol

RN: MP (°C):

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.122E-03 1.875E-01 ns R424 00000

1060. C,H.NO,

Lutidinic acid

2,4-Pyridinedicarboxylic acid

RN: 499-80-9 MP (°C): 248

MW: 167.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.490E-02 2.490E+00 25 C104 22112

1.480E-02 2.473E4+00 25 C104 22112

1061. C,H.NO

3-Nitrosalicylic acid

3-Nitro-salicylsaeure

RN: 85-38-1 MP (°C): 128

MW: 183.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.099E-03 1.300E+00 16 F300 10001

1062. C;H;NO,

5-Nitrosalicylic acid

5-Nitrosalicylsaeure

RN: 96-97-9 MP (°C): 229-230

MW: 183.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.092E-02 2.000E+00 45 F300 10000

1063. C,H.NS

Benzothiazole

Benzthiazol

RN: 95-16-9 MP (°C): 2

MW: 135.19 BP (°C): 231

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.162E-02 4.275E+00 ns 5460 00000
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1064. C;H;NS

Phenyl isothiocyanate
Isothiocyanatobenzene
Phenyl mustard oil

PITC

RN: 103-72-0 MP (°C): -21.0

MW: 135.19 BP (°C): 221.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.650E-04 8.990E-02 25 D019 11112

1065. C,H.N,O,

2.,4,6-Trinitrotoluene
2.,4,6-Tronitrotoluol

RN: 118-96-7 MP (°C):  80.1

MW:  227.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.843E-04 1.100E-01 3 D065 12212
4.842E-04 1.100E-01 3 T020 12222
4.843E-04 1.100E-01 .30 F300 10001
4.975E-04 1.130E-01 59 D065 12212
4.974E-04 1.130E-01 59 T020 12222
5.283E-04 1.200E-01 20 D065 12212
5.283E-04 1.200E-01 20.0 T020 12222
8.937E-04 2.030E-01 33.1 D065 12212
8.936E-04 2.030E-01 33.1 T020 12222
1.497E-03 3.400E-01 442 D065 12212
1.496E-03 3.399E-01 442 T020 12222
1.629E-03 3.700E-01 45 D065 12212
1.628E-03 3.699E-01 45.0 T020 12222
2.351E-03 5.340E-01 53 D065 12212
2.350E-03 5.337E-01 53.0 T020 12222
2.703E-03 6.140E-01 57.1 D065 12212
2.702E-03 6.136E-01 57.1 T020 12222
4.240E-03 9.630E-01 73.2 D065 12212
4.236E-03 9.621E-01 73.2 T020 12222
6.054E-03 1.375E+00 94.4 D065 12212
6.045E-03 1.373E+00 94.4 T020 12222
6.459E-03 1.467E+00 99.5 D065 12212
6.449E-03 1.465E+00 99.5 T020 12222
6.459E-03 1.467E+00 99.50 F300 10002

6.026E-04 1.369E-01 ns R427 00000
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1066. C,H;N,0O,

2,4,6-Trinitro-m-cresol

2,4,6-Trinitro-m-kresol

RN: 3238-38-8 MP (°C):

MW: 243.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.226E-03 2.000E+00 15 F300 10000

1067. C,H;N;0,

Methyl picric acid

2,4,6-Trinitro-3-methylphenol

3-Methyl-2,4,6-trinitrophenol

2.,4,6-Trinitro-m-cresol

RN: 602-99-3 MP (°C):

MW: 243.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.000E-02 2.431E4+00 25 K053 22222

1068. C;H;N;0,

2.,4,6-Trinitroanisole

2-Methoxy-1,3,5-trinitro-benzene

Methyl picrate

RN: 606-35-9 MP (°C): 69

MW: 243.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (@) (#) (TPEAA) Comments
8.224E-04 2.000E-01 15 D079 12001

5.627E-03 1.368E+00 50 D079 12002

1.594E-02 3.875E+00 100 D079 12002

1069. C,;H;N.O,

Nitramine

Tetryl

N-Methyl-N,2 4,5-tetranitroaniline

RN: 479-45-8 MP (°C): 131

MW: 287.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.776E-04 5.100E-02 ) TO15 12011

1.776E-04 5.100E-02 .50 D066 12212

1.741E-04 5.000E-02 .50 F300 10000

2.403E-04 6.900E-02 9.6 D066 12212

2.403E-04 6.900E-02 9.6 TO15 12011

2.473E-04 7.100E-02 14.8 D066 12211

(continued)
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1069. C,;H;N,Oy4 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.472E-04 7.099E-02 14.8 TO15 12011
2.577E-04 7.400E-02 20.5 D066 12211
2.577TE-04 7.399E-02 20.5 TO15 12011
2.925E-04 8.400E-02 30 D066 12211
2.925E-04 8.399E-02 30.0 TO15 12011
3.274E-04 9.400E-02 35 D066 12211
3.273E-04 9.399E-02 35.0 TO15 12011
3.726E-04 1.070E-01 40 D066 12212
3.726E-04 1.070E-01 40.0 TO15 12012
4.701E-04 1.350E-01 45 D066 12212
4.701E-04 1.350E-01 45.0 TO15 12012
6.965E-04 2.000E-01 50 D066 12212
6.964E-04 2.000E-01 50.0 TO15 12012
1.219E-03 3.500E-01 60 D066 00000
1.218E-03 3.499E-01 60.05 TO15 12012
1.543E-03 4.430E-01 65 D065 12212
1.542E-03 4.428E-01 65.05 TO15 12012
1.849E-03 5.310E-01 69.5 D065 12212
1.848E-03 5.307E-01 69.5 TO15 12012
3.315E-03 9.520E-01 84.2 D065 12212
3.312E-03 9.511E-01 84.2 TO15 12012
5.638E-03 1.619E+00 96.7 D065 12212
5.629E-03 1.616E+00 96.7 TO15 12012
6.112E-03 1.755E+00 98.5 D065 12212
6.101E-03 1.752E+00 98.55 TO15 12012
6.129E-03 1.760E+00 99 F300 10002
1070. C,H,CIF

2-Fluorobenzyl chloride
o-Fluorobenzyl chloride

RN: 345-35-7 MP (°C):

MW: 144.58 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.880E-03 4.164E-01 25 M342 10112

2.877E-03 4.160E-01 ns S460 00000

1071. C,H,CIF

3-Fluorobenzyl chloride
m-Fluorobenzyl chloride

RN: 456-42-8 MP (°C):

MW: 144.58 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.860E-03 4.135E-01 25 M342 10112

2.858E-03 4.131E-01 ns 5460 00000
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1072. C,H,CIF

4-Fluorobenzyl chloride

1-(Chloromethyl)-4-fluoro-benzene

a-Chloro-p-fluorotoluene

RN: 352-11-4 MP (°C):  -18

MW: 144.58 BP (°C): 181.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.884E-03 4.170E-01 ns S460 00000

1073. C,H,CIN;0,S,

Chlorothiazide

Diuresal

RN: 58-94-6 MP (°C): 342

MW: 295.72 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.560E-04 2.827E-01 25 A076 10112

9.000E-04 2.662E-01 30 A089 20110 EFG
9.000E-04 2.662E-01 30 A093 20110 EFG
6.763E-04 2.000E-01 ns Cl14 00000

7.439E-04 2.200E-01 It A095 00221

9.806E-04 2.900E-01 It B181 00112

1074. C,H,CIN,O,S,

4-Nitroso-hydrochlorothiazide

RN: MP (°C): 155-156

MW: 325.73 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.368E-04 2.400E-01 25 G051 10110

1075. C,H,CL,N,O

Chlorambenamide

3,5-Dichloroanthranilamide

Benzamide, 2-amino-3,5-dichloro-

RN: 36765-01-2 MP (°C): 162.5

MW: 205.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
8.291E-03 1.700E+00 It Mil61 00001
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1076. C,H,C1,0

2,6-Dichloroanisole

Benzene, 1,3-dichloro-2-methoxy-

RN: 1984-65-2 MP (°C): 31

MW: 177.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.908E-04 1.400E-01 25 L1348 12212

1077. C,H,CL,0

2,3-Dichloroanisole
1,2-Dichloro-3-methoxybenzene
RN: 1984-59-4 MP (°C): 32

MW: 177.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.909E-04 8.690E-02 25 1.348 12212

1078. C,H,CL,0

2,6-Dichloro-4-methyl-phenol
2,4-Dichloro-6-methyl-phenol-
RN: 2432-12-4 MP (°C):

MW: 177.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.600E-03 2.833E-01 25 B316 00000

3.800E-03 6.727E-01 25 B316 00000

1079. C,H,N,0,S

p-Cyanobenzenesulfonamide
4-Cyanobenzenesulfonamide
RN: 3119-02-6 MP (°C):

MW: 182.20 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

6.100E-03 1.111E400 15 K024 12112
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1080. C,H(N,O,

2.4-Dinitrotoluene

2,4-Dinitro-toluol

RN: 121-14-2 MP (°C): 71

MW: 182.14 BP (°C): 300

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.487E-03 2.709E-01 20 T301 12222

1.482E-03 2.699E-01 22 D070 12001

1.482E-03 2.700E-01 22 F300 10001

1.482E-03 2.699E-01 22 L053 11001

2.031E-03 3.699E-01 50 D070 12001

2.031E-03 3.699E-01 50 L053 11001

1.391E-02 2.534E+400 100 D070 12002

1.449E-02 2.640E+00 100 F300 10002

1.391E-02 2.534E+00 100 L053 11002

1081. C,H,N,O,

2.,4-Dinitroanisole

Dinitroanisole

Benzene, 1-methoxy-2,4-dinitro-

RN: 119-27-7 MP (°C): 88

MW: 198.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.822E-04 1.550E-01 15 D079 12002

6.863E-04 1.360E-01 50 D079 12002

2.401E-02 4.757E+00 100 D079 12002

1082. C,H(N,O;

Dinitrocresol

DNOC

2,4-Dinitro-6-methylphenol

Dinitro-o-cresol

RN: 534-52-1 MP (°C): 86

MW: 198.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
6.561E-04 1.300E-01 15 Mi61 10002

6.309E-04 1.250E-01 ns B185 00000

6.459E-04 1.280E-01 ns MO61 00002

1.000E-03 1.981E-01 ns M163 00000 EFG
1.262E-03 2.500E-01 ns NO13 00002
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1083. C,H,N,S
4-Thiocyanoaniline

Rhodan

RN: 2987-46-4 MP (°C): 142

MW: 150.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.332E-03 2.000E-01 ns MO061 00000

1084. C;H N,

4-Methylpteridine
Pteridine, 4-methyl-
RN: 2432-21-5 MP (°C): 151

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.258E-01 4.762E+01 20 A083 12000

1085. C;H(N,

7-Methylpteridine
Pteridine, 7-methyl-

RN: 936-40-3 MP (°C): 196.5

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
9.775E-01 1.429E+02 20 A083 12000

1086. C,H(N,

2-Methylpteridine
Pteridine, 2-methyl-
RN: 2432-20-4 MP (°C): 140

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.842E-01 1.000E+02 20 A083 12000

1087. C,H,N,0

2-Methoxypteridine
Pteridine, 2-methoxy-
RN: 102170-44-5 MP (°C): 150

MW:  162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.614E-02 1.235E+01 20 A019 22110

1.233E400 2.000E+02 100 A019 12110
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1088. C,H,N,O

4-Hydroxy-6-methylpteridine

4-Pteridinol, 6-methyl-

RN: 16041-24-0 MP (°C):

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.234E-02 3.623E+00 20 A019 22112

1.341E-01 2.174E4+01 100 A019 12111

1089. C;H,N,O

4-Hydroxy-7-methylpteridine

4-Pteridinol, 7-methyl-

RN: 34244-80-9 MP (°C):

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.729E-02 4.425E+00 20 A019 22112

1.713E-01 2.778E+01 100 A019 12111

1090. C;H,N,O

4-Methoxypteridine

Pteridine, 4-methoxy-

RN: 30564-38-6 MP (°C): 195

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.614E-02 1.235E+01 20 A019 22110

6.167E-01 1.000E+02 100 A019 12110

1091. C;H,N,O

7-Methoxypteridine

Pteridine, 7-methoxy-

RN: 204443-27-6  MP (°C):

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.209E-01 1.961E+01 20 A083 12000

1.233E4+00 2.000E+02 100 A083 12000
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1092. C;H,N,O
3,4-Dihydro-4-keto-3-methylpteridine
3:4-Dihydro-4-keto-3-methylpteridine

RN: 24851-65-8 MP (°C): 286

Handbook of Aqueous Solubility Data

MW:  162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.686E-02 1.408E+01 20 A019 22110

6.167E-01 1.000E+02 100 A019 12110

1093. C,HN,O,

4H-Pyrazolo[3,4-d]pyrimidin-4-one, 1-acetyl-1,5-dihydro-

RN: 96448-60-1 MP (°C):

MW: 178.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
4.210E-03 7.500E-01 22 B428 12121

1094. C,HN,S

7-Methylthiopteridine

Pteridine, 7-(methylthio)-

Pteridine-7-methyl-thiol

RN: 204443-30-1 MP (°C):

MW: 178.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.792E-02 4.975E+00 20 A083 12000

1.439E-01 2.564E+01 100 A083 12000

1095. C;H(N,S

4-Methylthiopteridine

Pteridine, 4-(methylthio)-

Pteridine-4-methyl-thiol

RN: 6966-78-5 MP (°C): 191

MW: 178.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.313E-03 7.686E-01 20 A083 12000

3.100E-02 5.525E+4+00 100 A083 12000
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1096. C;H(N,S

4-Mercapto-7-methylpteridine

4-Pteridinethiol, 7-methyl-

RN: 98550-33-5 MP (°C):

MW: 178.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.738E-03 6.662E-01 100 A083 12000

1097. C;H,N,S

2-Methylthiopteridine

Pteridine, 2-(methylthio)-

Pteridine-2-methyl-thiol

RN: 16878-77-6 MP (°C): 136

MW: 178.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.748E-02 3.115E+00 20 A083 12000

1.369E-01 2.439E+01 100 A083 12000

1098. C;H,O

Benzaldehyde

Benzaldehyd

RN: 100-52-7 MP (°C): =55

MW: 106.13 BP (°C): 179

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.251E-02 3.450E+00 20 €008 12202

2.827E-02 3.000E+00 20 F300 10000

3.754E-02 3.984E+00 25 B0O19 10120

3.754E-02 3.984E+00 25 B092 21111

6.549E-02 6.950E+00 25 C005 22222 average
3.289E-02 3.490E+00 25 C008 12202

6.170E-02 6.548E+00 25 MO17 12012

3.741E-02 3.970E+00 30 C008 12202

2.110E-02 2.239E+00 37 E028 10112

8.960E-02 9.509E+00 60 B092 20111
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1099. C;H,0,
Benzoic acid

Benzenecarboxylic acid
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Benzoesaeure

RN: 65-85-0 MP (°C): 122

MW: 122.12 BP (°C): 249

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.390E-02 1.697E+00 0 F302 10002

1.390E-02 1.697E+00 0 M043 10001

1.720E-02 2.100E+00 10 F300 10001

1.716E-02 2.096E+00 10 F302 10002

1.634E-02 1.996E+00 10 MO043 10001

2.010E-02 2.455E+00 15 P329 00000

1.982E-02 2.421E+00 15.5 K062 20112

2.200E-02 2.687E+00 17 B109 10002 unit assumed, sic
2.237E-02 2.732E+00 17.7 K062 20112

2.260E-02 2.760E+00 18 B109 10002 unit assumed, sic
2.211E-02 2.700E+00 18 FO71 11212

2.100E-02 2.565E+00 18 HO009 21220 EFG, 0.01N HCl
2.211E-02 2.700E+00 18 HO080 10002

2.257E-02 2.756E+00 18 L050 20122

2.211E-02 2.700E+00 18 M344 10002

2.308E-02 2.819E+00 19.0 K062 20112 average of 2
2.368E-02 2.892E+00 20 D041 10001

2.339E-02 2.857E+00 20 F069 22222

2.375E-02 2.900E+00 20 F300 10001

2.368E-02 2.892E+00 20 F302 10002

2.200E-02 2.686E+00 20 MO038 22112

2.368E-02 2.892E+00 20 MO043 10001

2.457E-02 3.000E+00 20 M049 10001

2.400E-02 2.931E+00 20 P329 00000

2.825E-02 3.450E+00 20 w026 10111 average of 2
2.540E-02 3.102E+00 22 E045 20112

2.605E-02 3.181E+00 23 E045 20112

2.807E-02 3.428E+00 24.6 w029 12112

2.620E-02 3.200E+00 25 A412 10221 int
2.449E-02 2.991E+00 25 B019 10120

2.751E-02 3.359E+00 25 B085 21112

2.683E-02 3.277E+00 25 B097 22112 0.01M sodium benzoate
2.800E-02 3.420E+00 25 B128 10112

2.768E-02 3.381E+00 25 B302 10000 pH 2.0
2.805E-02 3.426E+00 25 D058 10112

2.746E-02 3.354E+00 25 E045 20112

2.810E-02 3.432E+00 25 F0O1 10122

2.784E-02 3.400E+00 25 F300 10001

2.800E-02 3.419E+00 25 HO009 21220 EFG, 0.01N HCl
2.784E-02 3.400E+00 25 HO15 10001

2.251E-03 2.749E-01 25 HO060 20202 sic
2.760E-02 3.371E+00 25 HO71 22212

2.800E-02 3.419E+00 25 HO084 10001

(continued)
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1099. C;H,0, (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.760E-02 3.371E+00 25 K005 10012

2.727E-02 3.330E+00 25 K047 12122

2.760E-02 3.371E+00 25 K057 22112

2.775E-02 3.389E+00 25 K064 22212

2.781E-02 3.396E+00 25 L0438 12212

2.780E-02 3.395E+00 25 L050 20122

2.596E-02 3.170E+00 25 L338 10112

2.619E-02 3.199E+00 25 MO038 22112

2.702E-02 3.300E+00 25 M049 10001

2.790E-02 3.407E+00 25 MI116 21112

2.160E-02 2.638E+00 25 M149 20222 intrinsic
2.900E-02 3.542E+00 25 0007 10212

2.268E-02 2.770E+00 25 P037 20112

2.807E-02 3.428E+00 25 P314 00000

8.820E+00 1.077E+03 25 P329 00000

2.793E-02 3.411E+00 25 RO16 00000

2.781E-02 3.396E+00 25.0 K062 20112 average of 2
2.700E-02 3.297E+00 25.00 M135 12112 0.01N sodium benzoate
2.781E-02 3.396E+00 252 C096 10012

2.833E-02 3.460E+00 26 E045 20112

2.890E-02 3.529E+00 26.4 P043 20112

3.439E-02 4.200E+00 26.70 L095 22112

2.936E-02 3.586E+00 27 E045 20112

3.146E-02 3.842E+00 28 D050 12122

3.147E-02 3.843E+00 30 B109 10002 unit assumed, sic
3.204E-02 3.913E+00 30 B109 10002 unit assumed, sic
3.306E-02 4.037E+00 30 B1138 10002

3.000E-02 3.664E+00 30 B142 20110 EFG, 0.1N H,SO,
3.000E-02 3.664E+00 30 Co077 00000

3.319E-02 4.054E+00 30 D033 22122

3.302E-02 4.033E+00 30 D061 10002

2.915E-02 3.560E+00 30 F005 12222

3.425E-02 4.182E+00 30 F302 10002

3.110E-02 3.799E+00 30 MO038 22112

3.262E-02 3.984E+00 30 MO043 10001

3.302E-02 4.033E+00 30 S204 20102

3.439E-02 4.200E+00 30 W026 10111 average of 2
3.216E-02 3.927E+00 30.0 K062 20112 average of 2
3.400E-02 4.152E+00 31 HO009 21220 EFG, 0.01N HCI
3.873E-02 4.730E+00 35 G052 21112

3.711E-02 4.532E+00 35 MO038 22112

4.010E-02 4.897E+00 35 0007 10212

3.772E-02 4.607E+00 35 S204 20102

3.960E-02 4.836E+00 35.0 K062 20112

3.800E-02 4.641E+00 35.00 MI135 12112 0.01N sodium benzoate
4.201E-02 5.131E+00 37 B171 20112

3.611E-02 4.410E+00 37 F005 12222

4.200E-02 5.129E+00 37 HO009 21220 EFG, 0.01N HCl1
3.734E-02 4.560E+00 37 M360 12112

(continued)
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1099. C;H,0, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.528E-02 5.529E+00 40 D033 22122

4.884E-02 5.964E+00 40 F302 10001

4.376E-02 5.345E4+00 40 MO038 22112

4.560E-02 5.569E+00 40 MO043 10001

4.424E-02 5.403E+00 40 S204 20102

5.110E-02 6.241E4+00 42.4 WO029 12112

4.774E-02 5.830E+00 45 F005 12222

5.000E-02 6.106E+00 45 H009 21220 EFG, 0.01N HCI
5.282E-02 6.451E+00 45 MO038 22112

5.254E-02 6.417E+00 45 S204 20102

5.324E-02 6.502E+00 45.0 K062 20112

5.500E-02 6.717E+00 45.00 M135 12112 0.01N sodium benzoate
5.463E-02 6.672E+00 453 S124 10011

6.878E-02 8.400E+00 50 F300 10001

6.901E-02 8.428E+00 50 F302 10002

2.107E-02 2.573E4+00 50 L006 10002

6.237E-02 7.617E+00 50 S204 20102

8.032E-02 9.809E+00 53.8 S124 10012

7.048E-02 8.607E+00 55 S204 20102

8.300E-02 1.014E+01 55.40 M135 12112 0.01N sodium benzoate
8.853E-02 1.081E+01 57.8 w029 12112

9.710E-02 1.186E+01 60 F302 10002

9.550E-02 1.166E+01 60 L047 11212

9.390E-02 1.147E+01 60 M043 10002

1.000E-01 1.221E+01 60.20 M135 12112 0.01N sodium benzoate
1.129E-01 1.378E+01 62.5 S124 10012

1.190E-01 1.453E+01 64.60 M135 12112 0.01IN sodium benzoate
1.390E-01 1.698E+01 68.50 M135 12112 0.01N sodium benzoate
1.527E-01 1.864E+01 69.4 S124 10012

1.424E-01 1.739E+01 70 F302 10002

1.658E-01 2.025E+01 74.1 W029 12112

1.870E-01 2.284E+01 75.10 MI135 12112 0.0IN sodium benzoate
2.242E-01 2.739E+01 79.0 S124 10012

2.210E-01 2.699E+01 79.30 M135 12112 0.01N sodium benzoate
2.192E-01 2.676E+01 80 F302 10002

2.168E-01 2.648E+01 80 MO043 10002

2.540E-01 3.102E+01 82.10 M135 12112 0.01N sodium benzoate
2.567E-01 3.135E+01 82.3 S124 10012

2.485E-01 3.035E+01 83.1 W029 12112

3.124E-01 3.815E+01 88.3 w029 12112

4.211E-01 5.142E+01 88.6 S124 10012

3.550E-01 4.335E+01 88.60 M135 12112 0.01N sodium benzoate
3.564E-01 4.352E+01 90 F302 10002

4.342E-01 5.302E+01 91.5 w029 12112 average of 3
5.214E-01 6.367E+01 95 D041 10001

5.208E-01 6.360E+01 95 F300 10002

5.214E-01 6.367E+01 95 F302 10002

4.977E-01 6.078E+01 95.3 w029 12112

5.493E-01 6.708E+01 98.6 w029 12112

(continued)
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1099. C;H,0, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.547E-01 5.553E+01 100 M043 10002

8.241E-01 1.006E+02 109.4 WO029 12112

1.399E+00 1.709E+02 116.1 w029 12112

2.594E+00 3.168E+02 116.3 w029 12112

2.001E4+00 2.444E+02 117.2 W029 12112

9.000E-04 1.099E-01 ns D037 11110 pH 3.0, intrinsic
1100. C;H,O,

m-Hydroxybenzaldehyde

3-Hydroxy-benzaldehyd

RN: 100-83-4 MP (°C): 104

MW: 122.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.252E-01 2.750E+01 43 F300 10002

1101. C;H,0,

p-Hydroxybenzaldehyde

4-Hydroxy-benzaldehyd

RN: 123-08-0 MP (°C): 213.5

MW: 122.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (o) (#) (TPEAA) Comments
1.056E-01 1.290E+01 30 F300 10002

1102. C;H,O,

Salicylaldehyde

Salicylaldehyd

RN: 90-02-8 MP (°C): -7

MW: 122.12 BP (°C): 197

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
6.614E-04 8.077E-02 25 K129 21222

1.392E-01 1.700E+01 86 F300 10001
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1103. C;H,O,
Salicylic acid
2-Hydroxybenzoic acid
o-Hydroxybenzoic acid
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RN: 69-72-7 MP (°C): 158

MW: 138.12 BP (°C): 211

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.799E-03 9.391E-01 0 C083 12112

5.792E-03 8.000E-01 0 F300 10000

9.400E-03 1.298E+400 0 M043 10000

9.400E-03 1.298E+00 0 M043 10001

9.472E-03 1.308E+00 10 B074 12122

8.688E-03 1.200E+00 10 F300 10001

1.084E-02 1.498E+00 10 MO043 10000

1.084E-02 1.498E+00 10 MO043 10001

8.656E-03 1.196E+00 10 N420 00000

9.327E-03 1.288E+00 10 w044 10102

1.108E-02 1.531E+00 9.99 A341 00000

1.009E-02 1.393E+00 12.1 w044 10102

1.207E-02 1.667E+00 14.5 D061 10002

1.209E-02 1.670E+00 14.50 B118 10002 unit assumed
1.028E-02 1.420E+00 15 HO022 12222

1.520E-03 2.100E-01 15 M461 00000

9.875E-03 1.364E+00 15 N420 00000

1.258E-02 1.737E400 17 K046 10002 spray-dried product
1.330E-02 1.837E+00 20 B074 12122

1.303E-02 1.800E+00 20 FO71 11212

1.303E-02 1.800E+00 20 F300 10001

1.303E-02 1.800E+00 20 HO080 10002

1.296E-02 1.790E+00 20 K047 12122

1.445E-02 1.996E+00 20 M043 10001

1.445E-02 1.996E+00 20 M043 10000

1.445E-02 1.996E+00 20 M107 22110 EFG
1.303E-02 1.800E+00 20 M344 10002

1.154E-02 1.594E+400 20 N420 00000

1.593E-02 2.200E+00 20 W026 10111 average of 2
1.330E-02 1.837E+400 20 Wo044 10102

1.520E-02 2.100E+00 21 B331 12210 pH74
1.390E-02 1.920E+00 22 E045 20112

1.470E-02 2.030E+400 23 E045 20112

1.474E-02 2.036E+00 23.0 W044 10102

1.550E-02 2.141E+4+00 24 E045 20112

1.847E-02 2.551E4+00 24.99 A341 00000

1.590E-02 2.196E+00 25 B090 11112

1.633E-02 2.255E4+00 25 C083 12112

1.630E-02 2.251E+00 25 E045 20112

1.593E-02 2.200E400 25 HO007 00000

1.620E-02 2.238E+00 25 HO084 10002

1.084E-02 1.498E+00 25 HI129 10010

(continued)
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1103. C;H,O; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.613E-02 2.228E+00 25 K040 10212

1.634E-02 2.257E+00 25 K053 22222

1.620E-02 2.238E+00 25 K057 22112

1.601E-02 2.211E+00 25 L050 20122

1.665E-03 2.300E-01 25 M461 00000

1.370E-02 1.892E+00 25 N420 00000

1.680E-02 2.320E+00 25 0007 10212

1.621E-02 2.239E+400 25 P314 00000

1.491E-02 2.059E+00 25.50 A012 22222

1.700E-02 2.348E+00 26 E045 20112

1.780E-02 2.459E+00 27 E045 20112

1.746E-02 2.411E+00 27 K046 10002 spray-dried product
1.728E-02 2.387E+00 28 D050 12122

1.784E-02 2.464E+00 28.1 w044 10102

1.360E-02 1.878E+00 30 A065 20221

1.885E-02 2.603E+00 30 B074 12122

1.987E-02 2.745E+00 30 B118 10002 unit assumed
1.750E-02 2.417E4+00 30 B142 20110 EFG, 0.IN H,SO,
1.800E-02 2.486E+00 30 C077 00000

1.986E-02 2.743E4+00 30 D061 10002

1.426E-02 1.970E+00 30 F005 12222

1.796E-02 2.481E+400 30 HO022 12222

1.700E-02 2.348E+00 30 K020 10110 EFG
1.868E-02 2.580E+00 30 K047 12122

2.022E-02 2.792E+00 30 M043 10000

2.022E-02 2.792E+00 30 MO043 10001

2.165E-02 2.991E+00 30 M107 22110 EFG
2.244E-03 3.100E-01 30 M461 00000

1.685E-02 2.327E+00 30 N420 00000

2.244E-02 3.100E+00 30 WO026 10112 average of 2
1.906E-02 2.633E+00 30 w044 10102

2.172E-02 3.000E+00 30.6 PO14 21220

2.442E-02 3.373E+00 33.99 A341 00000

2.201E-02 3.041E+00 34.4 w044 10102

2.273E-02 3.140E+00 35 K047 12122

2.039E-02 2.816E+00 35 N420 00000

2.390E-02 3.301E+400 35 0007 10212

1.332E-02 1.840E+00 37 B171 20112

1.861E-02 2.570E+00 37 C079 00000

1.897E-02 2.620E+00 37 F005 12222

2.452E-02 3.386E+00 37 K046 10002 spray-dried product
1.303E-02 1.800E+00 37 Y421 00000

2.590E-02 3.577E4+00 38.7 Wo044 10102

2.848E-02 3.934E+400 40 B074 12122

2.679E-02 3.700E+00 40 F300 10001

2.672E-02 3.690E+00 40 K047 12122

3.028E-02 4.182E+00 40 M043 10001

(continued)
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1103. C;H,O; (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.028E-02 4.182E+00 40 M043 10000
2.884E-02 3.984E+00 40 M107 22110 EFG
4.561E-03 6.300E-01 40 M461 00000
2.502E-02 3.456E4+00 40 N420 00000
2.719E-02 3.756E+00 40 W044 10102
3.167E-02 4.374E+00 43.99 A341 00000
3.743E-02 5.170E+00 44.99 A341 00000
2.462E-02 3.400E+00 45 F005 12222
3.059E-02 4.226E+00 45 N420 00000
3.714E-02 5.130E+00 46.99 A341 00000
3.562E-02 4.921E+00 47 K046 10002 spray-dried product
3.681E-02 5.084E+00 48.6 W044 10102
4.102E-02 5.665E+00 49.99 A341 00000
4.261E-02 5.885E+00 50 B074 12122
6.154E-03 8.500E-01 50 M461 00000
3.769E-02 5.206E+00 50 N420 00000
3.889E-02 5.371E400 50 w044 10102
4.337E-02 5.991E+00 50.99 A341 00000
4.677E-02 6.461E+00 51.99 A341 00000
5.151E-02 7.115E+00 53.99 A341 00000
5.319E-02 7.347E+00 54.99 A341 00000
4.947E-02 6.833E+00 56.0 W044 10102
6.104E-02 8.431E+00 57.49 A341 00000
6.202E-02 8.566E+00 60 B074 12122
6.009E-02 8.300E+00 60 F300 10001
6.529E-02 9.018E+00 60 M043 10001
6.529E-02 9.018E+00 60 M043 10000
5.888E-02 8.133E+00 60 W044 10102
7.184E-02 9.922E+00 61.49 A341 00000
7.140E-02 9.862E+00 64.0 W044 10102
8.184E-02 1.130E+01 65.99 A341 00000
8.373E-02 1.156E+01 66.0 W044 10102
1.252E-01 1.730E4+01 75.0 w044 10102
1.499E-01 2.070E+01 80 F300 10002
1.600E-01 2.210E+01 80 M043 10000
1.600E-01 2.210E+01 80 M043 10002
5.437E-01 7.510E+01 100 M043 10000
5.437E-01 7.510E+01 100 MO043 10002
1.598E-02 2.207E+00 ns 0003 02112
1.514E-02 2.091E+00 ns R427 00000

1.841E-02 2.544E4+00 It H431 00000
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1104. C;H,O,

Protocatechualdehyde

3,4-Dihydroxy-benzaldehyd

RN: 139-85-5 MP (°C):

MW: 138.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.620E-01 5.000E+01 20 F300 10000

~1.88E+00 ~2.60E+02 100 F300 10000

1105. C;H,O,

p-Hydroxybenzoic acid

4-Hydroxy-benzoesaeure

4-Hydroxybenzoic acid

p-Hydroxybenzoicacid

4-Hydroxybenzenecarboxylic acid

RN: 99-96-7 MP (°C): 214.5

MW: 138.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.805E-02 2.494E+00 0 MO043 10001

1.590E-02 2.196E4+00 4.99 A405 20112

2.525E-02 3.488E+00 10 M043 10001

2.280E-02 3.149E+00 10.99 A405 20112

2.216E-02 3.061E+00 12.7 w044 10102

5.746E-02 7.937E4+00 15 D041 10000

3.186E-02 4.400E+00 15 F300 10001

2.624E-02 3.624E+00 15 H022 12222

2.990E-02 4.130E+00 15.99 A405 20112

3.740E-02 5.166E+00 19.99 A405 20112

3.470E-02 4.793E+00 20 C006 12112

3.817E-02 5.272E+00 20 M043 10001

3.602E-02 4.975E+00 20 M107 22110 EFG
3.545E-02 4.896E+00 20.9 w044 10102

4.890E-02 6.754E+00 24.99 A405 20112

3.545E-02 4.896E+00 25 D081 11212

6.580E-02 9.089E+00 25 D339 00000

4.634E-02 6.400E+00 25 HO007 00000

3.318E-02 4.583E+00 25 M334 12112

4.322E-02 5.970E+00 25 NO023 12212 hydrate
6.241E-02 8.620E+00 25 N023 12212 anhydrate
3.873E-02 5.350E4+00 25.50 A012 22222

6.340E-02 8.757E+00 29.99 A405 20112

5.400E-02 7.459E+00 30 A065 20221

4.800E-02 6.630E+00 30 C077 00000

5.500E-02 7.597E+00 30 HO19 00000

5.421E-02 7.488E+00 30 H022 12222

5.500E-02 7.597E4+00 30 K020 10110 EFG

(continued)
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1105. C;H,O; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.746E-02 7.937E4+00 30 MO043 10001

5.746E-02 7.937E4+00 30 M107 22110 EFG
5.538E-02 7.650E+00 30 NO023 12212 hydrate
7.790E-02 1.076E+01 30 N023 12212 anhydrate
5.496E-02 7.592E4+00 30 w044 10102

8.120E-02 1.122E401 33.99 A405 20112

7.076E-02 9.774E+00 34.4 w044 10102

7.247E-02 1.001E+01 35 N023 12212 hydrate
9.781E-02 1.351E+01 35 NO023 12212 anhydrate
1.231E-01 1.700E+01 37 B171 20112

1.027E-01 1.419E+401 38.99 A405 20112

8.663E-02 1.197E+01 39.4 w044 10102

8.938E-02 1.235E+01 40 MO043 10002

9.996E-02 1.381E+01 40 M107 22110 EFG
1.203E-01 1.662E+01 40 NO023 12212 anhydrate
9.339E-02 1.290E+01 40 NO023 12212 hydrate
1.385E-01 1.913E+01 42.99 A405 20112

1.291E-01 1.783E+01 46.0 W044 10102

1.804E-01 2.492E+01 47.99 A405 20112

2.438E-01 3.367E+01 52.99 A405 20112

1.931E-01 2.667E+01 54.6 Wo044 10102

3.330E-01 4.600E+01 56.99 A405 20112

2.978E-01 4.114E+01 60 MO043 10002

4.286E-01 5.920E+01 61.99 A405 20112

5.666E-01 7.826E+01 66.99 A405 20112

7.269E-01 1.004E+02 71.99 A405 20112

1.835E-01 2.534E401 75 D041 10001

8.723E-01 1.205E+02 80 MO043 10002

1.875E+00 2.590E+02 100 F300 10002

2.410E+400 3.329E+02 100 MO043 10002

3.715E-02 5.132E4+00 ns R427 00000

4.854E-02 6.705E+00 It H431 00000

1106. C;H O,

p-2-Furyncrylic acid
p-2-Furylacrylic acid
p-Furyl-(2)-acrylsaeure

RN: 539-47-9 MP (°C): 143

MW: 138.12 BP (°C): 286

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.448E-02 2.000E+00 20 F300 10000
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1107. C;H O,

m-Hydroxybenzoic acid

3-Hydroxy-benzoesaeure

3-Hydroxybenzoic acid

m-Hydroxybenzoicacid

RN: 99-06-9 MP (°C): 202

MW: 138.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.525E-02 3.488E+00 0 MO043 10001

3.960E-02 5.470E+400 10 MO043 10001

4.804E-02 6.636E+00 13.3 w044 10102

5.068E-02 7.000E+00 15 F300 10001

4.477E-02 6.184E+400 15 H022 12222

6.052E-02 8.360E+00 18.8 w044 10102

6.173E-02 8.527E+00 20 MO043 10001

4.318E-02 5.964E+00 20 M107 22110 EFG
7.551E-02 1.043E+01 24.3 W044 10102

5.249E-02 7.250E+00 25.50 A012 22222

7.800E-03 1.077E400 30 A065 20221

8.600E-02 1.188E+01 30 C077 00000

8.800E-02 1.215E+01 30 HO19 00000

8.300E-02 1.146E+01 30 HO21 12110 EFG
9.291E-02 1.283E+01 30 M043 10001

6.813E-02 9.411E4+00 30 M107 22110 EFG
9.552E-02 1.319E+01 30 w044 10102

9.855E-02 1.361E+01 30.9 w044 10102

1.271E-01 1.756E+01 36.2 Wo044 10102

1.420E-01 1.961E+01 40 MO043 10001

1.105E-01 1.526E+01 40 M107 22110 EFG
2.809E-01 3.880E+01 50 F300 10001

2.222E-01 3.070E+01 51.0 w044 10102

3.118E-01 4.306E+01 60 MO043 10001

7.987E-01 1.103E+02 80 M043 10002

2.678E+00 3.699E+02 100 MO043 10002

1.810E-02 2.500E+00 ns B361 00000

5.012E-02 6.923E+00 ns R427 00000

1108. C;H,O,

2,6-Dihydroxybenzoic acid

2,6-Dihydroxy-benzoesaeure

y-Resorcylic acid

RN: 303-07-1 MP (°C):

MW: 154.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.200E-02 9.556E+00 ns col4 00011
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1109. C;HO,
Protocatechuic acid
3,4-Dihydroxy-benzoesaeure
3,4-Dihydroxybenzoic acid

Handbook of Aqueous Solubility Data

RN: 99-50-3 MP (°C):

MW: 154.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.181E-01 1.820E+01 14 F300 10002

1.440E+00 2.220E+02 80 F300 10002

1110. C;H,O,

B-Resorcyclic acid

2,4-Dihydroxy-benzoesaeure

2,4-Dihydroxybenzoic acid

2,4-Dihydroxybenzoicacid

B-Resorcylic acid

4-Hydroxysalicylic acid

RN: 89-86-1 MP (°C): 225

MW: 154.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.893E-02 6.000E+00 25 HO007 00000

1111. C;H,O,

Gentisic acid

2,5-Dihydroxy-benzoesaeure

2,5-Dihydroxybenzoic acid

2,5-Dihydroxybenzoicacid

Hydroquinonecarboxylic acid

RN: 490-79-9 MP (°C): 205

MW: 154.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.427E-01 2.200E+01 25 H007 00000

1112. C;H,O4

Gallic acid

3,4,5-Trihydroxybenzoesaeure

Gallussaeure

RN: 149-91-7 MP (°C): 250

MW: 170.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.325E+00 2.253E+02 -10.0 L430 00000

5.349E-02 9.100E+00 15 M461 00000

5.589E-02 9.509E+00 19.99 L430 00000

(continued)
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1112. C;H O4 (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.995E-02 1.190E+01 20 F300 10002
5.820E-02 9.901E+00 24.99 L430 00000
8.641E-02 1.470E+01 25 M461 00000
8.001E-02 1.361E+01 29.99 L430 00000
1.093E-01 1.860E+01 30 M461 00000
1.034E-01 1.759E+01 34.99 L430 00000
1.355E-01 2.306E+01 39.99 1430 00000
1.552E-01 2.640E+01 40 M461 00000
1.751E-01 2.979E+01 44.99 L430 00000
2.272E-01 3.865E+01 49.99 L430 00000
2.240E-01 3.810E+01 50 M461 00000
2.879E-01 4.898E+01 54.99 1430 00000
3.774E-01 6.420E+01 59.99 L430 00000
4.470E-01 7.604E+01 64.99 L1430 00000
6.044E-01 1.028E+02 69.99 L430 00000
7.064E-01 1.202E+02 74.99 L1430 00000
9.497E-01 1.616E+02 79.99 L430 00000
1.198E+00 2.038E+02 84.99 L430 00000
1.505E+00 2.561E+02 100 F300 10002
4.202E-02 7.149E+00 -0 L430 00000
6.918E-02 1.177E+01 ns R427 00000
1113. C;H,O;4

2,3,4-Trihydroxybenzoic acid

2,3,4-Trihydroxybenzoesaeure

RN: 610-02-6 MP (°C):

MW: 170.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.878E-03 1.000E+00 12.50 F300 10000
1114. C,H,Br

m-Bromotoluene

3-Bromotoluene

3-Methyl-1-bromobenzene

1-Bromo-3-methylbenzene

3-Bromo-1-methylbenzene

3-Methylphenyl bromide

RN: 591-17-3 MP (°C):  -39.8

MW: 171.04 BP (°C): 183.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.000E-04 5.131E-02 ns 0013 01010
3.020E-04 5.165E-02 ns S460 00000
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1115. C,H,C1
m-Chlorotoluene
3-Chlorotoluene
1-Chloro-3-methylbenzene

m-Tolyl chloride

RN: 108-41-8 MP (°C): —48

MW: 126.59 BP (°C): 161.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.000E-04 3.798E-02 ns 0013 01010

1116. C,;H,Cl

o-Chlorotoluene
2-Chlorotoluene
2-Chloro-1-methylbenzene
2-Methylchlorobenzene
1-Methyl-2-chlorobenzene

OCT

RN: 95-49-8 MP (°C): -36

MW: 126.59 BP (°C): 159.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.000E-04 3.798E-02 ns 0013 01010

1117. C,H,Cl

p-Chlorotoluene
4-Chlorotoluene

p-Tolyl chloride

4-Chloro-1-methyl-benzene

PCT

1-Chloro-4-methylbenzene

RN: 106-43-4 MP (°C): 8

MW: 126.59 BP (°C): 162.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.415E-04 1.065E-01 20 H118 11112

1.084E-03 1.372E-01 20 H301 00000

3.000E-04 3.798E-02 ns 0013 01010
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1118. C;H,CIN,O,S

Saluamine

2-Amino-4-chloro-5-sulfamoylbenzoic acid

4-Chloro-5-sulfamylanthranilic acid

Desfurylmethylfurosemide

4-Chloro-5-sulfamoylanthranilic acid

-Amino-5-aminosulfonyl-4-chlorobenzoic acid

RN: 3086-91-7 MP (°C):

MW: 250.66 BP (°C): 549.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.218E-03 5.560E-01 25 B405 11122 Buffer pH 2.0
3.008E-03 7.540E-01 25 B405 11122

1119. C,H,CIN,O,

8-Chlorotheophylline

8-Chloro-1,3-dimethyl-2,6(1H,3H)-purinedione

RN: 85-18-7 MP (°C): 290

MW: 214.61 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.020E-03 6.481E-01 ns R427 00000

1120. C,H,C1O0

Chlorocresol

3-Methyl-4-chlorophenol

4-Chloro-3-cresol

6-Chloro-3-hydroxytoluene

3-Methyl-4-chloro-phenol-

Phenol, 4-chloro-3-methyl-

RN: 59-50-7 MP (°C): 67

MW: 142.59 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.800E-02 3.992E+00 25 B316 00000

3.489E-02 4.975E+00 25 RO41 00000

3.647E-02 5.200E+00 ns G024 00002

1121. C;H,CIO

4-Chloroanisole

p-Chloroanisole

1-Chloro-4-methoxybenzene

RN: 623-12-1 MP (°C): -18

MW: 142.59 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.662E-03 2.370E-01 25 1348 12212
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1122. C,H,C1O
2-Methyl-6-chloro-phenol
2-Chloro-6-methylphenol
6-Chloro-o-cresol
3-Chloro-2-hydroxytoluene
6-Chloro-2-methylphenol

RN: 87-64-9 MP (°C):

MW: 142.59 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.500E-02 3.565E+00 25 B316 00000

1123. C;H,CIO

2-Methyl-4-chloro-phenol

4-Chloro-o-cresol

4-Chloro-2-methylphenol
5-Chloro-2-hydroxytoluene

RN: 1570-64-5 MP (°C):  45-48

MW: 142.59 BP (°C): 220-225

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.800E-02 6.844E+00 25 B316 00000

1124. C,H,CIO

2-Chloroanisole
o-Chloroanisole

RN: 766-51-8 MP (°C): =27

MW:  142.59 BP (°C): 196

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.437E-03 4.900E-01 25 1348 12212

3.467E-03 4.944E-01 ns S460 00000

1125. C,H,CIO

3-Chloroanisole

m-Chloroanisole
1-Chloro-3-methoxybenzene

RN: 2845-89-8 MP (°C): <25

MW: 142.59 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.648E-03 2.350E-01 25 L348 12212

1.660E-03 2.366E-01 ns 5460 00000
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1126. C,H,CI,NO

Clopidol

3,5-Dichloro-2,6-dimethyl-4-pyridinol

Coyden

Methylchloropindol

RN: 2971-90-6 MP (°C):

MW: 192.05 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.083E-04 4.000E-02 ns K138 00001

1127. C,H,CI;NO;PS

Chlorpyrifos-methyl

Chlorpyrifos-methy

RN: 5598-13-0 MP (°C):

MW: 322.54 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.581E-06 1.800E-03 10 B324 00000

5.581E-06 1.800E-03 10 B324 00000

9.922E-06 3.200E-03 20 B300 21112

9.922E-06 3.200E-03 20 B324 00000

9.921E-06 3.200E-03 20 B324 00000

1.476E-05 4.760E-03 20 C053 00000

1.240E-05 4.000E-03 24 K069 20011

1.240E-05 4.000E-03 25 Mi61 10000

2.139E-05 6.899E-03 30 B324 00000

2.139E-05 6.900E-03 30 B324 00000

1.476E-05 4.760E-03 ns FO71 01212

1.240E-05 4.000E-03 ns K138 00001

1.643E-05 5.300E-03 ns MI110 00000 EFG
1128. C,H,CL,NO P

Torelle

Dimethyl 3,5,6-trichloro-2-pyridinyl phosphate

DOWCO 217

Fospirate

Phosphoric acid, dimethyl 3,5,6-trichloro-2-pyridyl ester

RN: 5598-52-7 MP (°C):

MW: 306.47 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

9.789E-04 3.000E-01 24 K069 20011
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1129. C;H,FN, 0,
3-Propionyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one
3-Propionyl-5-fluorouracil

RN: 75410-16-1 MP (°C):  113-114

MW:  186.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.896E-01 3.530E+01 22 B321 00000 pH 4.0
1.896E-01 3.530E+01 22 B332 11001 pH 4.0
1.980E-01 3.686E+01 22 B416 22121

1130. C,H,FN,0,

3-Acetoxymethyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one
3-Acetoxymethyl-5-fluorouracil
RN: 73042-04-3 MP (°C):  158-159

MW: 202.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.894E-02 2.000E+01 22 B321 00000 pH 4.0
1131. C,H,FN,O,

1-Acetoxymethyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one
1-Acetoxymethyl-5-fluorouracil
RN: 62113-41-1 MP (°C):  122-123

MW: 202.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.132E-01 4.310E+01 22 B321 00000 pH 4.0
1132. C;H,FN,O,

3-Ethyloxycarbonyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one
3-Ethyloxycarbonyl-5-fluorouracil
1-Ethyloxycarbonyl-5-fluorouracil

RN: 75410-27-4 MP (°C):  126-128

MW:  202.14 BP (°C):
Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.562E-01 7.200E+01 22 B321 00000 pH 4.0

3.413E-02 6.900E+00 22 B332 11001 pH 4.0
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1133. C;H,NO

Benzamide

Benzamid

Phenyl carboxamide

Benzoic acid amide

RN: 55-21-0 MP (°C): 130

MW: 121.14 BP (°C): 288

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.923E-02 5.964E+00 10 MO043 10000

4.750E-02 5.754E+00 12 0019 10012

1.000E-01 1.211E+01 20 B139 21111

8.173E-02 9.901E+00 20 MO043 10001

1.100E-01 1.333E401 22 3037 00000

1.106E-01 1.340E+01 25 F300 10002

1.059E-01 1.283E+01 30 MO043 10001

1.300E-01 1.575E+01 40 MO043 10001

1.651E-01 2.000E+01 50 P0O64 20111

3.931E-01 4.762E+01 60 MO043 10000

6.191E-01 7.500E+01 70 P0O64 20111

5.503E+00 6.667E+02 80 MO043 10002

6.686E+00 8.100E+02 90 P064 20112

7.338E+00 8.889E+02 100 M043 10002

7.842E+00 9.500E+02 110 P0O64 20112

1.100E-01 1.332E+01 t D021 00112

1134. C,H,NO,

Salicylamide

2-Hydroxybenzoicacidamide

Algamon

Amid-sal

Amidosal

Algiamida

RN: 65-45-2 MP (°C): 140

MW: 137.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.878E-03 1.218E+00 10 N419 00000

1.060E-02 1.454E+00 15 D012 11012

1.137E-02 1.559E+00 15 N419 00000

1.100E-02 1.509E+00 16 D012 11012

1.531E-02 2.100E+00 20 E046 10000 EFG
1.447E-02 1.985E+00 20 N419 00000

1.900E-02 2.606E+00 22 JO31 00000

1.604E-02 2.200E+00 23 B328 12211 pH4.0
1.500E-02 2.057E+00 25 D012 11012

1.750E-02 2.400E+00 25 E046 10000 EFG
1.757E-02 2.409E+00 25 N419 00000

1.831E-02 2.511E+00 25 P314 00000

(continued)
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1134. C,H,NO, (continued)

Handbook of Aqueous Solubility Data

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.115E-02 2.900E+00 30 E046 10000 EFG
2.166E-02 2.970E+00 30 N419 00000

2.771E-02 3.800E+00 35 E046 10000 EFG
2.685E-02 3.682E+00 35 N419 00000

2.900E-02 3.977E+00 37 D012 11012

3.427E-02 4.700E+00 40 E046 10000 EFG
3.285E-02 4.505E+00 40 N419 00000

4.280E-02 5.870E+00 45 D012 11012

4.181E-02 5.734E4+00 45 N419 00000

5.323E-02 7.300E+00 50 E046 10000 EFG
5.371E-02 7.366E+00 50 N419 00000

1.677E-03 2.300E-01 ns B361 00000

1135. C;H,NO,

p-Aminobenzoic acid

4-Amino-benzoesaeure

4-Aminobenzoic acid

p-Aminobenzoicacid

I-Amino-4-carboxybenzene

RN: 150-13-0 MP (°C): 187.0

MW: 137.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
2.479E-02 3.400E+00 12.80 F300 10001

3.609E-02 4.950E+00 18 C033 10212

3.628E-02 4.975E+00 25 D041 10000

3.930E-02 5.390E+00 25 L338 10112

3.646E-02 5.000E+00 25 MO054 10000

3.500E-02 4.800E+00 25 PO15 00000

4.455E-02 6.110E+00 30 C033 10212

4.579E-02 6.280E+00 30 HO18 00000

4.500E-02 6.171E+00 30 L069 10110 EFG
6.125E-02 8.400E+00 37 B171 20112

6.040E-02 8.283E+00 37 F006 11222

1136. C;H,NO,

o-Nitrotoluene

2-Nitro-toluol

2-Nitrotoluene

RN: 88-72-2 MP (°C): -9.5

MW: 137.14 BP (°C): 221.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (@) #) (TPEAA) Comments
3.872E-03 5.310E-01 9.99 B403 12222

4.441E-03 6.090E-01 19.99 B403 12222

(continued)
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1136. C,H;NO, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
5.017E-03 6.880E-01 29.99 B403 12222

4.740E-03 6.500E-01 30 F300 10002

5.637E-03 7.730E-01 39.99 B403 12222

1137. C;H,NO,

o-Aminobenzoic acid

2-Aminobenzoic acid

Anthranilsaeure

RN: 118-92-3 MP (°C): 145

MW: 137.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
2.181E-02 2.991E+00 10 MO043 10000

2.543E-02 3.488E+00 14 D041 10001

2.552E-02 3.500E+00 14 F300 10001

2.543E-02 3.488E+00 20 MO043 10001

4.349E-02 5.964E+00 30 MO043 10000

6.504E-02 8.920E+00 40 M043 10000

3.552E+00 4.872E+02 100 M043 10001

1138. C;H,NO,

m-Nitrotoluene

3-Nitro-toluol

3-Nitrotoluene

RN: 99-08-1 MP (°C): 16

MW: 137.14 BP (°C): 232.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.281E-03 4.500E-01 9.99 B403 12222

3.580E-03 4.910E-01 19.99 B403 12222

3.894E-03 5.340E-01 29.99 B403 12222

3.646E-03 5.000E-01 30 F300 10002

4.120E-03 5.650E-01 39.99 B403 12222

1139. C;H,NO,

m-Aminobenzoic acid

3-Amino-benzoesaeure

3-Aminobenzoic acid

RN: 99-05-8 MP (°C): 174

MW: 137.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.302E-02 5.900E+00 14.90 F300 10001

5.830E-02 7.995E+00 30 WO007 20222
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1140. C;H,NO,
Methyl nicotinate
Nicotinsaeure-methyl ester

RN: 93-60-7 MP (°C): 39

MW: 137.14 BP (°C): 209

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.471E-01 4.760E+01 20 F300 10002 sic
8.065E+00 1.106E+03 32 1346 10010

3.467E-01 4.755E+01 ns R424 00000

1141. C,H,NO,

p-Nitrotoluene
4-Nitrotoluene

RN: 99-99-0 MP (°C): 55

MW: 137.14 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
1.305E-03 1.790E-01 9.99 B403 12222
2.917E-04 4.000E-02 14.5 D070 12001
2.917E-04 4.000E-02 14.50 F300 10001
1.765E-03 2.420E-01 19.99 B403 12222
2.100E-03 2.880E-01 20 H306 10121
2.150E-03 2.949E-01 20 T301 12222
2.348E-03 3.220E-01 29.99 B403 12222
3.048E-03 4.180E-01 39.99 B403 12222
5.687E-04 7.799E-02 50 D070 12001
8.458E-04 1.160E-01 100 D070 12002
1142. C;H,NO;

3-Methyl-4-nitrophenol

3-Nitro-p-cresol

3-Nitro-p-kresol

4-Nitro-5-methylphenol

RN: 2581-34-2 MP (°C): 128

MW: 153.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.769E-03 1.190E+00 25 B104 12111

7.762E-03 1.189E+00 ns R427 00000
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1143. C;H,NO;,

p-Aminosalicylic acid

4-Amino-salicylsaeure

4-Aminosalicylic acid

RN: 65-49-6 MP (°C): 150

MW: 153.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.303E-02 1.996E+00 20 D041 10000

1.100E-02 1.685E+00 23 MO072 12110 EFG
2.100E-02 3.216E+00 30 L069 10110 EFG
1.087E-02 1.664E+00 ns H125 00000

1144. C;H,NO;,

p-Nitroanisol

4-Nitro-anisol

4-Nitroanisol

RN: 100-17-4 MP (°C): 54

MW: 153.14 BP (°C): 260

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.571E-04 7.000E-02 15 F300 10001

3.853E-03 5.900E-01 30 F300 10002

1145. C,H,N,0S

Ethyl acetylthiodiazole

Ethyle acetyle thiodiazolique

RN: MP (°C):

MW: 167.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.196E-03 2.000E-01 37 D084 10101

1146. C;H,N;

2-Methylaminopteridine

Pteridine, 2-(methylamino)-

RN: 19167-57-8 MP (°C): 219

MW: 161.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.933E-02 3.115E+00 20 A019 22111

1.724E-01 2.778E+01 100 A019 12111
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1147. C;H;

Toluene

Methylbenzene

RN: 108-88-3 MP (°C): 94

MW: 92.14 BP (°C): 110.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.819E-03 5.362E-01 .06 uo10 10011 EFG
7.857E-03 7.240E-01 0 P003 22222

6.638E-03 6.116E-01 4.50 B086 21222

5.557E-03 5.120E-01 4.62 U010 10011 EFG
5.557E-03 5.120E-01 4.62 uo13 10000 EFG
6.519E-03 6.006E-01 6.30 B086 21222

6.356E-03 5.857E-01 7.10 B086 21222

6.367E-03 5.867E-01 9 B086 21222

6.210E-03 5.722E-01 10 B149 21122

6.215E-03 5.727E-01 11.80 B086 21222

6.237E-03 5.747E-01 12.10 B086 21222

5.307E-03 4.890E-01 14.20 U013 10000 EFG
5.785E-03 5.330E-01 15 5203 11212

6.172E-03 5.687E-01 15.10 B086 21222

5.424E-03 4.998E-01 16 D052 11000

5.100E-03 4.699E-01 16 FOO01 10121

5.101E-03 4.700E-01 16 FO71 11212

5.101E-03 4.700E-01 16 F300 10002

5.101E-03 4.700E-01 16 HO080 10002

5.100E-03 4.699E-01 16 S006 10001

6.370E-03 5.869E-01 20 B149 21122

6.154E-03 5.670E-01 20 B356 00000

5.424E-03 4.998E-01 20 C121 10000 unit assumed, sic
5.590E-03 5.151E-01 20 M312 10002

4.982E-03 4.591E-01 20 M337 21222

6.139E-03 5.657E-01 20.10 B086 21222

5.196E-03 4.788E-01 21 C024 21122

5.752E-03 5.300E-01 25 A001 12221

5.098E-03 4.698E-01 25 A094 10001

6.805E-03 6.270E-01 25 B003 21222

5.589E-03 5.150E-01 25 B060 20111

6.690E-03 6.164E-01 25 B153 21112

1.680E-02 1.548E+00 25 B173 20222 sic
5.687E-03 5.240E-01 25 B304 20222

8.000E-03 7.371E-01 25 HO092 11110

6.500E-03 5.989E-01 25 H313 21221

6.000E-03 5.529E-01 25 H332 22220

6.370E-02 5.869E+00 25 1334 22212 sic
6.370E-03 5.869E-01 25 1335 22222

5.430E-03 5.003E-01 25 K001 10212

5.318E-03 4.900E-01 25 K072 10111

6.290E-03 5.796E-01 25 K316 22222

5.641E-03 5.197E-01 25 L319 10212

(continued)
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1147. C,H; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.589E-03 5.150E-01 25 M130 10002

5.638E-03 5.195E-01 25 M132 22212

6.280E-03 5.787E-01 25 M342 10112

6.219E-03 5.730E-01 25 P003 22222

6.012E-03 5.540E-01 25 PO51 21122

6.045E-03 5.570E-01 25 S203 11212

5.804E-03 5.348E-01 25 S358 21222

5.650E-03 5.206E-01 25 S359 21222

6.280E-03 5.787E-01 25 W300 22222

5.307E-03 4.890E-01 25.35 uo10 10011 EFG
5.307E-03 4.890E-01 25.35 U013 10000 EFG
3.255E-03 2.999E-01 30 F053 10202

6.183E-03 5.697E-01 30 G029 10221

5.067E-03 4.669E-01 30 M311 11222

1.409E-02 1.298E+00 30 S207 10011 sic
5.557E-03 5.120E-01 34.53 U010 10011 EFG
5.557E-03 5.120E-01 34.53 U013 10000 EFG
6.371E-03 5.870E-01 35 S203 11212

5.954E-03 5.486E-01 44.30 U010 10011 EFG
5.819E-03 5.362E-01 44.30 U013 10000 EFG
6.892E-03 6.350E-01 45 S203 11212

1.517E-02 1.398E+00 45 S207 10011 sic
6.529E-03 6.015E-01 54.71 U013 10000 EFG
1.500E-02 1.382E+00 55 HO092 11111

6.380E-03 5.879E-01 55.79 U010 10011 EFG
1.734E-02 1.597E+00 60 S207 10011 sic
7.325E-03 6.749E-01 65.82 U013 10000 EFG
2.171E-02 2.000E+00 150 J023 11220

7.597E-02 7.000E+00 200 J023 11220

3.039E-01 2.800E+01 250 J023 11221

1.411E+400 1.300E+02 300 J023 11222

5.589E-03 5.150E-01 ns H123 00000

1.380E-01 1.272E+401 ns H307 00000 sic
5.611E-03 5.170E-01 ns M175 00212

5.589E-03 5.150E-01 ns M344 00002

1148. C,H,

1,6-Heptadiyne

RN: 2396-63-6 MP (°C): -85

MW: 92.14 BP (°C): 112

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.791E-02 1.650E+00 25 MO001 21222
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1149. C,H,

Cycloheptatriene

1,3,5-Cycloheptatriene

Tropilidene

CHT

RN: 544-25-2 MP (°C): 80

MW: 92.14 BP (°C): 116.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.301E-03 5.806E-01 4.8 L007 22122

6.301E-03 5.806E-01 5.1 L007 21112

7.207E-03 6.641E-01 14.8 L007 22122

7.207E-03 6.641E-01 15.2 L007 21112

7.260E-03 6.690E-01 24.8 L007 22122

6.729E-03 6.200E-01 25 MOO01 21222

7.260E-03 6.690E-01 25.1 L007 21112

8.045E-03 7.413E-01 34.8 L007 22122

8.045E-03 7.413E-01 352 L007 21112

8.294E-03 7.642E-01 44.8 L007 22122

8.294E-03 7.642E-01 452 L007 21112

1150. C;H,CIN;0,S,

Hydrochlorothiazide

Chlorozide

RN: 58-93-5 MP (°C): 274

MW: 297.74 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.425E-03 7.220E-01 25 A076 10112

2.032E-03 6.050E-01 25 C437 00000 Average
2.045E-03 6.090E-01 25 D091 10002 pH 6.2
2.687E-03 8.000E-01 25 GO51 10110

2.800E-03 8.337E-01 30 A089 20110 EFG
2.800E-03 8.337E-01 30 A093 20110 EFG
2.520E-03 7.503E-01 30 E049 20222

3.627E-03 1.080E+00 37 D091 10002 pH7.2
7.650E-03 2.278E+00 50 M335 10212 pHS5
3.359E-03 1.000E+00 ns K444 00000

1.982E-03 5.900E-01 rt A095 00000
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1151. C,H,CIN;O,S,

Hydrochlorothiazide

3,4-Dihydro-6-chloro-7-sulfamoyl-1,2,4-benzothiadiazine-1,1-dioxide
3,4-Dihydrochlorothiazide

6-Chloro-3,4-dihydro-2H-1,2 4-benzothiadiazine-7-sulfonamide-1,1-dioxide
6-Chloro-3,4-dihydro-7-sulfamoyl-2H-1,2,4-benzothiadiazine-1,1-dioxide

Aldactazide

RN: 58-93-5 MP (°C): 274

MW: 297.74 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.997E-03 5.946E-01 22.5 B422 20222

2.351E-06 7.000E-04 25 A408 20120

2.115E-03 6.296E-01 25 S450 00000

1152. C;HyFN,0,

1-Ethylcarbamoyl-5-fluorouracil

1-Ethylcarbamoyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one
N-Ethyl-5-fluoro-3,4-dihydro-2,4-dioxo-1-pyrimidinecarboxamide

RN: 58471-47-9 MP (°C): 190-196

MW: 201.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.457E-03 1.500E+00 22 B321 00000 pH 4.0
7.457E-03 1.500E+00 22 B388 00000

1153. C,;HiFN;0,

1-(N, N-Dimethylcarbamoyl)-5-fluorouracil
1-Dimethylcarbamoyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one

RN: 60908-29-4 MP (°C): 226-227

MW: 201.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.983E-02 6.000E+00 2 B321 00000 pH 4.0
2.983E-02 6.000E+00 22 B388 00000

1154. C,HN,0,

3-Nitro-o-toluidine

3-Nitro-o-toluidin

RN: 603-83-8 MP (°C): 92

MW: 152.15 BP (°C): 305

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.807E-02 1.340E+01 100 F300 10002
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1155. C;HgxN, O,
5,5-Trimethylenebarbituric acid

6,8-Diazaspiro[3.5]nonane-5,7,9-trione

Cyclobutane-spirobarbiturate
RN: 6128-03-6 MP (°C):
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MW: 168.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.213E-02 3.721E+00 25 P350 00000 intrinsic
1156. C;HgN, O,

1-Methoxy-2-amino-4-nitrobenzene

RN: 99-59-2 MP (°C): 118

MW: 168.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.388E-03 5.697E-01 It NO15 00222

1157. C;HgN,O5S

5-Carboethoxy-2-thiouracil

Ethyl 2-thiouracil-5-carboxylate

RN: 38026-46-9 MP (°C): 252

MW: 200.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (o) (#) (TPEAA) Comments
7.970E-03 1.596E+00 25 G016 12122 intrinsic
1158. C,HN,0,

Ethyl orotate

1,2,3,6-Tetrahydro-2,6-dioxo-4-pyrimidine-carboxylic acid, ethyl ester

RN: 1747-53-1 MP (°C):

MW: 184.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.100E-02 3.867E+00 20 NO19 00000

1159. C,HyN,S

1-Phenyl-2-thiourea

Phenylthioharnstoff

RN: 103-85-5 MP (°C): 149

MW: 152.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.708E-02 2.600E+00 18 F300 10001

3.830E-01 5.830E+01 100 F300 10002
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1160. C;H3N,O,

Theophylline

1,3-Dimethylxanthine

Aerolate

Bronkotabs

Bronchodid Duracap

Bronkodyl

RN: 58-55-9 MP (°C): 272

MW: 180.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.310E-02 5.964E+00 16 A072 10101

2.866E-02 5.164E+00 20 K052 11112

1.380E+00 2.486E+02 25 B443 00000

3.420E-02 6.162E+00 25 F009 22220 EFG
3.675E-02 6.621E400 25 L338 10112

4.089E-02 7.366E4+00 25 M128 20122

4.083E-02 7.356E+00 25 M158 20222

3.580E-02 6.450E+00 25 N312 21111

4.607E-02 8.300E+00 25 PO10 10111

4.607E-02 8.300E+00 25 PO11 00000

4.440E-02 8.000E+00 25 PO18 10221

4.440E-02 8.000E+00 25 P020 20111

4.607E-02 8.300E+00 25 P312 00000

4.500E-02 8.108E+00 30 B042 12111

4.500E-02 8.108E+00 30 G021 10002

4.100E-02 7.387E+00 30 HO16 22220 EFG
4.500E-02 8.108E+00 30 HO020 10001

5.550E-02 1.000E+01 37 F076 20220

2.761E-02 4.975E+00 ns J025 00002

5.550E-03 1.000E+00 ns K444 00000

3.580E-02 6.450E+00 ns NO062 20122

2.054E-04 3.700E-02 It NO15 00221 sic
1161. C;HgN,O,

Theobromine

Theobromin

RN: 83-67-0 MP (°C): 357

MW: 180.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.665E-03 3.000E-01 18 F300 10000

3.328E-03 5.996E-01 19 A072 10100

2.419E-03 4.358E-01 20 K052 11112

1.830E-03 3.297E-01 25 M158 20222

1.832E-03 3.300E-01 25 0302 10010

2.775E-03 5.000E-01 25 PO10 10111

3.330E-03 6.000E-01 25 PO11 00000

3.386E-03 6.100E-01 25 POI8 10221

(continued)
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1161. C,HgN,O, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.108E-03 5.600E-01 25 P020 20111

3.000E-03 5.405E-01 30 B042 12110

~3.00E-03 ~5.41E-01 30 HO020 10000

3.830E-02 6.900E+00 100 F300 10001

2.774E-03 4.998E-01 c D004 00000

3.676E-02 6.623E+00 h D004 00000

>2.77E-03 >5.00E-01 ns B404 02110

1162. C,H;O

p-Cresol

4-Cresol

p-Methylphenol

RN: 106-44-5 MP (°C): 355

MW: 108.14 BP (°C): 201.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.813E-01 1.961E+01 20 B031 10221

1.701E-01 1.840E+01 20 RO87 00000 0.15M NaCl
1.990E-01 2.152E+01 25 A021 12110

1.902E-01 2.057E+01 25 BO19 10120

1.813E-01 1.961E+01 25 L022 10000

1.967E-01 2.127E+01 25 P004 00000

1.902E-01 2.057E+01 25 RO41 00000

2.044E-01 2.210E+01 29.5 K119 10002

1.999E-01 2.162E+01 29.50 MO098 12012

2.090E-01 2.260E+01 40 F300 10002

3.334E-01 3.605E+01 82.10 MO098 12012

1163. C,H,0

Anisole

Methoxybenzene

Methyl phenyl ether

Phenyl methyl ether

RN: 100-66-3 MP (°C): 373

MW: 108.14 BP (°C): 155.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.295E-03 1.400E-01 25 A003 12121 sic
9.609E-02 1.039E+01 25 B019 10120

1.000E-02 1.081E+00 25 D407 10222

1.400E-02 1.514E+00 25 M327 10012

1.418E-02 1.533E4+00 25.04 Vo013 22222

9.617E-02 1.040E+01 26.70 L095 22112
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1164. C;H,O

2-Cresol

2-Methylphenol

Phenol, 2-methyl-

0-Cresol

o-Methylphenol

RN: 95-48-7 MP (°C): 31

MW: 108.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.519E-01 2.724E+01 20 B031 10221

2.276E-01 2.461E+01 20 RO87 00000 0.15M NaCl
2.312E-01 2.500E+01 23 P332 00000

2.400E-01 2.595E+01 25 A021 12110

1.991E-01 2.153E+01 25 B019 10120

2.127E-01 2.300E+01 25 B060 20111

2.400E-01 2.595E+01 25 B316 00000

2.300E-01 2.487E+01 25 F044 10001

2.423E-01 2.620E+01 25 F300 10002

2.569E-01 2.778E+01 25 L022 10000

2.999E-01 3.244E+01 25 P004 00000

2.255E-01 2.439E+01 25 RO41 00000

1.991E-01 2.153E+01 31 B092 21112

2.606E-01 2.818E+01 46.20 MO098 12011

2.497E-01 2.700E+01 50 K119 10002

2.763E-01 2.988E+01 60 B092 21112

3.557E-01 3.846E+01 86.70 MO098 12011

2.291E-01 2.477E+01 ns R427 00000

1165. C;H;O

m-Cresol

3-Cresol

m-Methylphenol

RN: 108-39-4 MP (°C): 11

MW: 108.14 BP (°C): 202

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.060E-01 1.147E+01 0 M041 11002

2.167E-01 2.344E+01 20 BO31 12221

2.112E-01 2.284E+01 20 R0O87 00000 0.15M NaCl
2.149E-01 2.324E401 20.3 L339 20222

1.420E-01 1.536E+01 25 A021 12110

1.991E-01 2.153E+01 25 BO19 10120

2.053E-01 2.220E+01 25 C060 12112

2.099E-01 2.270E+01 25 F300 10002

1.946E-01 2.105E+01 25 M041 11002

2.255E-01 2.439E+01 25 RO41 00000

2.292E-01 2.478E+01 40.0 L339 20222

(continued)
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1165. C,H O (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.682E-01 2.900E+01 46.2 K119 10002
2.326E-01 2.515E+01 50 MO041 11002
2.431E-01 2.629E+01 50.80 MO098 12011
2.712E-01 2.933E+01 58.4 L339 20222
2.693E-01 2.913E+01 60 B031 12221
3.331E-01 3.602E+01 772 L339 20222
3.213E-01 3.475E+01 78.70 M098 12011
3.982E-01 4.306E+01 92.20 MO098 12011
4.387E-01 4.744E+01 98.1 L339 20222
1166. C.H;O

Benzyl alcohol

Benzylalkohol

Benzenemethanol

Phenylmethanol

Phenylcarbinol

a-Hydroxytoluene

RN: 100-51-6 MP (°C): -15.2

MW: 108.14 BP (°C): 204.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.606E-01 3.900E+01 17 F300 10001
3.488E-01 3.772E+01 20 HO044 10212
3.520E-01 3.807E+01 20 S006 10002
3.967E-01 4.290E+01 25 B304 20222
3.540E-01 3.828E+01 25 HO044 10212
4.260E-01 4.607E+01 25 L322 11221
3.616E-01 3.911E+01 30 HO044 10212
3.646E-01 3.943E+01 35 HO044 10212
3.676E-01 3.975E+01 40 HO044 10212
3.724E-01 4.027E+01 45 HO044 10212
3.722E-01 4.025E+01 50 HO044 10212
3.868E-01 4.182E+01 55 HO044 10212
1167. C;H,0,

Salicyl alcohol

Salicylalkohol

RN: 90-01-7 MP (°C): 86

MW: 124.14 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.075E-01 6.300E+01 2 F300 10001




Solubility Data 399
1168. C,;H,0,

Guaiacol

o-Methoxyphenol

RN: 90-05-1 MP (°C): 28

MW: 124.14 BP (°C): 205

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.506E-01 1.870E+01 15 F300 10002

1.880E-01 2.334E401 24.99 B353 00000

1.060E-02 1.316E400 37 E028 10112 sic
1.288E-03 1.599E-01 ns R424 00000

1169. C;H,0,

3-Methoxyphenol

Resorcinol monomethylether

p-Methoxyphenol

RN: 150-19-6 MP (°C):

MW: 124.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.110E-01 3.861E+01 25 B314 00000

3.110E-01 3.861E+01 30 B315 00000

4.000E-03 4.966E-01 37 E028 10111 sic
4.966E-01 6.165E+01 ns 5460 00000

1170. C,H;0,

p-Methoxyphenol

p-Hydroxyanisole

Hydroquinone monomethyl ether

4-Methoxyphenol

RN: 150-76-5 MP (°C): 525

MW: 124.14 BP (°C): 243

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.073E-01 2.573E+01 20 RO87 00000 0.15M NaCl
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1171. C,H,0,
4,6-Dimethyl-1,2-pyrone
4,6-Dimethyl-a-pyrone
2,4-Dimethyl-a-pyrone
Mesitene lactone
4,6-Dimethyl-2-pyranone
4,6-Dimethyl-2H-pyran-2-one
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RN: 675-09-2 MP (°C): 49

MW: 124.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.953E+00 2.424E+02 59.7 w022 22110 EFG
2.088E+00 2.593E+02 86.3 w022 22110 EFG
1172. C,H 0,S

p-Toluenesulfonic acid

4-Methylbenzenesulfonic acid

Methylbenzenesulfonic acid

Tosic acid

PTSA

Toluene-4-sulfonic acid

RN: 104-15-4 MP (°C): 106.5

MW: 172.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.900E-+00 4.993E+02 36.5 T023 12212

2.902E-+00 4.997E+02 40.5 T023 12212

2.903E4+00 4.999E+02 425 T023 12212

1173. C,H;0,S.H,0

p-Toluenesulfonic acid (monohydrate)

RN: MP (°C): 104.5

MW: BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.107E-+00 4.008E+02 -6.5 T023 12212

2.120E4+00 4.033E4+02 -1.5 T023 12212

2.129E+00 4.050E+02 1.5 T023 12212

2.168E4+00 4.125E+02 20.1 T023 12212

2.210E4+00 4.203E+02 38.8 T023 12212

2.616E+00 4.975E+02 453 T023 12212

2.257E+00 4.293E+02 55.2 T023 12212

2.593E+00 4.933E+02 73.9 T023 12212

2.329E+00 4.431E+02 78.4 T023 12212

2.566E+00 4.882E+02 89.1 T023 12212

2.375E+00 4.517E+02 89.9 T023 12212

(continued)
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1173. C,H30;S.H,0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.446E+00 4.652E+02 101.1 T023 12212

2.525E4+00 4.802E+02 102.9 T023 12212

2.498E+00 4.751E+02 104.8 T023 12212

1174. C,H,0,S.2H,0

o-Toluenesulfonic acid (dihydrate)
RN: 68066-37-5 MP (°C):

MW: 208.23 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.718E4+00 3.577E+02 -25.0 T023 12212
1.773E4+00 3.691E+02 -13.0 T023 12212
1.823E4+00 3.795E+02 .8 T023 12212
1.891E+00 3.938E+02 16.8 T023 12212
1.954E+00 4.068E+02 31.2 TO023 12212
2.264E+00 4.715E+02 48.2 T023 12212
2.055E+00 4.279E+02 50.0 T023 12212
2.243E4+00 4.671E+02 54.0 T023 12212
2.090E+00 4.353E+02 56.0 T023 12212
2.207E4+00 4.597E+02 60.4 T023 12212
2.148E+00 4.472E+02 61.2 T023 12212
2.179E+00 4.538E+02 62.0 TO023 12212
1175. C,H 05S.4H,0

p-Toluenesulfonic acid (tetrahydrate)

RN: 104-15-4 MP (°C):

MW: 24427 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.422E+00 3.473E+02 -27.0 T023 12212
1.437E4+00 3.510E+02 -26.0 T023 12212
1.450E+00 3.543E+02 —-18.5 T023 12212
1.527E4+00 3.730E+02 -16.5 T023 12212
1.592E+00 3.888E+02 -10.5 T023 12212
1.613E4+00 3.939E+02 -8.5 T023 12212
1.640E4+00 4.005E+02 -7.0 T023 12212
1.576E+00 3.848E+02 -5.9 T023 12212
1.605E+00 3.921E+02 -3.4 TO023 12212
1.622E+00 3.961E+02 2.2 T023 12212

1.641E+400 4.008E+02 -1.0 T023 12212
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1176. C,H 0,
Methylenecitric acid
Methylen-citronensaeure

RN: 144-16-1 MP (°C):

MW: 204.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.337E-01 4.770E+01 20 F300 10002

1177. C,H,CIN,O0S

TO-2

5-Chloro-4-methyl-2-propionamide-thiazole

CMPT

RN: 13915-79-2 MP (°C): 159

MW: 204.68 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.794E-04 1.800E-01 ns MO61 00002

1178. C,;H,N

4-Ethylpyridine
4-Aethyl-pyridin

RN: 536-75-4 MP (°C): 905

MW: 107.16 BP (°C): 168.3

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.906E+00 4.186E+02 -19 047 22001

2.495E4+00 2.674E+02 182 C047 22002

1179. C,H,N

m-Toluidine
3-Toluidine
4-Methylaniline

p-Toluidine

p-Toluidin

RN: 106-49-0 MP (°C): 43

MW: 107.16 BP (°C): 203

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 # (TPEAA) Comments
6.066E-02 6.500E+00 15 F300 10001
6.026E-02 6.457E+00 20 B179 00000
3.890E-01 4.169E+01 20 B179 00000
1.403E-01 1.503E+01 20 cl113 10212
6.200E-02 6.644E+00 20 H306 10121

6.119E-02 6.557E+00 20 T301 12222
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1180. C;H,N

Methylaniline

N-Methylaniline

RN: 100-61-8 MP (°C): =57

MW: 107.16 BP (°C): 194

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.248E-02 5.624E+00 25 C113 10212

1181. C;H,N

3,4-Lutidine

3,4-Dimethylpyridine

RN: 583-58-4 MP (°C): -12

MW: 107.16 BP (°C): 163

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.836E+00 1.968E+02 3.6 €047 22002

2.470E+00 2.647E+02 163 047 22001

+2.29E+00 +2.45E+02 ns S460 00000

1182. C;H,N

o-Toluidine

2-Toluidine

RN: 95-53-4 MP (°C): -15

MW: 107.16 BP (°C): 200

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.524E-01 1.633E+01 20 C113 10212

1.577E-01 1.690E+01 20 K119 10002

1.381E-01 1.480E+01 25 F300 10002

1183. C;H,N

3-Ethylpyridine

3-Aethyl-pyridin

p-Lutidine

RN: 536-78-7 MP (°C):

MW: 107.16 BP (°C): 163

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.520E-+00 2.701E+02 196 €047 22001
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1184. C;H,N
3,5-Lutidine
3,5-Dimethylpyridine

RN: 591-22-0 MP (°C): -9

MW: 107.16 BP (°C): 169

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.896E+00 2.032E+02 -12 C047 22002

2.520E4+00 2.701E+02 192 C047 22001

+2.40E+00 +2.57E+02 ns 5460 00000

1185. C;H,N

2,6-Lutidine

2,6-Dimethyl-pyridin

2,6-Dimethylpyridine

RN: 108-48-5 MP (°C): -6

MW: 107.16 BP (°C): 144

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (o) (#) (TPEAA) Comments
2.154E+4+00 2.308E+02 34 C047 22001

2.714E4+00 2.908E+02 231 C047 22001

+2.82E+00 +3.02E+02 ns 5460 00000

1186. C;H,N

2,5-Lutidine

2,5-Dimethyl-pyridin

2,5-Dimethylpyridine

RN: 589-93-5 MP (°C): -15

MW: 107.16 BP (°C): 157

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.984E400 2.126E+02 13.1 C047 22001

7.186E-01 7.700E+01 23 F300 10001

2.570E+400 2.754E+02 207 C047 22001

1187. C;H,N

2.,4-Lutidine

2,4-Dimethyl-pyridin

2,4-Dimethylpyridine

RN: 108-47-4 MP (°C): -60

MW: 107.16 BP (°C): 159

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.961E+00 4.245E4+02 23 Joo7 12012 average of 2
1.896E+00 2.032E+02 234 C047 22002

(continued)
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1187. C;H,N (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.896E+400 2.032E4+02 23.40 A009 12112 LCST
1.287E400 1.379E+02 24.40 A009 12112 EFG, LCST
2.419E+00 2.593E+02 25 A009 12112 EFG, LCST
3.316E+00 3.553E+02 27.2 J007 12012

8.484E-01 9.091E+01 30 A009 12112 EFG, LCST
3.111E+00 3.333E+02 32.50 A009 12112 EFG, LCST
4.497E+00 4.819E+02 35.0 JOO7 12012

2.902E+400 3.110E+02 39.0 J007 12012

6.105E-01 6.542E+01 40 A009 12112 EFG, LCST
3.500E+00 3.750E+02 50 A009 12112 EFG, LCST
2.545E+00 2.727E+02 53 J007 12012

4.548E+00 4.873E+02 54.3 JOO7 12012

3.7TTE+00 4.048E+02 62.50 A009 12112 EFG, LCST
2.204E+00 2.362E+02 68.5 JOO7 12012

6.105E-01 6.542E+01 149 A009 12112 EFG, UCST
3.794E+00 4.065E+02 165 A009 12112 EFG, UCST
1.287E+00 1.379E+02 180 A009 12112 EFG, UCST
3.500E+00 3.750E+02 180 A009 12112 EFG, UCST
3.111E400 3.333E+02 186 A009 12112 EFG, UCST
1.896E+00 2.032E+02 187 A009 12112 EFG, UCST
2.419E+00 2.593E+02 187 A009 12112 EFG, UCST
2.520E+00 2.701E+02 189 A009 12112 UCST
2.520E+00 2.701E+02 189 C047 22001

1188. C;H,N

2,3-Lutidine

2,3-Dimethylpyridine

RN: 583-61-9 MP (°C): -15

MW: 107.16 BP (°C): 162

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.926E+00 2.063E+02 16.5 €047 22001

2.594E+400 2.780E+02 193 C047 22002

+2.40E+00 +2.57E+02 ns 5460 00000

1189. C;H,N

2-Ethylpyridine

a-Lutidine

RN: 100-71-0 MP (°C):

MW: 107.16 BP (°C): 149

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.368E-+00 2.537E+02 -5 €047 22001

2.760E-+00 2.958E+02 231 €047 22001

+3.24E+00 +3.47E+02 ns 5460 00000
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1190. C,H,NO

p-Anisidine
4-Methoxybenzenamine
p-Methoxyaniline
4-Methoxy-1-aminobenzene
p-Methoxyphenylamine
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RN: 104-94-9 MP (°C): 57

MW: 123.16 BP (°C): 246

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.311E-02 1.147E4+01 20 T301 12222

1191. C;H,NO

p-Tolylhydroxylamine

p-Tolylhydroxylamin

RN: 623-10-9 MP (°C):

MW: 123.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.120E-02 1.000E+01 5 F300 10001

4.027E-01 4.960E+01 100 F300 10002

1192. C;H,NO

o-Anisidine

2-Anisidine

2-Methoxybenzenamine

o-Methoxyaniline

2-Methoxy-1-aminobenzene

o-Methoxyphenylamine

RN: 90-04-0 MP (°C): 5

MW: 123.16 BP (°C): 225

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.026E-01 1.264E+01 25 BO19 10120

1193. C;H,NO,

1,2-Dimethyl-3-hydroxy-4-pyridone

DMHP

RN: 30652-11-0 MP (°C): 271-273

MW: 139.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.130E-01 1.572E4+01 25 C340 00000 pH 9.4
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1194. C;H,NO,S

p-Toluenesulfonamide

p-Methylbenzenesulfonamide

4-Methylbenzenesulfonamide

RN: 70-55-3 MP (°C): 138

MW: 171.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.110E-02 1.900E+00 9 F300 10001

1.180E-02 2.020E+00 15 K024 12112

1.843E-02 3.156E+00 25 H105 11012

1195. C;H,NO,S

o-Toluenesulfonamide

o-Methylbenzenesulfonamide

RN: 88-19-7 MP (°C): 156

MW: 171.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.840E-03 1.000E+00 9 F300 10000

1.860E-02 3.185E+00 15 K024 12112

9.485E-03 1.624E+00 25 H105 11012

1196. C,H,NO,S

m-Toluenesulfonamide

m-Methylbenzenesulfonamide

RN: 1899-94-1 MP (°C):

MW: 171.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.750E-02 2.996E+00 15 K024 12112

4.563E-02 7.812E4+00 25 H105 11012

1197. C,;H,NO;S

4-Amino-3-methylbenzene sulfonic acid

4-Amino-toluol-sulfosaeure-(3)

RN: 98-33-9 MP (°C):

MW: 187.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.671E-02 5.000E-+00 20 F300 10000
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1198. C,H,NO,S

4-Amino-2-methylbenzene sulfonic acid

4-Amino-toluol-sulfosaeure-(2)
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RN: 133-78-8 MP (°C):

MW: 187.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

2.404E-02 4.500E+00 20 F300 10001

1199. C,H,NO,S

2-Amino-5-methylbenzene sulfonic acid

2-Amino-toluol-sulfosaeure-(5)

RN: 88-44-8 MP (°C):  >300

MW: 187.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.709E-01 3.200E+01 19 F300 10001

1200. C,H,NO,;S

p-Methoxybenzenesulfonamide

4-Methoxybenzenesulfonamide

RN: 1129-26-6 MP (°C):

MW: 187.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments

1.560E-02 2.921E+400 15 K024 12112

1201. C;H,N;O

4-Phenylsemicarbazide

Phenylsemicarbazide

RN: 537-47-3 MP (°C): 123.5

MW: 151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.995E-01 15 D068 12000




Solubility Data 409
1202. C;H,N;0,S,

Sulfathiourea

p-Aminobenzenesulfonylthiourea

p-Aminophenylsulfonylthiourea

Badional

Baldinol

Fontamide

RN: 515-49-1 MP (°C): 171.5

MW: 231.30 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.365E-03 5.470E-01 20 F073 12222

1203. C,Hy,N,0,

Orotic acid ethylamide

RN: 1011-82-1 MP (°C):  263-265

MW: 183.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.940E-01 3.553E+401 —4 NO18 00000

3.240E-01 5.935E+01 16 NO18 00000

3.980E-01 7.290E+01 25 NO18 00000

1204. C;H,N;0,S

Sulfanilylurea

Sulfanilylharnstoff

RN: 547-44-4 MP (°C): 146

MW: 215.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.084E-02 2.333E+00 20 FO73 12222

5.575E-03 1.200E+00 37 F300 10001

5.012E-02 1.079E+01 ns R427 00000

1205. C;H,N;0,

Orotic acid ethanol amide

RN: MP (°C): 217218

MW: 199.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.800E-01 3.585E+01 -4 NO18 00000

3.460E-01 6.891E+01 16 NO18 00000

4.470E-01 8.903E+01 25 NO18 00000
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1206. C;H,0,P
Hydroxymethylphenylphosphinic acid
RN: 61451-78-3 MP (°C): 138

MW: 172.12 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.166E+02 2.007E+04 0 w422 00000
9.900E+00 1.704E+03 34.29 w422 00000
2.060E+01 3.546E+03 44.30 w422 00000
4.240E+01 7.298E+03 54.41 W422 00000
9.660E+01 1.663E+04 64.99 w422 00000
1.662E+02 2.861E+04 73.42 w422 00000
2.474E+02 4.258E+04 79.6 w422 00000
3.120E+02 5.370E+04 83.95 w422 00000
1207. C,H,,

1,3-Cycloheptadiene
RN: 4054-38-0 MP (°C):

MW: 94.16 BP (°C): 121

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.577E-03 6.192E-01 ns 5460 00000

1208. C,H,,N,0S

Propylthiouracil

6-Propyl-2-thiouracil

Propycil

RN: 51-52-5 MP (°C): 220.0

MW: 170.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.520E-03 1.110E+00 20 A091 10000

6.455E-03 1.099E+00 20 1310 00000

7.070E-03 1.204E400 25 G016 12122 intrinsic
5.816E-02 9.901E+00 100 1310 00000

5.874E-03 1.000E+00 ns K444 00000

1209. C,H,,N,0,S

p-Methylaminobenzenesulfonamide
4-Methylaminobenzenesulfonamide
RN: 16891-79-5 MP (°C):

MW: 186.23 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

5.000E-03 9.312E-01 15 K024 12112
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1210. C;H,,)N,0,S

N1-Methylsulfanilamide

4-Amino-N-methylbenzenesulfonamide

N-Methyl-p-aminobenzenesulfonamide

N-Methyl-4-aminobenzenesulfonamide

RN: 1709-52-0 MP (°C):

MW: 186.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.450E-02 1.760E+01 37 K095 20002 intrinsic
1211. C;H,)N,0,S

Toluenesulfamide

Sulfamide, (4-methylphenyl)-

p-Tolylsulfamide

RN: 15853-38-0 MP (°C):

MW: 186.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.020E-02 5.624E+00 37 A028 10212 intrinsic
1212. C;H,(N,0;

Isopropylbarbituric acid

2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-(1-methylethyl)-

Isopropylbarbiturate

RN: 7391-69-7 MP (°C):

MW: 170.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.482E-02 5.925E+4+00 20 J030 12222

5.905E-02 1.005E+01 37 JO30 12222

1213. C;H,(N,0;,

5-Ethyl-5-methylbarbituric acid

5-Methyl-5-ethylbarbituric acid

RN: 27653-63-0 MP (°C):

MW: 170.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
8.010E-02 1.363E+01 25 M310 22222

5.912E-02 1.006E+01 25 P350 00000 intrinsic
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1214. C;H,,N,0,S

Sulfanilylguanidine

Sulfaguanidine

Sulfaguanidin

Sulfanilguanidin

RN: 57-67-0 MP (°C): 190

MW: 214.25 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.131E-03 8.850E-01 20 FO73 12222
4.663E-03 9.990E-01 25 D041 10000
8.868E-03 1.900E+00 37 R045 12112
1.025E-02 2.195E+00 37.50 M142 12002
4.201E-01 9.000E+01 h F300 00000
1215. C;H,,N,0;.H,0

Theopylline (monohydrate)
1H-Purine-2,6-dione, 3,7-dihydro-1,3-dimethyl-, monohydrate
RN: 5967-84-0 MP (°C):  269-272

MW: 216.20 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.823E-02 8.264E+00 c D004 00000
D004 00000
1216. C;H,,0,S.H,0
o-Toluenesulfonic acid (monohydrate)
2-Methyl-benzenesulfonic acid (monohydrate)
RN: 88-20-0 MP (°C):
MW: 208.23 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.348E+00 4.889E+02 325 T023 12212
2.335E+00 4.863E+02 38.6 T023 12212
2.318E+4+00 4.827E+02 45.7 T023 12212
2.266E+00 4.718E+02 48.5 T023 12212
2.302E+400 4.793E+02 48.6 T023 12212
2.273E4+00 4.733E4+02 49.0 T023 12212

2.289E+00 4.767TE+02 49.6 T023 12212
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1217. C;H,,04

Shikimic acid

Shikimisaeure

RN: 138-59-0 MP (°C): 190

MW: 174.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.613E-01 1.500E+02 21 F300 10001

1218. C;H,,04

Mesoxalic acid diethyl ester

Mesooxalsaeure-diaethyl ester

RN: 609-09-6 MP (°C):  -30

MW: 174.15 BP (°C): 208

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
3.249E+00 5.658E+02 22 F300 10002

+3.25E+00 +5.66E+02 ns 5460 00000

1219. C,H,;NO,

Ethosuximide

Zarontin

2-Ethyl-2-methylsuccinimide

RN: 77-67-8 MP (°C):

MW: 141.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.346E+00 1.900E+02 25 P061 00000 pH 3-7.9
7.084E-01 1.000E+02 ns K444 00000

1220. C;H;;N;0,

Ipronidazole

1-Methyl-2-isopropyl-5-nitro-imidazole

RN: 14885-29-1 MP (°C):  58-60

MW: 169.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.556E-02 9.400E+00 20 D344 00000

5.550E-02 9.390E+00 20 D344 00000

5.446E-02 9.214E+400 20 D344 00000

5.560E-02 9.407E+00 20 D344 00000
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1221. C;H;;N;0,
1-Methyl-L-histidine
L-1-Methylhistidine
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RN: 15507-76-3 MP (°C): >254

MW: 169.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
9.851E-01 1.667E+02 25 D041 10000

1222. C;H;;N,S

Aziprotryne

2-Azido-4-isopropylamino-6-methylmercapto-s-triazine

C-7019

RN: 4658-28-0 MP (°C): 95

MW: 225.28 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.441E-04 5.500E-02 20 Mil61 10001

3.329E-04 7.500E-02 ns MO061 00001

1223. C;H,,

1,6-Heptadiene

RN: 3070-53-9 MP (°C):  -129.0

MW: 96.17 BP (°C): 89

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.575E-04 4.400E-02 25 MOO01 21221

1224. C,H,,

1-Heptyne

1-n-Heptyne

Pentylacetylene

Amylacetylene

RN: 628-71-7 MP (°C): -8l

MW: 96.17 BP (°C): 99

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.774E-04 9.400E-02 25 MO001 21222
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1225. C;H,,

Cycloheptene

(1Z)-Cycloheptene

cis-Cycloheptene

RN: 628-92-2 MP (°C): 56

MW: 96.17 BP (°C): 114.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.863E-04 6.600E-02 25 MOO01 21221

1226. C;H,,

1-Methyl-1-cyclohexene

1-Methylcyclohexene

RN: 591-49-1 MP (°C):  -120

MW: 96.17 BP (°C): 110

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.407E-04 5.200E-02 25 MOO01 21222

1227. C;H,,

2-Heptyne

1-Methyl-2-butylacetylene

Butyl(methyl)acetylene

RN: 1119-65-9 MP (°C):

MW: 96.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
1.700E-03 1.635E-01 25 HO039 12222

1228. C;H,,

2-Methyl-3-hexyne

1-Ethyl-2-isopropylacetylene

RN: 36566-80-0 MP (°C):

MW: 96.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.800E-03 1.731E-01 25 HO039 12222
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1229. C;H,,BrNO,
5-Bromo-2-propyl-5-nitro-1,3-dioxane
2-Propyl-5-bromo-5-nitro-1,3-dioxane

RN: 53983-01-0 MP (°C):  73-75

MW: 254.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.102E-03 2.799E-01 25 LO013 10212

1230. C,;H,,CIN;

Norazine

2-Chloro-4-methylamino-6-isopropylamino-s-triazine
RN: 3004-71-5 MP (°C):  157-159

MW: 201.66 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.289E-03 2.600E-01 20 JO33 00000

1.289E-03 2.600E-01 21 B192 00002

1231. C;H,,CIN;

Simazine

2-Chloro-4-ethylamino-6-ethylamino-s-triazine
2-Chloro-4,6-bis(ethylamino)-s-triazine

Primatol S

RN: 122-34-9 MP (°C): 224

MW: 201.66 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (o) (#) (TPEAA) Comments
9.918E-06 2.000E-03 10 B185 00000
2.512E-05 5.065E-03 20 B179 00000
2.479E-05 5.000E-03 20 B185 00000
2.827E-05 5.700E-03 20 C048 22221
1.736E-05 3.500E-03 20 F311 12221
2.479E-05 5.000E-03 21 B192 00000
2.479E-05 5.000E-03 21 G099 20010
2.479E-05 5.000E-03 22 MO61 10000
7.500E-05 1.512E-02 26 G001 10111
1.310E-04 2.642E-02 50 G001 10112
4.165E-04 8.400E-02 85 B185 00000
4.110E-04 8.288E-02 85 B200 10002
1.736E-05 3.500E-03 ns C101 00001
2.479E-05 5.000E-03 ns G041 00000
2.479E-05 5.000E-03 ns H112 00000
2.479E-05 5.000E-03 ns JO33 00000
3.074E-05 6.200E-03 ns V414 00000

2.479E-05 5.000E-03 rt Mi6l 00000
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1232. C,H,,CIN;

2-Chloro-4-methyl amino-6-propyl amino-s-triazine

1,3,5-Triazine-2,4-diamine, 6-chloro-N-methyl-N'-propyl-

s-Triazine, 2-chloro-4-methylamino-6-propylamino-

RN: 73383-40-1 MP (°C):

MW: 201.66 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.289E-03 2.600E-01 21 G099 20010

1233. C;H,N,0,

5-Isobutylhydantoin

Hydantoin of DL-leucine

RN: 67337-73-9 MP (°C): 208

MW: 156.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.240E-02 1.937E+00 ns M025 02012

1234. C;H,,N,O4

Diglycine hydantoic acid

Carbamidoglycylglycine

RN: MP (°C): 194

MW: 232.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.260E-01 2.926E+01 25 M024 12012

1235. C,H,,N,O,

Carbamidodiglycylglycine

Triglycine hydantoin acid

RN: MP (°C): 204

MW: 232.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.460E-02 1.036E+01 25 M024 12012
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1236. C;H,,0
3-Methylcyclohexanone
m-Methylcyclohexanone

RN: 591-24-2 MP (°C):  -75
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MW: 112.17 BP (°C): 162

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.335E-02 1.498E+00 20 D052 11000

1.349E-02 1.513E+00 ns $460 00000

1237. C,H,,0

2-Methylcyclohexanone

Methyl anone

o0-Methylcyohexanone

Methyl cyclohexanone

RN: 583-60-8 MP (°C):

MW: 112.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.135E-01 1.274E+01 23.50 0005 20222

1238. C;H,,0,

Hexahydrobenzoic acid

Cyclohexanecarboxylic acid

Cyclohexan-carbonsaeure

RN: 98-89-5 MP (°C): 31

MW: 128.17 BP (°C): 232.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.565E-02 2.006E+00 15 L006 10002

1.560E-02 2.000E+400 21 F300 10000

1239. C;H,,0,

Isobutyl propenoate

2-methylpropyl acrylate

2-Propenoic acid, 2-methylpropyl ester

Acrylic acid isobutyl ester

Isobutyl 2-propenoate

Isobutyl acrylate

RN: 106-63-8 MP (°C):

MW: 128.17 BP (°C): 132

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.166E-02 7.903E4+00 ns 5460 00000
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1240. C,H,,0,

Pimelic acid

Heptanedioc acid

RN: 111-16-0 MP (°C): 105.7

MW: 160.17 BP (°C): 272

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.115E-01 1.786E+01 5.99 A341 00000
1.151E-01 1.844E+01 7.99 A341 00000
1.334E-01 2.137E4+01 10.99 A341 00000
1.523E-01 2.439E+01 13 D041 10001
1.498E-01 2.400E+01 13.50 F300 10001
3.122E-01 5.000E+01 15 MO51 10001
2.236E-01 3.582E+01 15.99 A341 00000
2.527E-01 4.048E+01 17.99 A341 00000
3.006E-01 4.815E+01 19.99 A341 00000
2.973E-01 4.762E+01 20 D041 10000
3.122E-01 5.000E+01 20 L041 10011
2.953E-01 4.730E+01 20 M171 10001
3.000E-02 4.805E+00 20 S006 10001
3.332E+00 5.337E+02 21 B040 10112 sic
3.846E-01 6.160E+01 23.99 A341 00000
3.938E-01 6.307E+01 24.99 A341] 00000
4.660E-01 7.464E+01 28.99 A341 00000
5.072E-01 8.124E+01 30.99 A341 00000
5.690E-01 9.114E+401 33.99 A341 00000
6.545E-01 1.048E+02 36.99 A341 00000
8.886E-01 1.423E+02 39.99 A341 00000
1.527E400 2.446E+02 42.99 A341 00000
1.824E+00 2.922E+02 44.99 A341 00000
2.135E+00 3.420E+02 47.49 A341 00000
2.551E+400 4.086E+02 49.99 A341 00000
3.460E+00 5.542E+02 54.82 A341 00000
3.915E4+00 6.270E+02 59.99 A341 00000
4.365E+00 6.991E+02 64.49 A341 00000
4.649E+00 7.446E+02 68.99 A341 00000
3.937E-01 6.306E+01 It H431 00000
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1241. C;H,,0,

Diethyl malonate

Malonic

Malonic ester

Propanedioic acid diethyl ester

Ethyl propanedioate

Ethyl methane dicarboxylate

RN: 105-53-3 MP (°C): =50

MW: 160.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.851E-+00 6.169E+02 25 H430 00000

1.450E-01 2.322E401 37 E028 10112

1242. C;H,,0,

Ethyl a-acetoxypropionate

Ethyl 2-(acetyloxy)propanoate

Ethyl 2-acetoxypropionate

RN: 2985-28-6 MP (°C):

MW:  160.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.104E-01 3.370E+01 25 R006 22012

1243. C,H,,0,

3-Methyladipic acid
3-Methylhexanedioic acid
RN: 3058-01-3 MP (°C): 101

MW: 160.17 BP (°C): 230

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.986E-01 6.385E+01 9.50 A031 12222

4.732E-01 7.579E+01 12.80 A031 12222

1.241E+00 1.987E+02 25.90 A031 12222

1.865E+00 2.987E+02 29.80 A031 12222

2.531E+00 4.055E+02 33.20 A031 12222

3.707E+00 5.938E+02 41.10 A031 12222

4.663E+00 7.468E+02 52.30 A031 12222

5.340E+00 8.553E+02 64.30 A031 12222
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1244. C;H,,0,

n-Butylmalonic acid

Acide n-butylmalonique

RN: 534-59-8 MP (°C): 102

MW: 160.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.242E-01 1.160E+02 0 MO51 10002

1.898E+00 3.040E+02 15 MO051 10002

2.735E+00 4.380E+02 25 MO051 10002

4.951E4+00 7.930E+02 50 MO051 10002

1245. C,H,,04

Propanoic acid, 2-[(ethoxycarbonyl)oxy]-, methyl ester

RN: MP (°C):

MW: 176.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.214E-02 1.623E+01 25 RO0O7 00000

1246. C;H,,0,

Quinic acid

Chinasaeure

D-(—)-Quinic acid

1,3,4,5-Tetrahydroxycyclohexanecarboxylic acid

RN: 77-95-2 MP (°C): 162

MW: 192.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.509E+00 2.900E+02 9 F300 10001

1247. C;H,;BrN,0,

Carbromal

Adalin

Bromodiethylacetylurea

N-(Aminocarbonyl)-2-bromo-2-ethylbutanamide

1-Bromo-ethyl-butyryl-urea

Bromodiethylacetylcarbamide

RN: 77-65-6 MP (°C): 117

MW: 237.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.109E-03 5.000E-01 20 F300 10000
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1248. C;H,;BrN,0,

Bromo-pivalate ureide

RN: MP (°C):

MW: 237.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

2.161E-01 5.123E+01 ns F057 02221

1249. C;H;NO,S

2-Ethyl-2-methyl-4-thiazolidinecarboxylic acid

4-Thiazolidinecarboxylic acid, 2-ethyl-2-methyl-

Thiazolidine-4-carboxylic acid, 2-ethyl-2-methyl-

RN: 56595-20-1 MP (°C):

MW: 175.25 BP (°C): 327.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.600E-01 4.557E+01 21 B414 10011 very fast and extent
decompostion,
uncertain value

1250. C,H;NO,S

2-Propylthiazolidine-4-carboxylic acid

4-Thiazolidinecarboxylic acid, 2-propyl-

RN: 4165-34-8 MP (°C):

MW: 175.25 BP (°C): 346.1

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

8.500E-02 1.490E+01 21 B414 10011 partial
decomposition

1251. C;H;NO,S,

2,2-(Dimethyl)-4-(methoxycarbamyl)-1,3-dithiolane

1,3-Dithiolane-4-methanol, 2,2-dimethyl-, carbamate

RN: 35801-62-8 MP (°C):

MW: 207.32 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

6.000E-03 1.244E4+00 It B174 00100
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1252. C;H,;NO;

N-Formylleucine

N-Formyl-pL-leucine

RN: 6113-61-7 MP (°C):

MW: 159.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.850E-01 2.945E+01 ns MO025 02012

1253. C;H;NO,S

2,2-(Dimethyl)-4-(methoxycarbamyl)-1,3-oxathiolane

1,3-Oxathiolane-5-methanol, 2,2-dimethyl-, carbamate

RN: 78002-88-7 MP (°C):

MW: 191.25 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.000E-02 5.738E+00 t B174 00100

1254. C;H,;N;0,S

Oxamyl

Vydate

Thioxamyl

N, N’-Dimethyl-N-[(methylcarbamoyl)oxy]-1-thiooxamimidic acid methyl ester

N, N-Dimethyl-a-methylcarbamoyloxyimino-a-(methylthio)acetamide

DPX 1410

RN: 23135-22-0 MP (°C): 109

MW: 219.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.288E+00 2.825E+02 20 B179 00000

1.277E+00 2.800E+02 25 Mi61 10002

9.977E-01 2.188E+02 ns H308 00001

1255. C;H;N;O

Hydroxysimazine

1,3,5-Triazin-2(1H)-one, 4,6-bis(ethylamino)-

2-Hydroxysimazine

4,6-bis(Ethylamino)-s-triazin-2-ol

G 30414

RN: 2599-11-3 MP (°C):

MW: 183.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
1.500E-04 2.748E-02 2 B193 11001
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1256. C,H,,

1-Heptene

1-n-Heptene

n-Hept-1-ene

RN: 592-76-7 MP (°C): -119

MW: 98.19 BP (°C): 93.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.850E-04 1.817E-02 25 M342 10112

1257. C,H,,

2-Heptene

RN: 592-77-8 MP (°C):

MW: 98.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.528E-04 1.500E-02 23.5 S171 21222

1.528E-04 1.500E-02 25 MO0O01 21221

1258. C,H,,

Cycloheptane

RN: 291-64-5 MP (°C): -12

MW: 98.19 BP (°C): 118.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.854E-04 1.820E-02 20 M337 21222

3.055E-04 3.000E-02 25 MOO01 21222

2.760E-04 2.710B-02 30 G313 21122

1259. C,H,,

Methylcyclohexane

Hexahydrotoluene

Methyl cyclohexane

RN: 108-87-2 MP (°C): -126

MW: 98.19 BP (°C): 101

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.222E-04 2.182E-02 2.34 S461 00000

2.000E-04 1.964E-02 9.99 S461 00000

1.711E-04 1.680E-02 20 B318 00000 EFG
1.691E-04 1.660E-02 20 B356 00000

1.324E-04 1.300E-02 20 M337 21222

1.667E-04 1.636E-02 24.99 S461 00000

1.701E-04 1.670E-02 25 G313 21122

1.629E-04 1.600E-02 25 K119 10002

(continued)
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1259. C;H,, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.426E-04 1.400E-02 25 MO001 21222
1.426E-04 1.400E-02 25 MO002 21222
1.629E-04 1.600E-02 25.0 PO51 21122
1.629E-04 1.600E-02 25.00 P0O07 21222
1.644E-04 1.615E-02 26.1 M447 00000
1.375E-04 1.350E-02 28 B348 21222
1.833E-04 1.800E-02 40.1 PO51 21122
1.833E-04 1.800E-02 40.10 P007 21222
1.925E-04 1.890E-02 55.7 PO51 21122
1.925E-04 1.890E-02 55.70 P007 21222
2.800E-04 2.749E-02 70.5 M447 00000
3.442E-04 3.380E-02 99.1 PO51 21122
3.442E-04 3.380E-02 99.10 P007 21222
5.589E-04 5.487E-02 100.5 M447 00000
8.097E-04 7.950E-02 120.0 PO51 21122
8.097E-04 7.950E-02 120.00 PO07 21222
1.355E-03 1.331E-01 131.0 M447 00000
1.416E-03 1.390E-01 137.3 P0O51 21122
1.416E-03 1.390E-01 137.30 P007 21222
2.485E-03 2.440E-01 149.5 PO51 21122
2.485E-03 2.440E-01 149.50 P007 21222
2.349E-03 2.307E-01 151.4 M447 00000
1.426E-04 1.400E-02 ns H123 00000
1260. C;H,N,0,S

Aldicarb

Temik

2-Methyl-2-(methylthio)propanal O-[(methylamino)carbonylJoxime

UC 21149

N-Methylcarbamoyloxime,2-methyl-2-methylsulfenylpropionaldehyde
Methylcarbamic acid

RN: 116-06-3 MP (°C): 99

MW: 190.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.162E-02 6.017E+00 20 B179 00000

3.153E-02 6.000E+00 ns HO042 00002

3.135E-02 5.964E+00 ns MO061 00000

3.153E-02 6.000E+00 It Mil61 00000
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1261. C;H,N,0,
e-Aminocaproic hydantoic acid
e-Uramidocaproic acid

RN: MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.900E-03 1.202E+00 25 MO024 12012

1262. C;H,,N,0;,

a-Aminocaproic hydantoic acid
a-Uramidocaproic acid

RN: MP (°C): 169

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.900E-03 1.202E4-00 25 M024 12012

1263. C,H,,N,0,S,

Djenkoic acid

Djenkolsaeure

RN: 498-59-9 MP (°C):

MW: 254.33 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.966E-02 5.000E+00 100 F300 10000

1264. C;H,,N;

N2,N2,N4,N4-Tetramethylmelamine

Tetramethylmelamine

RN: 2827-47-6 MP (°C): 227.0

MW: 182.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.052E-03 3.740E-01 25 CO051 12112 pH7
1265. C;H,,O0

Cycloheptanol

RN: 502-41-0 MP (°C):

MW: 114.19 BP (°C): 185

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments

1.318E-01 1.505E+01 ns 5460 00000
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1266. C,H,,0

Heptyl aldehyde

Heptanal

Oenanthaldehyd

RN: 111-71-7 MP (°C): 433

MW: 114.19 BP (°C): 152.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 # (TPEAA) Comments
2.715E-02 3.100E+00 0 F300 10001

1.576E-02 1.800E+00 40 F300 10001

1267. C;H,,0

4-Methyl-cyclohexanol

RN: 589-91-3 MP (°C): 41

MW: 114.19 BP (°C): 171-173

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.318E-01 1.505E+01 ns 5460 00000

1268. C;H,,0

Dipropyl ketone

4-Heptanone

RN: 123-19-3 MP (°C):  -32.6

MW: 114.19 BP (°C): 144

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.430E-02 7.342E+00 0 G032 12112

4.660E-02 5.321E+400 10 G032 12112

3.750E-02 4.282E+00 20 D052 11001

2.793E-02 3.190E+00 25.50 0005 20221

3.350E-02 3.825E+00 30 G032 12112

2.880E-02 3.289E+00 50 G032 12112

2.720E-02 3.106E+00 75 G032 12112

1269. C;H,,0

2-Heptanone

Heptan-2-one

RN: 110-43-0 MP (°C): 31

MW: 114.19 BP (°C): 151.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.489E-02 3.984E+00 20 D052 11000

3.836E-02 4.381E+00 20 G030 12001

3.800E-02 4.339E4+00 20 M312 10001

3.750E-02 4.282E+400 25 G030 12001

1.675E-01 1.913E+01 25 P0O55 10001

3.570E-02 4.077E+00 25 W300 22222

3.489E-02 3.984E+00 30 G030 12001
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1270. C,H,,0

5-Methyl-2-hexanone
Methyl isoamyl ketone
Isopentyl methyl ketone
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Methylhexanone

Methyl isoamyl ketone

MIAK

RN: 110-12-3 MP (°C): 74

MW: 114.19 BP (°C): 144

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.677E-02 5.341E+400 ns 5460 00000
1271. C;H,,0

2,4-Dimethyl-3-pentanone

2,4-Dimethylpentanone-3

RN: 565-80-0 MP (°C): -80

MW: 114.19 BP (°C): 124

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.137E-02 5.865E4+00 20 G030 12001
4.963E-02 5.668E+00 25 G030 12001
4.877E-02 5.569E+00 30 G030 12001
4.972E-02 5.677E+00 ns J300 00000
1272. C,H,,0,

Heptoic acid

Heptanoic acid

n-Heptanoic acid

RN: 111-14-8 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.459E-02 1.900E+00 0 B136 10212
1.843E-02 2.400E+00 15 F300 10001
1.847E-02 2.404E+00 15 L006 10002
1.721E-02 2.240E+400 20 B136 10212
1.870E-02 2.434E+400 20.0 ROO1 11112
2.161E-02 2.813E+00 25 H122 10002
2.082E-02 2.710E4+00 30 B136 10212
2.076E-02 2.703E4+00 30.0 ROO1 11112
2.389E-02 3.110E+00 45 B136 10212
2.381E-02 3.100E+00 45.0 R0O01 11112
2.711E-02 3.530E+00 60 B136 10212
2.702E-02 3.518E+00 60.0 R0O01 11112
1.457E-02 1.896E+00 .0 R0O01 11112
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1273. C;H,,0,

Pentyl acetate

Amyl acetate

RN: 628-63-7 MP (°C):  -100

MW: 130.19 BP (°C): 142

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.304E-02 1.697E+00 20 D052 11001

1.290E-02 1.679E+00 20 S006 10002

1.329E-02 1.730E+00 25 K072 10111

1.329E-02 1.730E+00 25 MO087 11212

3.060E-02 3.984E+00 30 R318 11010

1274. C,H,,0,

Isopropyl N-butyrate

Isopropyl butyrate

N-Butyric acid isopropyl ester

RN: 638-11-9 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.198E-02 1.560E+00 ns 1300 00000

1275. C,;H,,0,

3-Hydroxy-5-methyl-5-ethyltetrahydrofuran

3-Furanol, 5-ethyltetrahydro-5-methyl-

RN: 30010-08-3 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.983E-01 9.091E+01 It B066 02001

1276. C,H,,0,

Isoamyl acetate

Acetic acid isoamyl ester

Essigsaeureisoamyl ester

RN: 123-92-2 MP (°C):  -79

MW: 130.19 BP (°C): 142

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.920E-02 2.500E+00 15 F300 10001

1.222E-02 1.591E+00 20 E002 10001

1.227E-02 1.597E+00 23.50 0005 20221

1.533E-02 1.996E+00 25 L062 22010
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1277. C,H,,0,

Methyl hexanoate

Methyl caproate

RN: 106-70-7 MP (°C): -71.0

MW: 130.19 BP (°C): 151.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.018E-02 1.325E+00 20 M337 21222

1278. C,H,,0,

Ethyl pentanoate
Ethyl n-valerate
Ethyl valerianate

RN: 539-82-2 MP (°C):

MW: 130.19 BP (°C): 145

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.710E-02 2.226E+00 ns S460 00000

1279. C,H,,0,

n-Butyl propionate
Butyl propionate

RN: 590-01-2 MP (°C): -89

MW: 130.19 BP (°C): 146.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.150E-02 1.498E+00 20 D052 11000

9.500E-03 1.237E4+00 25 K012 10001

1.514E-02 1.970E+00 ns S460 00000

1280. C;H,,0,

Propyl butyrate

Buttersaeure-propyl ester
n-Propyl n-butyrate

RN: 105-66-8 MP (°C): 95

MW: 130.19 BP (°C): 143

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.240E-02 1.614E+00 17 F0O1 10102

1.244E-02 1.620E+00 17 F300 10002

1.200E-02 1.562E+00 17 S006 10001
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1281. C,H,,0,

sec-Amyl acetate

2-Pentyl acetate

1-Methylbutyl acetate

RN: 53496-15-4 MP (°C):

MW: 130.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.457E-02 1.896E+00 20 D052 11000

1282. C;H,,0;

n-Ethyl p-ethoxypropionate

Ethyl p-ethoxypropionate

RN: 763-69-9 MP (°C):

MW: 146.19 BP (°C): 166

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.597E-01 5.258E+01 25 D002 12112

3.566E-01 5.213E+01 25 RO34 00001

1283. C;H,,0;,

Butyl lactate

Butyl a-hydroxypropionate

2-Propanoic acid

Lactic acid butyl ester

Butyl 2-hydroxypropanoate

RN: 138-22-7 MP (°C): 28

MW: 146.19 BP (°C): 185

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°CO) (#) (TPEAA) Comments
2.631E-01 3.846E+01 20 D052 11001

2.982E-01 4.360E+01 25 R006 22012

1284. C;H,,0,

n-Propyl B-methoxypropionate

Propionic acid, 3-methoxy-, propyl ester

RN: 5349-56-4 MP (°C):

MW: 146.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.121E-01 3.101E401 25 RO34 00001
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1285. C,H,,0,

Methyl B-n-propoxypropionate

Propanoic acid, 3-propoxy-, methyl ester
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RN: 14144-39-9 MP (°C):

MW: 146.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.249E-01 3.288E+01 25 RO34 00001

1286. C;H,,0,

3-Methoxy butyl acetate

3-Methoxy-1-butanol acetate

Methyl-1,3-butylene glycol acetate

3-Methoxybutyl acetate

Butoxyl

Butoxyl (3-methoxy-N-butyl acetate)

RN: 4435-53-4 MP (°C):

MW: 146.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.151E-01 6.068E+01 20 D052 11002

1287. C;H,,04

B-Methyl-D-glucoside

B-Methyl-p-glucosid

RN: 709-50-2 MP (°C):

MW: 194.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.892E+00 3.674E+02 17 F300 10002

1288. C;H,,04

a-D-Methylglucoside

a-Methyl-D-glucoside

a-Methyl-D-glucosid

RN: 97-30-3 MP (°C): 168

MW: 194.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.992E+00 3.868E+02 17 F300 10002

2.543E4+00 4.938E+02 17.8 w013 12112

2.637E4+00 5.120E+02 22.5 w013 12112

2.657E+00 5.159E+02 25.5 Wo013 12112

2.696E+00 5.236E+02 26.6 WO013 12112

2.699E+00 5.241E+02 27.3 Wo013 12112

(continued)
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1288. C;H,,0 (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.751E4+00 5.342E4+02 31.8 w013 12112

2.806E4+00 5.448E402 339 Wwo013 12112

2.849E+00 5.533E+02 37.2 w013 12112

2.951E+00 5.731E4+02 432 Wo013 12112

3.060E+00 5.942E+02 49.0 w013 12112

3.078E+00 5.978E+02 49.6 WO013 12112

3.131E+00 6.079E+02 51.8 Wo013 12112

3.166E+00 6.148E+02 54.4 w013 12112

3.213E+00 6.240E+02 57.3 WO013 12112

3.297E+400 6.402E+02 60.6 WO013 12112

3.332E+00 6.471E4+02 62.7 WO013 12112

3.360E+00 6.525E+02 64.2 WO013 12112

3.403E+00 6.608E+02 66.2 Wo013 12112

3.435E+00 6.670E+02 67.8 Wwo013 12112

3.542E+00 6.878E+02 73.2 w013 12112

3.651E+00 7.090E+02 78.0 Wo013 12112

1289. C,H,,0,

a-Methyl-D-mannoside

a-Methyl-D-mannosid

RN: 617-04-9 MP (°C):

MW: 194.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.018E+00 1.976E+02 17 F300 10002

1290. C;H,,0,

D-Mannoheptose

D-Sedoheptose

RN: 7634-39-1 MP (°C):

MW: 210.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
>4.76E-01 >1.00E+02 20 F300 10000

1291. C;H,,0,

D-a-Glucoheptose

Gluco-heptose

RN: 62475-58-5 MP (°C):

MW: 210.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.128E-01 8.676E+01 20 D041 10001
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1292. C,H,Br

1-Bromoheptane

Heptyl bromide

RN: 629-04-9 MP (°C):  -56.1

MW: 179.11 BP (°C): 178.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.710E-05 6.645E-03 25 M342 10112

1293. C;H,;Cl1

1-Chloroheptane

Heptyl chloride

RN: 629-06-1 MP (°C):  -69.5

MW: 134.65 BP (°C): 159

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.010E-04 1.360E-02 25 M342 10112

1294. C,H,;C1,N,0,P

Cyclophosphamide

Cyclophosphoramide

2-(bis(2-Chloroethyl)-amino)tetrahydro-2H-1,3,2-oxazaphosphorine 2-oxide

Cycloblastin

Sendoxan

Claphene

RN: 50-18-0 MP (°C):

MW: 261.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.532E-01 4.000E+01 ns K444 00000

1295. C,H,;I

1-Iodoheptane

Heptyl iodide

RN: 4282-40-0 MP (°C): 482

MW: 226.10 BP (°C): 204

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.550E-05 3.505E-03 25 M342 10112
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1296. C,H,sNO,

Isobutyl urethane

Isobutylurethan

RN: 539-89-9 MP (°C):

MW: 145.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.709E-01 2.482E+01 15.5 F001 10122

1297. C;H;;NO,

n-Hexyl carbamate

Hexyl carbamate

RN: 2114-20-7 MP (°C): 62

MW: 145.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.200E-02 1.742E400 37 HO006 12211

1298. C,H,sNO,

tert-Hexyl carbamate

3,3-Dimethyl-1-butanol carbamate

RN: 3124-38-7 MP (°C):

MW: 145.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.400E-02 4.937E+00 37 HO006 12211

1299. C;H,,

3,3-Dimethylpentane

3,3-Dwumetylopentan

RN: 562-49-2 MP (°C):  -135

MW: 100.21 BP (°C): 86

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.928E-05 5.940E-03 25 K119 10002

5.908E-05 5.920E-03 25.0 PO51 21122

5.908E-05 5.920E-03 25.00 PO07 21222

6.766E-05 6.780E-03 40.1 PO51 21122

6.766E-05 6.780E-03 40.10 PO07 21222

8.153E-05 8.170E-03 55.7 PO51 21122

8.153E-05 8.170E-03 55.70 PO07 21222

1.028E-04 1.030E-02 69.7 PO51 21122

1.028E-04 1.030E-02 69.70 P007 21222

1.577E-04 1.580E-02 99.1 PO51 21122

(continued)



436 Handbook of Aqueous Solubility Data

1299. C,;H,, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.577E-04 1.580E-02 99.10 P007 21222

2.724E-04 2.730E-02 118.0 P051 21122

2.724E-04 2.730E-02 118.00 P007 21222

6.716E-04 6.730E-02 120.4 PO51 21122

6.716E-04 6.730E-02 120.40 P007 21222

8.592E-04 8.610E-02 150.4 PO51 21122

8.592E-04 8.610E-02 150.40 P007 21222

1300. C,H,,

3-Methylhexane
3-Metyloheksan

RN: 589-34-4 MP (°C):  -119

MW: 100.21 BP (°C): 91

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
5.229E-05 5.240E-03 0 P003 22222
1.048E-04 1.050E-02 23 332 00000
2.635E-05 2.640E-03 25 K119 10002
4.940E-05 4.950E-03 25 P003 22222
2.635E-05 2.640E-03 25 PO51 21122
2.635E-05 2.640E-03 25.00 P07 21222
1301. C;H,,

2.4-Dimethylpentane
2.,4-Dwumetylopentan

RN: 108-08-7 MP (°C): -123

MW: 100.21 BP (°C): 80

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
6.487E-05 6.500E-03 0 P003 22222
4.401E-05 4.410E-03 25 K119 10002
4.052E-05 4.060E-03 25 MOO01 21222
3.613E-05 3.620E-03 25 MO002 21222
5.489E-05 5.500E-03 25 P003 22222
4.401E-05 4.410E-03 25 PO51 21122
4.401E-05 4.410E-03 25.00 P007 21222

4.100E-05 4.108E-03 ns J300 00000
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1302. C,H,,

2,3-Dimethylpentane

2,3-Dwumetylopentan

RN: 565-59-3 MP (°C): <25

MW: 100.21 BP (°C): 89

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.239E-05 5.250E-03 25 K119 10002

5.239E-05 5.250E-03 25 PO51 21122

5.239E-05 5.250E-03 25.00 P007 21222

1303. C,H,,

2-Methylhexane

2-Metyloheksan

RN: 591-76-4 MP (°C):  -118

MW: 100.21 BP (°C): 90

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.397E-04 1.400E-02 23 332 00000

2.535E-05 2.540E-03 25 K119 10002

2.535E-05 2.540E-03 25 PO51 21122

2.535E-05 2.540E-03 25.00 P007 21222

1304. C;H,,

2,2-Dimethylpentane

2,2-Dwumetylopentan

RN: 590-35-2 MP (°C):  -123

MW: 100.21 BP (°C): 79.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.391E-05 4.400E-03 25 K119 10002

4.391E-05 4.400E-03 25 PO51 21122

4.391E-05 4.400E-03 25.00 P007 21222

4.100E-05 4.108E-03 ns J300 00000

1305. C;H,,

Heptane

n-Heptane

RN: 142-82-5 MP (°C):  -90.7

MW: 100.21 BP (°C): 98.4

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.381E-05 4.390E-03 0 P003 22222

8.333E-05 8.350E-03 2.34 S461 00000

(continued)
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1305. C,H,4 (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.950E-05 1.954E-03 43 NO004 11222
1.667E-05 1.670E-03 9.99 S461 00000
2.017E-05 2.021E-03 13.5 N004 11222
4.990E-04 5.000E-02 15 F300 10001
5.200E-04 5.211E-02 15.50 F001 10102
1.497E-04 1.500E-02 16 D047 10010
2.694E-05 2.700E-03 20 M337 21221
1.111E-05 1.113E-03 24.99 S461 00000
3.990E-03 3.998E-01 25 G323 22220
4.990E-04 5.000E-02 25 K072 10111
2.235E-05 2.240E-03 25 K119 10002
2.924E-05 2.930E-03 25 MO001 21222
2.924E-05 2.930E-03 25 MO002 21222
4.990E-04 5.000E-02 25 MO87 11210
3.050E-05 3.056E-03 25 M342 10112
3.363E-05 3.370E-03 25 P0O03 22222
4.989E-04 5.000E-02 25 S012 20220
2.656E-05 2.661E-03 25.0 NOO4 11222
2.235E-05 2.240E-03 25.0 P0O51 21122
2.235E-05 2.240E-03 25.00 P007 21222
2.261E-05 2.266E-03 35.0 NO04 11222
2.625E-05 2.630E-03 40.1 PO51 21122
2.400E-05 2.405E-03 45.0 NOO4 11222
8.973E-03 8.992E-01 50 G323 22220
3.104E-05 3.110E-03 55.7 PO51 21122
3.104E-05 3.110E-03 55.70 P007 21222
5.589E-05 5.600E-03 99.1 PO51 21122
5.589E-05 5.600E-03 99.10 P007 21222
1.138E-04 1.140E-02 118 P007 21222
1.138E-04 1.140E-02 118.0 PO51 21122
2.724E-04 2.730E-02 136.6 PO51 21122
2.724E-04 2.730E-02 136.60 P007 21222
4.361E-04 4.370E-02 150.4 PO51 21122
4.361E-04 4.370E-02 150.40 P007 21222
3.692E-05 3.700E-03 ns B151 02111
7.000E-04 7.014E-02 ns HO12 02200
1306. C;H,,0

3-Heptanol

(+)-3-Heptanol

3-Hydroxyheptane

1-Ethyl-1-pentanol

RN: 589-82-2 MP (°C):  -70

MW: 116.20 BP (°C): 156.0

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.100E-02 4.764E+00 20 H330 00000
3.428E-02 3.984E+00 25 C093 21110
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1307. C,H,,0

2-Heptanol

2-Hydroxyheptane

Amylmethylcarbinol

RN: 543-49-7 MP (°C): <25

MW: 116.20 BP (°C): 159.00

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.532E-02 6.428E+00 0 S307 11022
3.966E-02 4.609E+00 10.2 S307 11022
3.633E-02 4.222E4+00 19.5 S307 11022
3.001E-02 3.488E+00 30.7 S307 11022
2.813E-02 3.269E+00 40.0 S307 11022
2.514E-02 2.921E+00 50.0 S307 11022
2.471E-02 2.872E+00 60.3 S307 11022
2.754E-02 3.200E+00 70.3 S307 11022
2.754E-02 3.200E+00 80.0 S307 11022
2.942E-02 3.418E+00 90.2 S307 11022
1308. C;H,,0

3-Methyl-3-hexanol

3-Methylhexanol-3

RN: 597-96-6 MP (°C): <25

MW: 116.20 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.146E-01 1.332E+01 20 G006 12112
1.012E-01 1.176E+01 25 G006 12112
9.110E-02 1.059E+01 30 G006 12112
1309. C,H,,0

3-Ethyl-3-pentanol

3-Ethyl-pentanol-3

Triethyl carbinol

RN: 597-49-9 MP (°C): -12

MW: 116.20 BP (°C): 141.0

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.613E-01 1.874E+01 20 G006 12112
1.422E-01 1.652E+01 25 G006 12112
1.272E-01 1.478E+01 30 G006 12112
1.071E-01 1.244E+01 40 G006 12112
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1310. C;H,,O0
2-Methyl-2-hexanol
2-Methylhexanol-2

RN: 625-23-0 MP (°C): <25

MW: 116.20 BP (°C): 141

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.195E-02 1.068E+01 20 G006 12112
8.267E-02 9.607E+400 25 G006 12111
7.422E-02 8.625E+400 30 G006 12111
1311. C;H,,O

2,4-Dimethyl-3-pentanol

2,4-Dimethylpentanol-3

Diisopropyl carbinol

RN: 600-36-2 MP (°C): =70

MW: 116.20 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.009E-01 1.172E4+01 0 S307 11022
8.942E-02 1.039E+01 10.0 S307 11022
6.660E-02 7.740E+00 20 G006 12111
6.067E-02 7.050E+00 20.2 S307 11022
1.935E-01 2.248E+01 24.50 0005 20221
5.982E-02 6.951E+00 25 G006 12111
5.727E-02 6.655E4+00 30 G006 12111
5.489E-02 6.379E4+00 30.6 S307 11022
4.562E-02 5.302E+00 39.5 S307 11022
4.332E-02 5.035E+00 49.7 S307 11022
3.992E-02 4.638E+00 60.3 S307 11022
3.778E-02 4.391E+00 70.2 S307 11022
3.667E-02 4.262E+00 80.2 S307 11022
3.855E-02 4.480E+00 90.6 S307 11022
1312. C;H,,O

2,4-Dimethyl-2-pentanol

2,4-Dimethylpentanol-2

RN: 625-06-9 MP (°C): <20

MW: 116.20 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.272E-01 1.478E+01 20 G006 12112
1.138E-01 1.322E+01 25 G006 12112
1.037E-01 1.205E+01 30 G006 12112
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1313. C;H,,O

2,3-Dimethyl-2-pentanol

2,3-Dimethylpentanol-2

RN: 4911-70-0 MP (°C): <25

MW: 116.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.430E-01 1.662E+01 20 G006 12112

1.305E-01 1.517E4+01 25 G006 12112

1.188E-01 1.381E+401 30 G006 12112

1314. C,;H,,O

2,3,3-Trimethyl-2-butanol

Dimethyl-fert-butylcarbinol

1,1,2,2-Tetramethylpropanol

1,1,2,2-Tetramethylpropyl alcohol

RN: 594-83-2 MP (°C): 17

MW: 116.20 BP (°C): 131

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.852E-01 2.153E+01 40 G006 12112

1315. C;H,,0

2,2-Dimethyl-3-pentanol

2,2-Dimethylpentanol-3

RN: 3970-62-5 MP (°C): -5

MW: 116.20 BP (°C): 132

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.507E-02 8.723E+00 20 G006 12111

6.999E-02 8.133E+00 25 G006 12111

6.745E-02 7.838E+00 30 G006 12111

1316. C,H,,0

1-Heptanol

1-Hydroxyheptane

Heptan-1-ol

Heptanol-(1)

n-Heptyl alcohol

RN: 111-70-6 MP (°C):  -34.6

MW: 116.20 BP (°C): 175.8

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.916E-02 3.388E+00 0 E029 12011

2.026E-02 2.354E+00 0 $307 11022

1.897E-02 2.205E+00 6.04 HI110 22222

(continued)
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1316. C;H,,O (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
2.232E-02 2.593E+400 10 E029 12011
1.739E-02 2.020E+00 10.24 H110 22222
2.172E-02 2.524E+00 10.5 S307 11022
1.720E-02 1.999E+400 10.54 HI110 22222
1.067E-02 1.240E+00 11.4 N042 10211
1.608E-02 1.869E+00 15.04 H110 22222
1.544E-02 1.795E+00 17.94 H110 22222
8.000E-03 9.296E-01 18 F001 10102
8.605E-03 1.000E+00 18 F300 10001
1.478E-02 1.717E+00 20 AO015 12112
1.718E-02 1.996E+00 20 E029 12011
1.450E-02 1.685E+00 20 H330 00000
1.507E-02 1.751E400 20.04 H110 22222
1.581E-02 1.837E+00 20.2 S307 11022
1.476E-02 1.716E4+00 21.94 H110 22222
1.450E-02 1.685E+00 23.94 H110 22222
1.443E-02 1.677E+00 24.94 H110 22222
1.546E-02 1.797E+00 25 B038 12112
1.000E+00 1.162E402 25 F044 10000 EFG
1.460E-02 1.697E+00 25 K025 21111
1.434E-02 1.666E+00 25.04 H110 22222
1.423E-02 1.653E+400 26.04 HI110 22222
1.411E-02 1.640E+00 28.04 H110 22222
1.375E-02 1.597E+00 30 E029 12011
1.397E-02 1.624E+00 30.14 HI110 22222
1.399E-02 1.626E+400 30.14 HI110 22222
1.323E-02 1.538E+00 30.6 S307 11022
1.386E-02 1.611E+00 32.94 H110 22222
1.426E-02 1.657E+00 39.8 S307 11022
1.117E-02 1.298E+400 40 E029 12011
9.456E-03 1.099E+00 50 E029 12011
1.392E-02 1.617E+00 50.1 S307 11022
9.456E-03 1.099E+00 60 E029 12011
1.529E-02 1.777E4+00 60.0 S307 11022
1.289E-02 1.498E+00 70 E029 12011
1.080E-02 1.255E+4+00 70 FOO01 10102
1.752E-02 2.036E4+00 70.1 S307 11022
1.632E-02 1.896E+00 80 E029 12011
1.460E-02 1.697E400 80 F0O01 10102
1.863E-02 2.165E+400 80.1 S307 11022
1.975E-02 2.295E4+00 90 E029 12011
1.940E-02 2.254E+00 90 F001 10102
2.086E-02 2.424E+00 90.5 S307 11022
2.488E-02 2.892E+400 100 E029 12011
2.460E-02 2.859E+00 100 F001 10102
2.582E-02 3.000E+00 100 F300 10001
3.001E-02 3.488E+00 110 E029 12011
3.060E-02 3.556E+00 110 FOO1 10102
3.685E-02 4.282E+00 120 E029 12011

(continued)
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1316. C;H,,O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.537E-02 5.272E400 130 E029 12011

5.557E-02 6.458E+00 140 E029 12011

6.830E-02 7.937E4+00 150 E029 12011

8.352E-02 9.705E+00 160 E029 12011

1.046E-01 1.215E4+01 170 E029 12012

1.355E-01 1.575E+01 180 E029 12012

1.753E-01 2.038E+01 190 E029 12012

2.213E-01 2.572E+01 200 E029 12012

2.894E-01 3.363E+01 210 E029 12012

3.847E-01 4.471E+01 220 E029 11012

5.404E-01 6.279E+01 230 E029 12012

7.894E-01 9.173E+01 240 E029 12012

1.054E+400 1.225E4+02 245 E029 12012

1.029E-02 1.195E+400 ns HO12 02202

1.558E-02 1.810E+00 ns L003 00212

1317. C;H,,0

Isopropyl tert-butyl ether

2-Methyl-2-(1-methylethoxy)-propane

-Butyl isopropyl ether

RN: 17348-59-3 MP (°C): 88

MW: 116.20 BP (°C): 87.6

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.303E-03 5.000E-01 25 K072 10111

4.303E-03 5.000E-01 25 MO087 11211

1318. C,;H,,O

Heptanol

RN: 53535-33-4 MP (°C): =36

MW: 116.20 BP (°C): 176

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.009E-01 1.173E+01 20 S006 10002

1.240E-02 1.441E+00 24 H345 00000

1319. C,H,,O

4-Heptanol

Dipropyl carbinol

RN: 589-55-9 MP (°C): 42

MW: 116.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.090E-02 4.753E+00 20 H330 00000
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1320. C,H,,O
2,3-Dimethyl-3-pentanol
2,3-Dimethylpentanol-3
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RN: 595-41-5 MP (°C): <25

MW: 116.20 BP (°C): 140

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.580E-01 1.836E+01 20 G006 12112
1.389E-01 1.614E+01 25 G006 12112
1.213E-01 1.410E+01 30 G006 12112
1321. C;H,,0,S,

Sulfonmethane

Sulfonal

RN: 115-24-2 MP (°C): 125

MW: 228.33 BP (°C): 300

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.962E-02 1.361E+01 16 A072 10102
5.956E-02 1.360E+01 16 F300 10002
1.027E-02 2.345E+00 18 F062 10222
2.847E-01 6.500E+01 100 F300 10001
5.888E-02 1.345E+01 ns R427 00000
1322. C,H,,0O,

(+)-Perseitol

D-Manno-a-heptit

RN: 527-06-0 MP (°C): 188

MW: 212.20 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.044E-01 6.460E+01 18 F300 10002
1.466E+00 3.110E+02 74 F300 10001
1323. C,H,,0,PS,

Phorate

Thimet

Rampart

Phosphorodithioic acid O,O-diethyl S-[(ethylthio)methyl] ester

American Cyanamid 3911

CL 35024

RN: 298-02-2 MP (°C): —43

MW: 260.38 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.874E-05 1.790E-02 20 B169 21111
1.905E-04 4.961E-02 20 B179 00000

(continued)
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1323. C,H,,0,PS; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.681E-05 2.000E-02 24 F179 22222

2.688E-04 7.000E-02 ns MO061 00001

1.920E-04 5.000E-02 It Mile6l 00001

1324. C,H,,0,PS,

S-2-Isopropylthioethyl O,0-dimethyl phosphorodithioate

Isothioate

0,0-Dimethyls-isopropylthioethyl phosphoroditjioate

RN: 36614-38-7 MP (°C):

MW: 260.38 BP (°C): 55

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.725E-04 9.700E-02 25 M161 10001

3.725E-04 9.700E-02 25 N304 10001

1325. C,H,;0,PS;

Phorate sulfone

0,0'-Diethyl S-ethylsulfonylmethyl-phosphorodithioate

Thimet sulfone

CL 18161

Phosphorodithioic acid O,0-diethyl S-[(ethylsulfonyl)methyl] ester

RN: 2588-04-7 MP (°C):

MW: 292.38 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.939E-03 8.593E-01 19 B169 20112

1326. C4H,CI,N,

Chlorquinox

5,6,7,8-Tetrachloroquinoxaline

Lucel

Tetrachloroquinoxaline

RN: 3495-42-9 MP (°C): 190

MW: 267.93 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
3.732B-06 1.000E-03 25 Mi61 10000
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1327. CH,CL0,

Tetrachlorophthalic acid
Tetrachlorphthalsaeure
Tetrachloro-1,2-benzenedicarboxylic acid

Handbook of Aqueous Solubility Data

RN: 632-58-6 MP (°C):

MW: 303.91 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.876E-02 5.700E+00 14 F300 10001

1.007E-01 3.060E+01 99 F300 10002

1328. C;H,CLF;N,

Chlorflurazole

4,5-Dichloro-2-(trifluoromethyl)-benzimidazole

Dichloro-2-(trifluoromethyl)benzimidazole

2-Trifluoromethyl-4,5-dichlorobenzimidazole

RN: 3615-21-2 MP (°C):

MW: 255.03 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.353E-04 6.000E-02 ns B100 00000

2.353E-04 6.000E-02 ns MO061 00001

1329. C4H,Cl,0,

Pentachlorophenyl acetate

Pentachlorophenol acetate

Rabcon

RN: 1441-02-7 MP (°C):

MW: 308.38 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.486E-05 2.000E-02 ns L311 00001

1330. CgH,Cl1,0,

2,3,4,5,6-Pentachlorophenoxyacetic acid

Pentachlorophenoxyacetic acid

RN: 2877-14-7 MP (°C):

MW: 324.38 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.800E-04 5.839E-02 25 1030 10211
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1331. CgH,C1,0,

2,3,4,6-Tetrachlorophenoxyacetic acid

Acetic acid, (2,3,4,6-tetrachlorophenoxy)-

RN: 10587-37-8 MP (°C):

MW: 289.93 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.900E-04 1.131E-01 25 L030 10211

1332. CgH,N,

1,4-Benzenedicarbonitrile

Terephthalonitrile

1,4-Dicyanobenzene

RN: 623-26-7 MP (°C):

MW: 128.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.970E-04 8.931E-02 25 C316 00000 0.1M NaCl
1333. CgH,N,S

m-Cyanophenyl isothiocyanate

3-Isothiocyanato-benzonitrile

3-Cyanophenyl isothiocyanate

RN: 3125-78-8 MP (°C):

MW: 160.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.410E-04 1.027E-01 25 K032 22012

1334. C;H/N,S,

m-Isothiocyanophenyl isothiocyanate

3-Isothiocyanophenyl isothiocyanate

RN: 3125-77-7 MP (°C):

MW: 192.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.000E-05 3.845E-03 25 K032 22011
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1335. C;H,0,
Phthalic anhydride

1,2-Benzenedicarboxylic acid anhydride

1,3-Isobenzofurandione
Phthalic acid anhydride
1,3-Dioxophthalan
1,3 Phthalandione
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RN: 85-44-9 MP (°C): 130.8

MW: 148.12 BP (°C): 295.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.186E-02 6.200E+00 26.70 L095 22112

4.027E-02 5.964E+00 rt D021 00112

1336. CzH,CIO,

3-Chlorophthalic acid

3-Chlor-phthalsaeure

RN: 27563-65-1 MP (°C):

MW: 200.58 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.057E-01 2.120E+01 14 F300 10002

1337. C,H,CLL0,

Chlorfenac

2,3,6-Trichlorophenylacetic acid

Fenac

RN: 85-34-7 MP (°C): 161

MW: 239.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.351E-04 2.000E-01 28 MI161 10002

8.351E-04 2.000E-01 30 MO61 10002

1338. C;H,Cl,0,

2.4,5-Trichlorophenoxyacetic acid

Acetic acid, (2,4,5-trichlorophenoxy)-

(2,4,5-Trichlorophenoxy)acetic acid

2,4,5-T

RN: 93-76-5 MP (°C): 156

MW: 255.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.316E-04 2.380E-01 20 BI85 00000

7.398E-04 1.890E-01 20 MO61 10002

1.090E-03 2.785E-01 24.99 N417 00000

(continued)
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1338. C;HCl,0; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.100E-03 2.810E-01 25 B164 10112

1.096E-03 2.800E-01 25 B185 00000

1.050E-03 2.683E-01 25 L030 10212

1.088E-03 2.780E-01 25 Mi61 10002

9.316E-04 2.380E-01 30 B200 10002

9.783E-04 2.499E-01 ns B100 00001

7.828E-04 2.000E-01 ns B185 00000

8.000E-04 2.044E-01 ns F184 00001

9.316E-04 2.380E-01 ns K138 00001

9.824E-04 2.510E-01 ns L024 00002

2.512E-04 6.418E-02 ns M163 00000 EFG
7.828E-04 2.000E-01 ns NO13 00002

1339. CgH;CL,0,

3,4,5-Trichlorophenoxyacetic acid

Acetic acid, (3,4,5-trichlorophenoxy)-

3,4,5-T

RN: 80496-87-3 MP (°C):

MW: 255.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.150E-03 2.938E-01 25 L030 10212

1340. C;H,C1,0,

2,3,4-Trichlorophenoxyacetic acid

Acetic acid, (2,3,4-trichlorophenoxy)-

2,34-T

RN: 25141-27-9 MP (°C):

MW: 255.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.000E-04 2.044E-01 25 L030 10211

1341. CgH,C1,0;,

2,4,6-Trichlorophenoxyacetic acid

Acetic acid, (2,4,6-trichlorophenoxy)-

2,4,6-T

RN: 575-89-3 MP (°C): 45

MW: 255.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
9.700E-04 2.478E-01 25 L030 10211
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1342. C4H;ClL,04
2,3,6-Trichlorophenoxyacetic acid

Acetic acid, (2,3,6-trichlorophenoxy)-

Handbook of Aqueous Solubility Data

2,3,6-T

RN: 4007-00-5 MP (°C): 148

MW: 255.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.400E-03 6.132E-01 25 L030 10212

1343. C;H,C1,0,

2,3,5-Trichlorophenoxyacetic acid

Acetic acid, (2,3,5-trichlorophenoxy)-

2,3,5-T

RN: 33433-95-3 MP (°C):

MW: 255.49 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.000E-03 2.555E-01 25 L030 10212

1344. C;HLF,0

2,2,2-Trifluoroacetophenone

Trifluoroacetophenone

o,o,a-Trifluoroacetophenone

Phenyl trifluoromethyl ketone

2,2,2-Trifluoro-1-phenylethanone

RN: 434-45-7 MP (°C): 40

MW: 174.12 BP (°C): 165-166

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.007E-02 1.220E+01 30 B433 00000

1345. C4H.F,0,

o,0,0-Trifluoro-o-toluic acid

Trifluoro-o-toluic acid

Acide orthotrifluortoluique

RN: 433-97-6 MP (°C): 111

MW: 190.12 BP (°C): 247

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.525E-02 4.800E-+00 25 D064 12112
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1346. CgH;NO,

Phthalimide

Phthalimid

RN: 85-41-6 MP (°C): 238.0

MW: 147.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.447E-03 3.600E-01 25 F300 10001

2.719E-02 4.000E+00 100 F300 10000

4.075E-03 5.996E-01 It D021 00110

1347. C;H;NO,S

3-Carboxyphenylisothiocyanate

m-Isothiocyanobenzoic acid

RN: 2131-63-7 MP (°C):

MW: 179.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.600E-04 1.004E-01 25 D019 11112

8.000E-04 1.434E-01 25 K032 22011

1348. CgH;NO,S

4-Carboxyphenylisothiocyanate

p-Carboxyphenylisothiocyanate

RN: 2131-62-6 MP (°C):

MW: 179.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.060E-04 1.900E-02 25 D019 11112

1349. CgH,NO,

6-Nitrophthalide

6-Nitro-phthalid

RN: 610-93-5 MP (°C): 145

MW: 179.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O #) (TPEAA) Comments
2.233E-03 4.000E-01 25 F300 10002
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1350. C;H;NO,
3-Nitrophthalic acid
3-Nitro-phthalsaeure

RN: 603-11-2 MP (°C): 218

MW: 211.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.520E-02 2.010E+01 25 F300 10002

1351. CgH,NO,

2,3,4-Pyridinetricarboxylic acid
Pyridin-tricarbonsaeure-(2,3,4)

RN: 632-95-1 MP (°C): 250

MW:  211.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.684E-02 1.200E+01 15 F300 10001

1352. C H,

Ethynylbenzene

Phenylacetylene

RN: 536-74-3 MP (°C): 448

MW: 102.14 BP (°C): 142.4

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.467E-03 4.562E-01 ns D001 00002

1353. C,H,BrNS

3-Bromobenzyl isothiocyanate
m-Bromobenzyl isothiocyanate
RN: 3845-33-8 MP (°C):

MW: 228.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.070E-04 2.441E-02 25 D014 10001

1354. C;H,BrNS

4-Bromobenzyl isothiocyanate
p-Bromobenzyl isothiocyanate
RN: 2076-56-4 MP (°C):

MW: 228.12 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.500E-05 1.483E-02 25 D014 10001

1.500E-04 3.422E-02 25 D019 11112




Solubility Data 453
1355. CgH CINS

3-Chlorobenzyl isothiocyanate

m-Chlorobenzyl isothiocyanate

RN: 3694-58-4 MP (°C):

MW: 183.66 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.370E-04 2.516E-02 25 D014 10001

1356. C;H(CINS

4-Chlorobenzyl isothiocyanate

p-Chlorobenzyl isothiocyanate

RN: 3694-45-9 MP (°C):

MW: 183.66 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.480E-04 2.718E-02 25 D014 10001

1357. C;H,Cl1,0,

2,4-Dichlorophenoxyacetic acid

2,4-D

(2,4-Dichlorophenoxy)acetic acid

RN: 94-75-7 MP (°C): 138

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.805E-03 6.200E-01 20 F311 12221

2.443E-03 5.400E-01 20 MO61 10002

2.939E-03 6.496E-01 21.50 B200 10000

4.072E-03 9.000E-01 22.5 G301 00000

3.060E-03 6.764E-01 24.99 N417 00000

3.085E-03 6.820E-01 25 B164 10112

3.280E-03 7.250E-01 25 B185 00000

4.026E-03 8.900E-01 25 FO71 11212

2.360E-03 5.217E-01 25 L030 10212

2.805E-03 6.200E-01 25 Mile6l 10002

2.713E-03 5.996E-01 ns B100 00000

4.072E-03 9.000E-01 ns B185 00000

1.810E-03 4.000E-01 ns BI85 00000

2.500E-03 5.526E-01 ns F184 00001

4.072E-03 9.000E-01 ns K138 00001

2.805E-03 6.200E-01 ns L024 00002

4.298E-03 9.500E-01 ns MI110 00000 EFG
1.259E-03 2.783E-01 ns M163 00000 EFG
4.026E-03 8.900E-01 ns M344 00002

2.488E-03 5.500E-01 ns NO13 00002
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1358. C;H,C1,0,

Dicamba

2-Methoxy-3,6-dichlorobenzoic acid

RN: 1918-00-9 MP (°C): 98

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.036E-02 4.500E+00 25 B200 10001

2.036E-02 4.500E+00 25 Ml61 10001

3.591E-02 7.937E4+00 ns B100 00000

1359. C;H(C1,0,

3,5-Dichlorophenoxyacetic acid

3,5-D

RN: 587-64-4 MP (°C):

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (] #) (TPEAA) Comments
4.350E-03 9.615E-01 25 L030 10212

1360. C;H,C1,0,

3,4-Dichlorophenoxyacetic acid

3,4-D

RN: 588-22-7 MP (°C): 138

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.070E-03 4.576E-01 25 L030 10212

2.090E-03 4.620E-01 ns B185 00000

1361. CgH,C1,0,

2,6-Dichlorophenoxyacetic acid

2,6-D

RN: 575-90-6 MP (°C):

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

7.050E-03 1.558E+400 25 L030 10212
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1362. C;H(Cl,0,4

2,3-Dichlorophenoxyacetic acid

2,3-D

RN: 2976-74-1 MP (°C): 173

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.550E-03 3.426E-01 25 L030 10212

1363. C;H,Cl,0,

2,5-Dichlorophenoxyacetic acid

2,5-D

RN: 582-54-7 MP (°C):

MW: 221.04 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.420E-03 5.349E-01 25 L030 10212

1364. C;H,C1,0,

Tetrachloroveratrole

3,4,5,6-Tetrachloro-1,2-dimethoxybenzene

RN: 944-61-6 MP (°C):

MW: 275.95 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.762E-06 1.590E-03 25 1348 12212

1365. C;H(CI;NO,

Penclomedine

Pyridine

3,5-Dichloro-2,4-dimethoxy-6-(trichloromethyl)

NSC 338720

RN: 108030-77-9  MP (°C):

MW: 32541 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.229E-06 4.000E-04 25 P325 00000

1.229E-06 4.000E-04 25 P336 00000
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1366. CgHF3N,0O,S,

Flumethiazide

6-(Trifluoromethyl)-2H-1,2 4-benzothiadiazine-7-sulfonamide 1,1-dioxide
6-Trifluoromethyl-7-sulfamoyl-4H-1,2,4-benzothiadiazine 1,1-dioxide
Trifluoromethylthiazide

RN: 148-56-1 MP (°C):

MW: 329.28 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.189E-03 1.050E+400 It A095 00222

1367. CgHINS

3-lIodobenzyl isothiocyanate
m-lodobenzyl isothiocyanate
RN: 3696-68-2 MP (°C):

MW: 275.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.500E-05 1.513E-02 25 D014 10001

1368. C;HINS

4-lodobenzyl isothiocyanate

p-lodobenzyl isothiocyanate
RN: 3694-49-3 MP (°C):

MW: 275.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 #) (TPEAA) Comments
5.100E-05 1.403E-02 25 D014 10001

1369. C,H,N,0,S

3-Nitrobenzyl isothiocyanate
m-Nitrobenzyl isothiocyanate
RN: 3696-69-3 MP (°C):

MW: 194.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.200E-05 1.593E-02 25 D014 10001

1370. CgH(N,0,S

4-Nitrobenzyl isothiocyanate
p-Nitrobenzyl isothiocyanate

RN: 3694-47-1 MP (°C):

MW: 19421 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.330E-04 4.525E-02 25 D014 10001
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1371. CgHN,O;

Nitrofurantoin

1-[(5-Nitrofurfurylidene)amino]hydantoin

Furatoin

Macrodantin

Macrobid

Welfurin

RN: 67-20-9 MP (°C): 268

MW: 238.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) #) (TPEAA) Comments
4.619E-04 1.100E-01 22 B154 11111 pH3.5
3.338E-04 7.950E-02 24 C034 20222

3.338E-04 7.950E-02 24 C118 10002

5.207E-04 1.240E-01 25 M457 00000

4.753E-04 1.132E-01 30 CO11 20210 EFG
4.761E-04 1.134E-01 30 C034 20222

4.761E-04 1.134E-01 30 C118 10002

8.264E-04 1.968E-01 37 A330 00000

1.142E-03 2.720E-01 37 B044 22212 pH7.2
7.310E-04 1.741E-01 37 CO011 20210 EFG
7.310E-04 1.741E-01 37 C034 20222

7.310E-04 1.741E-01 37 Cl118 10002

5.878E-04 1.400E-01 37 E044 10112

6.508E-04 1.550E-01 37 P034 10002 pHS
1.055E-03 2.512E-01 45 C034 20222

1.055E-03 2.512E-01 45 Cl118 10002

7.978E-04 1.900E-01 ns K444 00000

5.249E-04 1.250E-01 ns P033 00002

5.248E-04 1.250E-01 ns R427 00000

1372. CgH(N,O4

Alloxantin

Uroxine

Alloxantin hydrate

RN: 76-24-4 MP (°C): 254dec

MW: 286.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (®) #) (TPEAA) Comments
1.753E-03 5.017E-01 25 B119 10220 EFG
1.013E-02 2.900E+00 25 F300 10001

2.097E-01 6.000E+01 100 F300 10000
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1373. CgHN,S,

Methylthiobenzothiazole

Benzothiazole

RN: 76006-86-5 MP (°C):

MW: 222.29 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.948E-04 1.100E-01 22 P323 00000

1374. C;H,O,

Phthalic dicarboxaldehyde
o-Phthalaldehyd

RN: 643-79-8 MP (°C): 56.5

MW: 134.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.044E-01 1.400E+01 h F300 00001

1375. C;H,O,

Terephthaldicarboxaldehyde

Terephthalaldehyd

RN: 623-27-8 MP (°C): 115

MW: 134.14 BP (°C): 246.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.491E-03 2.000E-01 20 F300 10000

1.297E-01 1.740E+01 100 F300 10001

1376. CgH,O,

Piperonal

Heliotropine

3,4-Dihydroxybenzaldehyde methylene ketal
Methylenedioxy procatechuic aldehyde
Protocatechuic aldehyde methylene ether

Piperonyl aldehyde

RN: 120-57-0 MP (°C): 37

MW: 150.14 BP (°C): 263

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.331E-02 3.500E+00 20 F300 10001

4.463E-02 6.700E+00 78 F300 10001
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1377. C;HO,

Benzoylformic acid

Phenyglyoxilic acid

RN: 611-73-4 MP (°C): 67

MW: 150.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.128E400 9.200E+02 0 C020 12111

1378. CgHO,

1,4-Benzenedicarboxylic acid
Terephthalic acid
p-Phthalic acid

RN: 100-21-0 MP (°C):

MW: 166.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.029E-05 1.500E-02 20 F300 10001

1.920E-03 3.190E-01 25 C316 00000 0.IM HCL
6.019E-04 9.999E-02 80 A027 10000

1379. C;HO,

1,2-Benzenedicarboxylic acid
o-Phthalic acid

Phthalic acid

Phthalsaeure

Benzene-1,2-dicarboxylic acid

RN: 88-99-3 MP (°C): 230

MW: 166.13 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.381E-02 2.295E+00 0 M043 10001
2.219E-02 3.686E+00 2 A027 10001
2.159E-02 3.587E+00 10 M043 10001
7.935E-03 1.318E+00 10 S198 21222
1.571E-02 2.611E4+00 10.49 A341 00000
3.471E-02 5.767E+00 20 A027 10001
3.435E-02 5.707E4+00 20 F069 22222
3.431E-02 5.700E+00 20 F300 10001
3.352E-02 5.569E+00 20 M043 10001
7.214E-03 1.199E+00 20 S198 21222
3.915E-02 6.504E+00 22.99 A341 00000
4.200E-02 6.978E+00 24.99 A341 00000
8.600E-02 1.429E+01 25 HO084 10001
8.520E-02 1.415E+01 25 K040 10212
4.192E-02 6.965E+00 25 MO030 21012
4.279E-02 7.109E4+00 25.8 w029 12112
4.808E-02 7.988E+00 28 D050 12122
5.152E-02 8.560E+00 29.49 A341 00000

(continued)
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1379. CgHO, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.900E-02 8.141E+00 30 HO19 00000
4.77T7E-02 7.937E400 30 MO043 10000
8.235E-03 1.368E+00 30 S198 21222
5.865E-02 9.743E+00 33.99 A341 00000
6.033E-02 1.002E+01 35 MO030 21012
6.561E-02 1.090E+01 35.99 A341 00000
6.925E-02 1.150E+01 37.99 A341 00000
7.137E-02 1.186E+01 40 MO043 10001
8.274E-02 1.375E+01 41.99 A341 00000
7.865E-02 1.307E+01 43.7 W029 12112
8.981E-02 1.492E+01 43.99 A341 00000
8.991E-02 1.494E+01 44.99 A341 00000
8.580E-02 1.425E+01 45 MO030 21012
9.890E-02 1.643E+01 45.99 A341 00000
9.753E-02 1.620E+01 48.9 w029 12112
1.212E-01 2.014E+01 49.99 A341 00000
1.116E-01 1.854E+01 49.99 A341 00000
1.349E-01 2.241E+01 53.99 A341 00000
1.277E-01 2.122E401 55 MO030 21012
1.339E-01 2.225E401 58.0 w029 12112
1.639E-01 2.724E+01 60 MO043 10001
1.741E-01 2.892E+01 60.99 A341 00000
1.695E-01 2.815E+01 63.7 w029 12112
2.145E-01 3.564E+01 64.99 A341 00000
1.892E-01 3.144E+01 65 MO030 21012
2.826E-01 4.695E+01 75 MO030 21012
3.042E-01 5.053E+01 71.8 WO029 12112
3.567E-01 5.927E+01 80 MO043 10001
4.334E-01 7.200E+01 85 F300 10000
4.297E-01 7.138E+01 85 MO030 21012
4.248E-01 7.058E+01 85.7 WO029 12112
6.377E-01 1.059E+02 94.8 w029 12112
9.182E-01 1.525E+02 100 MO043 10002
8.208E-01 1.364E+02 101.1 w029 12112
1.370E+00 2.276E+02 113.8 WO029 12112
9.015E-03 1.498E+00 ns FO14 00002
2.458E-02 4.083E+00 It H431 00000
1380. C,H,O0,

Isophthalic acid

1,3-Benzenedicarboxylic acid
m-Phthalic acid

RN: 121-91-5 MP (°C): 345

MW: 166.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.611E-04 6.000E-02 2 A027 10000

6.019E-04 9.999E-02 20 A027 10000

(continued)
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1380. C;HO, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.090E-03 1.811E-01 28.29 L437 00000

1.656E-03 2.752E-01 40.99 L437 00000

2.535E-03 4.212E-01 51.99 L437 00000

4.021E-03 6.681E-01 64.99 L437 00000

6.260E-03 1.040E+00 76.49 L437 00000

6.013E-03 9.990E-01 80 A027 10000

8.300E-03 1.379E+00 83.49 L437 00000

9.441E-03 1.568E+00 86.47 L437 00000

1.286E-02 2.137E4+00 93.42 L437 00000

4.610E-04 7.659E-02 It H431 00000

1381. C;H,0,

2-Hydroxyisophthalic acid

2-Hydroxy-iso-phthalsaeure

RN: 606-19-9 MP (°C): 244

MW: 182.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.449E-01 2.640E+01 100 F300 10002

1382. C;HO;

4-Hydroxyisophthalic acid

4-Hydroxy-iso-phthasaeure

RN: 636-46-4 MP (°C): 310

MW: 182.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.647E-03 3.000E-01 24 F300 10001

1383. C;H, O,

5-Hydroxyisophthalic acid

5-Hydroxy-iso-phthalsaeure

RN: 618-83-7 MP (°C): 293

MW: 182.13 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.294E-03 6.000E-01 15 F300 10001

8.889E-01 1.619E+02 99 F300 10002
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1384. C;H,S

Thianaphthene

Benzo[b]thiophene

Benzothiofuran

1-Benzothiophene

RN: 95-15-8 MP (°C):  29-32

MW: 134.20 BP (°C): 221-222

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.611E-03 2.162E-01 59.0 L339 20222
2.610E-03 3.503E-01 78.5 L339 20222
4.386E-03 5.886E-01 99.0 L339 20222
1385. CgH,BrN,O,

o-Nitro-o-bromacetanilide
2-Bromo-5-nitroacetanilide
RN: 245115-83-7  MP (°C):

MW:  259.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.720E-02 2.000E+01 rt F043 00211

1386. C;H,BrN,0,

p-Nitro-o-bromacetanilide
2-Bromo-4-nitroacetanilide
RN: 57045-86-0 MP (°C):

MW: 259.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.832E-02 1.770E+01 It F043 00212

1387. C4H,CIN, 0,
p-Nitro-o-chloracetanilide
2-Chloro-4-nitroacetanilide

RN: 881-87-8 MP (°C):

MW:  214.61 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

5.172E-02 1.110E+01 It F043 00212
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1388. C4H,CIN, 0,

o-Nitro-o-chloracetanilide

2-Chloro-5-nitroacetanilide

RN: 72487-80-0 MP (°C):

MW: 214.61 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.172E-02 1.110E+01 It F043 00212

1389. C;H,Cl0,

4-Chlorophenoxyacetic acid

4-CPA

p-Chlorophenoxyacetic acid

RN: 122-88-3 MP (°C): 157

MW: 186.60 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.545E-03 8.480E-01 25 B164 10112

2.042E-03 3.810E-01 25 B185 00000

5.130E-03 9.572E-01 25 L030 10212

1390. C;H,Cl10;

3-Chlorophenoxyacetic acid

m-Chlorophenoxyacetic acid

RN: 588-32-9 MP (°C):

MW: 186.60 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.265E-02 2.360E+00 25 L030 10212

1391. C4H,Cl0,

2-Chlorophenoxyacetic acid

o-Chlorophenoxyacetic acid

RN: 614-61-9 MP (°C): 146

MW: 186.60 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.850E-03 1.278E+00 25 L030 10212
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1392. C;H,CI,NO,

Chloramben methyl ester

Vegiben 2E

Methyl 3-amino-2,5-dichlorobenzoate
Amchem 65-81-B

Methyl chloramben

Chloramben methyl

RN: 7286-84-2 MP (°C): 63.5

MW: 220.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.453E-04 1.200E-01 20 M161 10002

1393. C;H,C1;0

2,4,6-Trichloro-3,5-dimethyl-phenol
3,5-Xylenol, 2,4,6-trichloro-
RN: 6972-47-0 MP (°C):

MW: 22550 BP (°C):
Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.200E-05 4.961E-03 25 B316 00000

1394. C,H,C1,0,

3,4,5-Trichloroveratrole
4,5,6-Trichloroveratrole
RN: 16766-29-3 MP (°C): 66

MW: 241.50 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.265E-05 1.030E-02 25 L348 12212

1395. C,H,N

Indole

2,3-Benzopyrrole

Benzopyrrole

1-Benzazole
1-Benzol  pyrrol

RN: 120-72-9 MP (°C): 52

MW: 117.15 BP (°C): 253

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
9.219E-02 1.080E+01 25 K119 10002

3.037E-02 3.558E+00 25 PO51 21122

3.037E-02 3.558E+00 25.00 PO07 21222
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1396. C;H,N

p-Toluonitrile

p-Cyanotoluene

p-Methylbenzonitrile

4-Methylbenzenecarbonitrile

RN: 104-85-8 MP (°C):

MW: 117.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.300E-02 1.523E4+00 25 M327 10012

1397. CgH,NOS

m-Methoxyphenyl isothiocyanate

3-Methoxyphenyl isothiocyanate

RN: 3125-64-2 MP (°C):

MW: 165.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.700E-04 4.461E-02 25 K032 22012

1398. C;H,NOS

p-Methoxyphenyl isothiocyanate

4-Methoxyphenylisothiocyanate

RN: 2284-20-0 MP (°C): 18.0

MW: 165.22 BP (°C): 280.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.500E-04 4.130E-02 25 D019 11112

1399. CgH,NO,

Oxanilic acid

N-Phenyloxalic acid monoamide

Oxanilsaure

RN: 500-72-1 MP (°C): 150

MW: 165.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.990E-02 8.241E+00 25 D058 10112
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1400. C;H,NO,
6-Nitro-3-methylbenzoic acid
2-Nitro-5-methylbenzoic acid
5-Methyl-2-nitrobenzoic acid
3-Methyl-6-nitrobenzoic acid

RN: 3113-72-2 MP (°C):

MW:  181.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.043E-02 3.700E+00 10 G063 10001
2.595E-02 4.700E+00 20 G063 10001
9.385E-02 1.700E+01 40 G063 10001
9.937E-02 1.800E+01 50 G063 10001
1.490E-01 2.700E+01 60 G063 10001
1.932E-01 3.500E+01 65 G063 10001
2.484E-01 4.500E+01 70 G063 10001
3.643E-01 6.600E+01 80 G063 10001
3.699E-01 6.700E+01 100 G063 10001
1401. C;H,NO,

2-Nitro-3-methylbenzoic acid
2-Nitro-m-toluic acid
3-Methyl-2-nitrobenzoic acid

RN: 5437-38-7 MP (°C):

MW: 181.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
2.208E-03 4.000E-01 20 G063 10001

8.832E-03 1.600E+00 40 G063 10001

3.202E-02 5.800E+00 80 G063 10001

3.312E-02 6.000E+00 100 G063 10000

1402. CgH NS

Benzyl isothiocyanate

Benzylisothiocyanate

Isothiocyanatomethylbenzene

RN: 622-78-6 MP (°C): 112

MW: 149.22 BP (°C): 242

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

7.300E-04 1.089E-01 25 D014 10002
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1403. C;H,NS

p-Tolyl isothiocyanate

4-Tolylisothiocyanate

RN: 622-59-3 MP (°C): 25

MW: 149.22 BP (°C): 237

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.900E-05 2.835E-03 25 D019 11111

1404. C;H NS

m-Methylphenyl isothiocyanate

3-Methylphenyl isothiocyanate

RN: 614-69-7 MP (°C):

MW: 149.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.420E-04 2.119E-02 25 K032 22012

1405. CgH,N,O

7-Acetamidopteridine

RN: MP (°C):

MW: 189.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.035E-02 7.634E+00 100 A083 12000

1406. CgH,N,O

2-Acetamidopteridine

RN: MP (°C):

MW: 189.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.705E-01 3.226E+01 100 A083 12000

1407. C;H,N;O

4-Acetamidopteridine

RN: MP (°C):

MW: 189.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.762E+00 3.333E+02 100 A083 12000
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1408. C4H,N, O,

2,4,6-Trinitrophenylethylnitramine

Tetrethyl

Trinitrophenylethylnitramine

Ethyl tetryl

RN: 6052-13-7 MP (°C):

MW: 301.17 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °C) (#) (TPEAA) Comments
1.992E-04 6.000E-02 22 D067 12000
8.633E-04 2.600E-01 50 D067 12001
8.998E-03 2.710E4+00 100 D067 12002
1409. C;H

Styrene

Phenylethylene

Styrolene

Styrol

Ethenylbenzene

Annamene

RN: 100-42-5 MP (°C): =30

MW: 104.15 BP (°C): 145

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.784E-03 2.899E-01 7 L028 10111
2.400E-03 2.499E-01 15 L028 10111
1.152E-03 1.200E-01 20 L096 12022
3.167E-03 3.299E-01 24 L028 10111
2.880E-03 3.000E-01 25 A002 12111
1.540E-03 1.604E-01 25 B173 20222
2.975E-03 3.099E-01 25 L028 10111
3.455E-03 3.599E-01 32 L028 10111
3.839E-03 3.998E-01 40 L028 10111
3.839E-03 3.998E-01 44 L028 10111
4.319E-03 4.498E-01 49 L028 10111
4.319E-03 4.498E-01 51 L028 10111
4.798E-03 4.998E-01 56 L028 10111
8.658E-02 9.018E+00 65 A324 22211

5.566E-03 5.797E-01 65 L028 10111
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1410. C4H¢BrCl,0,PS

Bromophos

0-(4-Bromo-2,5-dichlorophenyl) O,O0-dimethyl phosphorothioate

Nexion

Brofene

Brophene

Omexan

RN: 2104-96-3 MP (°C): 51

MW: 366.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.557E-07 2.400E-04 10 B324 00000

6.558E-07 2.400E-04 10 B324 00000

8.197E-07 3.000E-04 20 B169 21111 sic
9.290E-07 3.400E-04 20 B324 00000

9.290E-07 3.400E-04 20 B324 00000

2.732E-06 1.000E-03 20 F311 12221 sic
1.093E-04 4.000E-02 20 MO61 10001

1.093E-04 4.000E-02 20 W311 10001

2.634E-06 9.641E-04 30 B324 00000

2.623E-06 9.600E-04 30 B324 00000

1.093E-04 4.000E-02 ns EO050 00001

1.093E-04 4.000E-02 It Mil61 00001

1411. CgHgBrNO

4”-Bromoacetanilide

Acetamide, N-(4-bromophenyl)-

Acetanilide, 4-bromo-

Bromoantifebrin

RN: 103-88-8 MP (°C):

MW: 214.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.000E-04 1.498E-01 25 D044 00000

1412. CgH;,CINO

p-Chloroacetanilide

Acetamide, N-(4-chlorophenyl)-

Acetanilide, 4-chloro-

RN: 539-03-7 MP (°C):

MW: 169.61 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.000E-03 1.696E-01 25 D044 00000
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1413. C;H CLIO;PS

Iodofenphos

0-(2,5-Dichloro-4-iodophenyl) O,0-dimethyl phosphorothioate
Nuvanol-N

Dimethyl O-2,5-dichloro-4-iodophenyl thiophosphate

Alfacron

Jodfenphos

RN: 18181-70-9 MP (°C): 72

MW: 413.00 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.421E-07 1.000E-04 20 B169 21111

4.843E-06 2.000E-03 20 Mi61 10000

1414. CgH,ClL,0

2,4-Dichloro-6-ethyl-phenol

Phenol, 2,4-dichloro-6-ethyl-

RN: 24539-94-4 MP (°C):

MW: 191.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.300E-03 2.484E-01 25 B316 00000

1415. C4HCl1,0,

Chloroneb

Demosan

Terraneb

Terraneb SP

1,4-Dichloro-2,5-dimethoxybenzene

Terraneb B

RN: 2675-77-6 MP (°C): 134.5

MW: 207.06 BP (°C): 268

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.864E-05 8.000E-03 25 Mi161 10000

1416. C4H(C1,0,

4,5-Dichloroveratrole

Benzene, 1,2-dichloro-4,5-dimethoxy-

RN: 2772-46-5 MP (°C): 83

MW: 207.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.492E-04 7.230E-02 25 L1348 12212 average of 2
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1417. C4H(C1,0,PS

Ronnel

Fenchlorphos

Dermafos

Dimethyl trichlorophenylthiophosphate

RN: 299-84-3 MP (°C): 35

MW: 321.55 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.866E-06 6.000E-04 20 B169 22111

3.359E-06 1.080E-03 20 C053 00000

3.110E-06 1.000E-03 20 E048 12110

7.775E-06 2.500E-03 20 F311 12221

5.287E-06 1.700E-03 ns F040 12221

3.359E-06 1.080E-03 ns FO71 01212

1.866E-05 6.000E-03 ns K138 00001

1.368E-04 4.400E-02 ns MO061 00001

1.244E-04 4.000E-02 It Mil61 00001

1418. CgH,FNO

4’-Fluoroacetanilide

Acetamide, N-(4-fluorophenyl)-

4-Fluoroacetanilide

RN: 351-83-7 MP (°C):

MW: 153.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

1.630E-02 2.496E+00 25 D044 00000

1419. CiHF;N,0O,S,

Hydroflumethiazide

Diucardin

Saluron

RN: 135-09-1 MP (°C): 272

MW: 331.29 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments

1.449E-03 4.800E-01 37 €087 00000

2.048E-03 6.785E-01 37 C315 00000 0.IN HCL, average
of 4

5.643E-04 1.870E-01 ns B404 02110

9.958E-04 3.299E-01 It K144 00001
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1420. CgHINO
p-lodoaniline-N-acetate
4-lodanilin-N-acetat
4-lodoacetanilide
Acetanilide, 4"-iodo-
4-Acetamidophenyl iodide
p-lodoacetanilide

RN: 622-50-4 MP (°C):

MW: 261.06 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.000E-04 1.827E-01 25 D044 00000

1421. C4HgN, 0,

Phthalamide

1,2-Benzenedicarboxamide

RN: 88-96-0 MP (°C): 228

MW: 164.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.218E-03 2.000E-01 20 A027 10000 sic
3.594E-02 5.900E+00 30 K004 10001

1422. C4HgN, 0,

Ricinine

Ricinin

RN: 524-40-3 MP (°C): 201.5

MW: 164.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.645E-02 2.700E+00 10 F300 10001

1423. C;HN, 0,

4-Nitroaniline-N-acetate
4-Nitro-anilin-N-acetat
p-Nitroacetanilide
1-Nitro-4-acetylaminobenzene

RN: 104-04-1 MP (°C): 216

MW:  180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
1.221E-02 2.200E+00 20 F300 10001

6.000E-04 1.081E-01 25 D044 00000

1.221E-02 2.200E+00 It F043 00211
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1424. C4HgN, O,

2-Nitroaniline-N-acetate

2-Nitro-anilin-N-acetat

o-Nitroacetanilide

RN: 552-32-9 MP (°C):

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.221E-02 2.200E+00 20 F300 10001

1.221E-02 2.200E+00 rt F043 00211

1425. CgH3N,O,S

MB 8882

Methyl N-(4-nitrobenzenesulphonyl)carbamate

RN: 3337-70-0 MP (°C): 151

MW: 260.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.839E-03 9.990E-01 ns MO061 00000

1426. C;HgN,

6,7-Dimethylpteridine

6:7-Dimethylpteridine

RN: 704-61-0 MP (°C):

MW: 160.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.468E-01 5.556E+01 20 A083 12000

1427. CgHgN,

Hydralazine

Apresoline

RN: 86-54-4 MP (°C): 172

MW: 160.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.996E-05 4.800E-03 225 B440 00000
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1428. C;HgN,O
4-Hydroxy-6,7-dimethylpteridine
4-Hydroxy-6:7-dimethylpteridine
RN: 14684-54-9 MP (°C):

MW:  176.18 BP (°C):
Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.155E-03 9.083E-01 22.5 A085 12000

1429. C,H,N,0,

H-Pyrazolo[3,4-d]pyrimidin-4-one, 1,5-dihydro-1-(1-oxopropyl)-
RN: 96448-61-2 MP (°C):

MW: 192.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.561E-03 3.000E-01 22 B428 12121

1430. CgHgN,O,S,

2-Sulfanilamido-1,3,4-thiadiazole

Sulfathiadiazole

Sulfanilamide, N1-1,3,4-thiadiazol-2-yl-
RN: 16806-29-4 MP (°C):

MW:  256.31 BP (°C):
Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.848E-03 7.300E-01 37 RO45 12111

1431. CgHgN, O,

1-Acetoxymethyl allopurinol
4H-Pyrazolo[3,4-d]pyrimidin-4-one, 1-[(acetyloxy)methyl]-1,5-dihydro-
RN: 98846-64-1 MP (°C):  257-258

MW: 208.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.786E-03 5.800E-01 22 B322 00000

1432. CgHgN, O,

Nifuradene

1-[5-Nitrofurfuryllidene)amino]-2-imidazolidinone

RN: 555-84-0 MP (°C): 261.5

MW: 224.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.925E-04 8.800E-02 ns 1310 00000
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1433. CgHN,O,S,

CL 11366

RN: MP (°C):

MW: 320.37 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.405E-03 4.500E-01 ns MO032 00001

1434. CgHgN,O,S,

Benzolamide

2-Benzenesulfonamide-1,3,4-thiadiazole-5-sulfonamide
5-Benzenesulfonamido-1,3,4-thiadiazole-2-sulfonamide

1,3,4-Thiadiazole-2-sulfonamide, 5-[(phenylsulfonyl)amino]-

1,3,4-Thiadiazole-2-sulfonamide, 5-benzenesulfonamido-

RN: 3368-13-6 MP (°C):

MW: 320.37 BP (°C): 585.9

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) # (TPEAA) Comments
1.200E-03 3.844E-01 25 C4l5 10010

1435. C;HN, O,

2,4,6-Trinitroethylaniline

2-4-6-Trinitromonoethylaniline

RN: 7449-27-6 MP (°C):

MW: 256.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.904E-04 1.000E-01 19 D067 12002

1.210E-03 3.100E-01 50 D067 12002

5.699E-03 1.460E+00 100 D067 12002

1436. CgH,O

Acetophenone

Acetophenon

Methyl phenyl ketone

RN: 98-86-2 MP (°C): 20.05

MW: 120.15 BP (°C): 202

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.503E-02 5.411E+00 24 H106 10222

4.611E-02 5.540E+00 24 M303 10112

5.243E-02 6.300E+00 25 A003 12122

4.470E-02 5.371E4+00 25 B019 10120

4.470E-02 5.371E4+00 25 B092 21111

9.600E-02 1.153E+01 25 D407 10222

5.600E-03 6.729E-01 25 F063 11001

6.605E-02 7.937E4+00 60 B092 21111
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1437. C;H,O
Styrene oxide
1,2-Epoxyethylbenzene

RN: 96-09-3 MP (°C):  -36.8

MW: 120.15 BP (°C): 194.1

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.324E-02 2.792E+00 25 1313 00000

1438. C,H,0

2,2,3-Trimethyl-3-pentanol
2,2,3-Trimethylpentanol-3
RN: 7294-05-5 MP (°C): -6

MW: 120.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
4.120E+00 4.950E+02 20 G007 12012

4.119E+00 4.949E+02 25 G007 12012

4.119E+00 4.949E+02 30 G007 12012

1439. C;H,O

4-Methylbenzaldehyde
p-Methylbenzaldehyde

RN: 104-87-0 MP (°C):

MW: 120.15 BP (°C): 204

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.890E-02 2.271E4+00 25 MO17 12012

1440. C4H,0,

2"-Hydroxyacetophenone
1-(2-Hydroxyphenyl)ethanone
2-Acetylphenol

RN: 118-93-4 MP (°C): 6

MW: 136.15 BP (°C): 213 at 717 mm Hg

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °0) (#) (TPEAA) Comments
5.000E-02 6.808E-+00 30 K441 00000

1.100E-01 1.498E+01 40 K441 00000

1.400E-01 1.906E+01 50 K441 00000
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1441. C;H,,0,

4-Hydroxyacetophenone

4"-Hydroxy-acetophenon

RN: 99-93-4 MP (°C): 110

MW: 136.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.271E-02 9.900E+00 22 F300 10001

7.000E-02 9.531E+400 30 K441 00000

1.400E-01 1.906E+01 40 K441 00000

1.800E-01 2.451E+01 50 K441 00000

1442. C4H, 0,

p-Anisaldehyde

Anisaldehyd

p-Methoxybenzaldehyde

RN: 123-11-5 MP (°C): O

MW: 136.15 BP (°C): 249.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.469E-02 2.000E+00 20 F300 10000

3.900E-02 5.310E4+00 25 D407 10222

3.150E-02 4.289E+00 25 1019 10122

1443. C4H0,

m-Toluic acid

3-Methylbenzoic acid

m-Methylbenzoic acid

B-Methylbenzoic acid

RN: 99-04-7 MP (°C): 112

MW: 136.15 BP (°C): 263

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.200E-03 9.803E-01 25 F001 10102

7.198E-03 9.800E-01 25 F300 10002

7.785E-03 1.060E+00 37 M360 12112
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1444. C;H,0,
p-Toluic acid

4-Methylbenzoic acid
Toluenecarboxylic acid
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RN: 99-94-5 MP (°C): 180

MW: 136.15 BP (°C): 274

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.500E-03 3.404E-01 25 F0O01 10102

2.938E-03 4.000E-01 25 F300 10002

2.277E-03 3.100E-01 37 M360 12112

2.780E-03 3.785E-01 ns C014 00012

1445. C4H,0O,

o-Toluic acid

o-Tolylsaeure

o-Toluylic acid

2-Methylbenzoic acid

RN: 118-90-1 MP (°C): 107

MW: 136.15 BP (°C): 258

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

8.700E-03 1.185E+00 25 F0O01 10102

8.780E-03 1.195E+400 25 RO16 00000

1.014E-02 1.380E+400 37 M360 12112

1446. C3H,O,

Phenylacetic acid

Phenylessigsaeure

RN: 103-82-2 MP (°C): 76.5

MW: 136.15 BP (°C): 266

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

1.175E-01 1.600E+01 20 FO71 11212

1.219E-01 1.660E+01 20 HO080 10002

1.219E-01 1.660E+01 20 M344 10002

1.300E-01 1.770E+01 25 F300 10002

1.267E-01 1.725E+01 25 HO71 22212

1.310E-01 1.784E+01 25 K040 10212

1.300E-01 1.770E+01 25.00 M135 12112 0.01N sodium
phenylacetate

1.451E-01 1.975E+01 30 D033 22122

1.910E-01 2.600E+01 35.00 M135 12112

2.113E-01 2.877E+01 40 D033 22122

2.880E-01 3.921E+01 41.50 M135 12112

2.900E-01 3.948E+01 45.00 M135 12112

3.650E-01 4.970E+01 58.40 M135 12112

(continued)
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1446. C3H,O, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.350E-01 5.923E+01 68.80 M135 12112
5.130E-01 6.985E+01 76.50 M135 12112
6.110E-01 8.319E+01 83.00 M135 12112
6.860E-01 9.340E+01 86.70 M135 12112
7.712E-01 1.050E+02 100 F300 10002
1.259E-01 1.714E+01 ns R424 00000
1447. C4H,0,

Methyl benzoate

Methyl p-hydroxybenzoate

RN: 93-58-3 MP (°C): -12

MW: 136.15 BP (°C): 198

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.337E-03 9.990E-01 15 G040 10200
3.085E-02 4.200E+00 22 N317 11212
2.926E-02 3.984E+00 25 G040 10200
1.447E-02 1.970E+00 25 L086 10112
1.497E-02 2.038E+00 25 M334 10112
1.777E-02 2.420E+00 30 LO012 20222
1.796E-02 2.445E+00 30 L086 10112
3.654E-02 4.975E+00 35 G040 10200
2.221E-02 3.024E+00 35 L086 10112
2.723E-02 3.708E+00 40 L086 10112
1448. C;H,O,Hg

Phenylmercuric acetate

Ceresan

PMAC

Acetate, phenylmercuric

PMA

RN: 62-38-4 MP (°C): 149

MW: 336.74 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.335E-02 2.470E+01 20 MO61 10002
1.389E-02 4.678E+00 ns B185 00000
1.396E-02 4.700E+00 ns NO13 00002
1.298E-02 4.370E+00 It Ml61 00002
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1449. C;H, O,

Methyl salicylate
Salicylsaeure-methyl ester
Methyl hydroxybenzoate

Betula oil

Panalgesic

Betula

RN: 119-36-8 MP (°C): -8

MW: 152.15 BP (°C): 222

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.206E-03 6.400E-01 21 B331 00000
4.000E-03 6.086E-01 25 D407 10222
1.312E-02 1.996E+00 25 RO41 00000
4.601E-03 7.000E-01 30 F300 10000
6.244E-03 9.500E-01 30 LO012 20221
1450. C;H O,

Vanillin

4-Hydroxy-3-methoxybenzaldehyde
3-Methoxy-4-hydroxybenzaldehyde
Methylprotocatechuic aldehyde

Vanillic aldehyde

Vanillaldehyde

RN: 121-33-5 MP (°C): 82

MW: 152.15 BP (°C): 285

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
4.439E-02 6.754E+00 2 D073 11211

1.972E-02 3.000E+00 4.40 MO096 11211

3.418E-02 5.200E4+00 15.60 MO096 11212

8.114E-02 1.235E+01 20 D073 11212

6.572E-02 1.000E+01 20 F300 10000

5.915E-02 9.000E+00 23.90 MO096 11212

4.800E-02 7.303E+00 25 D407 10222

7.240E-02 1.102E4+01 25 1019 10122

9.713E-02 1.478E+01 30 D073 11212

8.500E-02 1.293E+01 30 L069 10110 EFG
1.697E-01 2.582E+01 40 D073 11212

3.010E-01 4.580E+01 50 D073 11212

3.160E-01 4.807E+01 60 D073 11212

3.286E-01 5.000E+01 80 F300 10000
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1451. C;H O,

Methylparaben

Me-paraben

Methyl p-hydroxybenzoic acid

Methyl 4-hydroxybenzoate

Methyl paraben

RN: 99-76-3 MP (°C): 131

MW: 152.15 BP (°C): 275

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
8.310E-03 1.264E+00 15 B355 00000

1.026E-02 1.561E+00 15 M352 11112

9.970E-03 1.517E400 20 B355 00000

1.334E-02 2.030E+00 20 HO056 10212

1.441E-02 2.193E+00 25 A059 10112

1.140E-02 1.735E4+00 25 B355 00000

1.639E-02 2.494E+00 25 D081 12212

1.600E-02 2.434E+00 25 D339 00000

3.162E-02 4.811E+00 25 F322 20110 EFG
1.364E-02 2.075E+00 25 LO75 10112

1.393E-02 2.120E+00 25 L338 10112

1.460E-02 2.221E+00 25 MO14 20112

1.585E-02 2.412E+00 25 M352 11112

1.643E-02 2.500E+00 25 0027 10101

1.485E-02 2.260E+00 25 PO13 00000

1.446E-02 2.200E+00 25 PO53 10112

1.600E-02 2.434E+00 27 B129 22222

1.500E-02 2.282E+00 27 G078 21010 EFG
1.600E-02 2.434E+00 27 PO19 12110 EFG
1.450E-02 2.206E+00 27.0 G067 20112

1.828E-02 2.782E+00 30 A059 10112

1.564E-02 2.380E+00 30 M325 10001

2.275E-02 3.462E+00 35 A059 10112

2.550E-02 3.880E+00 37 B171 20112

2.268E-02 3.451E+400 39.3 G302 22220 EFG
2.551E-02 3.882E+00 40 A059 10112

3.773E-02 5.740E+00 40 M352 11112

4.168E-02 6.341E+00 50 M352 11112

1452. CgH; O,

D-Mandelic acid

(R)(-)Mandelic acid

(8)-a-Hydroxybenzeneacetic acid

L-Mandelic acid

(8)-(+)-Mandelic acid

RN: 17199-29-0 MP (°C): 132

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.310E-01 8.080E+01 0 A043 12112

5.310E-01 8.080E+01 0 L035 12212

(continued)
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1452. C4H O, (continued)
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Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
6.874E-01 1.046E+02 10 A043 12112
6.874E-01 1.046E+02 10 L035 12212
7.766E-01 1.182E+02 15 A043 12112
7.766E-01 1.182E+02 15 L035 12212
9.158E-01 1.393E+02 20 A043 12112
9.158E-01 1.393E+02 20 L035 12212
5.371E-01 8.173E+01 245 L035 12211
5.371E-01 8.173E+01 24.50 A043 12111
1.183E+00 1.800E+02 25 A043 12112
6.503E-01 9.894E+01 25 C045 22012
6.705E-01 1.020E+02 25 C045 22012
1.183E+00 1.800E+02 25 L035 12212
6.460E-01 9.829E+01 27.5 LO035 12212
6.460E-01 9.829E+01 27.50 A043 12112
1.791E+00 2.725E+02 30 A043 12112
1.791E+00 2.725E+02 30 L035 12212
8.223E-01 1.251E+02 315 L035 12212
8.223E-01 1.251E+02 31.50 A043 12112
2.957E+00 4.499E+02 35 A043 12112
2.957E+00 4.499E+02 35 L035 12212
3.434E+00 5.224E+02 37 A043 12112
1.132E400 1.722E+02 37 A043 12112
3.434E+00 5.224E+02 37 L035 12212
1.132E+00 1.722E+02 37 L035 12212
4.075E+00 6.201E+02 40 A043 12112
4.075E+00 6.201E+02 40 L035 12212
1.517E+00 2.308E+02 41.5 L035 12212
1.517E4+00 2.308E+02 41.50 A043 12112
4.325E4+00 6.580E+02 4255 L035 12212
4.325E+00 6.580E+02 4250 A043 12112
1.871E+00 2.847E+02 44 A043 12112
1.871E+400 2.847E+02 44 L035 12212
4.678E+00 7.118E+02 45 L035 12212
4.678E+00 7.118E+02 45.50 A043 12112
2.351E+00 3.577E+02 46.5 L035 12212
2.351E+00 3.577E+02 46.50 A043 12112
4.816E+00 7.328E+02 47 L035 12212
4.816E+00 7.328E+02 47.50 A043 12112
2.795E+00 4.253E+02 48.5 L035 12212
2.795E+00 4.253E+02 48.50 A043 12112
5.183E+00 7.886E+02 50 A043 12112
5.183E+00 7.886E+02 50 L035 12212
3.192E+00 4.856E+02 50.5 L035 12212
3.192E+00 4.856E+02 50.50 A043 12112
3.484E+00 5.301E+02 52.5 L035 12212
3.484E+00 5.301E+02 52.50 A043 12112
3.704E+00 5.635E+02 54.50 A043 12112
3.704E+00 5.635E4+02 54.50 L035 12212
3.996E+00 6.080E+02 57 A043 12112

(continued)
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1452. C4H O, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.996E+00 6.080E+02 57 L035 12212
4.337E4+00 6.599E+02 60.5 LO035 12212
4.337E4+00 6.599E+02 60.50 A043 12112
4.884E+00 7.431E+02 68 A043 12112
4.884E+00 7.431E+02 68 L035 12212
1453. C;H, O,

m-Cresotic acid

2-Hydroxy-p-tolylsaeure-(1)

m-Kresotinsaeure

RN: 50-85-1 MP (°C): 177

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
6.638E-02 1.010E+01 100 F300 10002
1454. CgH O,

o-Anisic acid

2-Methoxybenzoic acid

Salicylic acid methyl ether

Salicylsaeure-methylaether

o-Methoxybenzoic acid

RN: 579-75-9 MP (°C): 101

MW: 152.15 BP (°C): 200

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.030E-02 1.567E+00 4.99 A405 20112
1.220E-02 1.856E+00 9.99 A405 20112
1.420E-02 2.161E+00 14.99 A405 20112
1.710E-02 2.602E+00 19.99 A405 20112
2.070E-02 3.150E+00 23.99 A405 20112
2.760E-02 4.200E+00 25 HO007 00000
2.440E-02 3.712E4+00 26.99 A405 20112
3.286E-02 5.000E+00 30 F300 10000
2.760E-02 4.199E+00 30.99 A405 20112
3.120E-02 4.747E4+00 34.99 A405 20112
3.503E-02 5.330E+00 37 M360 12112
3.750E-02 5.706E+00 38.99 A405 20112
4.390E-02 6.679E+00 41.99 A405 20112
4.800E-02 7.303E4+00 44.99 A405 20112
5.930E-02 9.023E+00 47.99 A405 20112
6.930E-02 1.054E+01 52.99 A405 20112
8.370E-02 1.274E+01 53.99 A405 20112
9.500E-02 1.445E+01 56.99 A405 20112
1.261E-01 1.919E+401 60.99 A405 20112
1.683E-01 2.561E+01 64.99 A405 20112

(continued)
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1454. C4HgO; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
2.326E-01 3.539E+01 68.99 A405 20112

2.630E-01 4.002E+01 69.99 A405 20112

3.467E-01 5.275E+01 72.99 A405 20112

1455. C;H O,

Mandelic acid
Amygdalic acid
a-Hydroxyphenylacetic acid

Uromaline

a-Hydroxy-benzeneacetic acid

RN: 90-64-2 MP (°C): 119.0

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.191E+00 1.812E+02 25 K040 10212 sic
8.795E-03 1.338E+00 25 RO49 00000

9.120E-01 1.388E+02 ns R427 00000

1456. C4HO,

3-Hydroxy-p-toluic acid
3-Hydroxy-p-tolylsaeure-(1)

RN: 586-30-1 MP (°C):

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.859E-01 4.350E+01 100 F300 10002

1457. CgHO4

3-Methoxybenzoic acid
3-Methoxy-benzoesaeure
m-Anisic acid
m-Methoxybenzoic acid

RN: 586-38-9 MP (°C): 110

MW:  152.15 BP (°C): 170

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.282E-02 1.950E+00 37 M360 12112

1.183E-03 1.800E-01 ns B361 00000
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1458. C4H,O,

pL-Mandelic acid

DL-Mandelsaeure

RN: 611-72-3 MP (°C): 122

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.050E-01 1.377E+02 20 F300 10002

1.134E+00 1.725E+02 24 F300 10002

1459. C;H,0,

4-Hydroxy-m-toluic acid

4-Hydroxy-m-tolylsaeure-(1)

o-Cresotic acid

2-Hydroxy-m-toluic acid

2-Hydroxy-m-tolylsaeure-(1)

RN: 83-40-9 MP (°C): 165.5

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.624E-02 1.160E+01 100 F300 10002

3.411E-01 5.190E+01 100 F300 10002

1460. C4HO,

Phenoxyacetic acid

Glycolic acid phenyl ether

O-Phenylglycolic acid

RN: 122-59-8 MP (°C): 98

MW: 152.15 BP (°C): 285

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.887E-02 1.200E+01 10 FO71 11212

8.084E-03 1.230E+00 10 F300 10002

7.887E-02 1.200E+01 10 HO080 10002

7.887E-02 1.200E+01 10 M344 10002

1.100E-04 1.674E-02 25 L030 10212
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1461. C;H O,
p-Methoxybenzoic acid
4-Methoxybenzoic acid
p-Anisic acid
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Anissaeure

RN: 100-09-4 MP (°C): 184

MW: 152.15 BP (°C): 275

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.300E-04 1.111E-01 2.99 A405 20112
9.400E-04 1.430E-01 4.99 A405 20112
1.070E-03 1.628E-01 10.99 A405 20112
1.270E-03 1.932E-01 14.99 A405 20112
1.775E-02 2.700E+00 19 F300 10001
1.330E-03 2.024E-01 19.99 A405 20112
1.680E-03 2.556E-01 24.99 A405 20112
2.020E-03 3.073E-01 28.99 A405 20112
2.300E-03 3.499E-01 33.99 A405 20112
3.483E-03 5.300E-01 37 B171 20112
1.380E-03 2.100E-01 37 M360 12112
3.110E-03 4.732E-01 39.99 A405 20112
3.870E-03 5.888E-01 43.99 A405 20112
5.130E-03 7.805E-01 50.99 A405 20112
6.110E-03 9.296E-01 55.99 A405 20112
8.170E-03 1.243E+400 59.99 A405 20112
9.000E-03 1.369E+00 64.99 A405 20112
1.080E-02 1.643E+00 65.99 A405 20112
1.100E-02 1.674E+400 66.99 A405 20112
1.460E-02 2.221E400 71.99 A405 20112
1.778E-02 2.706E+00 ns R427 00000
1462. CgH O,

p-Cresotic acid

6-Hydroxy-m-toluic acid

6-Hydroxy-m-tolylsaeure-(1)

RN: 89-56-5 MP (°C): 151

MW: 152.15 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.439E-01 2.190E+01 100 F300 10002
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1463. C;H,O0,

Vanillic acid

Vanillinsaeure

RN: 121-34-6 MP (°C): 214

MW: 168.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.921E-03 1.500E+00 14 F300 10001

1.546E-01 2.600E+01 100 F300 10002

1464. C;H 0,

Homogentisic acid

2,5-Dihydroxyphenylacetic acid

2,5-Dihydroxy-benzeneacetic acid

RN: 451-13-8 MP (°C): 151

MW: 168.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.732E+00 4.595E+02 25 D041 10001

1465. CgH O,

Methyl gallate

Gallussaeuremethyl ester

Methyl-3,4,5-trihydroxybenzoate

RN: 99-24-1 MP (°C):  201.5

MW: 184.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.323E-02 9.803E4+00 19.99 L430 00000

5.696E-02 1.049E+01 24.99 L430 00000

6.757E-02 1.244E+01 29.99 L430 00000

9.549E-02 1.759E+01 34.99 L430 00000

1.340E-01 2.468E+01 39.99 L430 00000

1.704E-01 3.138E+01 44.99 L430 00000

2.542E-01 4.680E+01 49.99 L430 00000

4.328E-01 7.970E+01 54.99 L430 00000

5.879E-01 1.083E+02 59.99 L430 00000

7.775E-01 1.432E4+02 64.99 L430 00000

1.054E+00 1.941E+02 69.99 L430 00000

1.624E-02 2.991E+00 -0 L430 00000

5.756E-02 1.060E+01 ns F300 00002
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1466. CgH,CINO,PS

Chlorthion

0,0-Dimethyl O-4-nitro-3-chlorophenyl thiophosphate

RN: 500-28-7 MP (°C): 21

MW: 297.66 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.344E-04 4.000E-02 20 MO061 10001
1467. CgH,CINO,PS

Dicapthon

O-(2-Chloro-4-nitrophenyl) O,O-dimethyl phosphorothioate

Dicaptan

Isochlorthion

RN: 2463-84-5 MP (°C):

MW: 297.66 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.233E-05 1.260E-02 10 B324 00000
4.233E-05 1.260E-02 10 B324 00000
4.939E-05 1.470E-02 20 B300 21112
4.939E-05 1.470E-02 20 B324 00000
4.939E-05 1.470E-02 20 B324 00000
2.100E-05 6.250E-03 20 C053 00000
1.485E-04 4.420E-02 30 B324 00000
1.485E-04 4.420E-02 30 B324 00000
2.100E-05 6.250E-03 ns FO71 01212
1.176E-04 3.500E-02 ns MO061 00001
2.620E-05 7.800E-03 It F040 12221
1468. C;H,C1O

2,5-Dimethyl-4-chloro-phenol
4-Chloro-2,5-xylenol
4-Chloro-2,5-dimethylphenol

RN: 1124-06-7 MP (°C):  114-116

MW: 156.61 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.700E-02 8.927E+00 25 B316 00000

1469. C;H,CIO

2,6-Dimethyl-4-chloro-phenol
4-Chloro-2,6-xylenol
RN: 1123-63-3 MP (°C):

MW: 156.61 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

3.300E-03 5.168E-01 25 B316 00000
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1470. C;H,C10

Chloroxylenol

3,5-Dimethyl-4-chloro-phenol-

RN: 88-04-0 MP (°C): 115.5

MW: 156.61 BP (°C): 246

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.596E-03 2.500E-01 20 MO18 12210 EFG
1.979E-03 3.099E-01 20 MO093 10011

2.200E-02 3.445E+00 25 B316 00000 sic
1.915E-03 2.999E-01 25 RO41 00000

1.585E-03 2.482E-01 ns R427 00000

1471. CgH,FN,0,

2,4(1H,3H)-Pyrimidinedione, 5-fluoro-3-(1-oxobutyl)-

RN: 94452-21-8 MP (°C):

MW: 200.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
5.300E-02 1.061E4+01 22 B416 22121

1472. C;H FN, O,

Ftorafur

THFFU

1-(2-Tetrahydrofuryl)-5-fluorouracil

RN: 37076-68-9 MP (°C): 167

MW: 200.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.400E-01 2.802E+01 37 NO17 00000

1473. CH,FN,O,

1-Propionyloxymethyl-5-fluorouracil
1-Propionyloxymethyl-5-fluoro-2,4(1H,3H)-pyrimidinedi-one

RN: 66542-36-7 MP (°C): 100-102

MW: 216.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.554E-01 3.360E+01 2 B321 00000 pH 4.0
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1474. C;H,FN,0,

1-Isopropyloxyarbonyl-5-fluorouracil
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1(2H)-Pyrimidinecarboxylic acid, 5-fluoro-3,4-dihydro-2,4-dioxo-, 1-methylethyl ester

RN: 109232-73-7  MP (°C): 180

MW: 216.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.174E-02 4.700E+00 22 B332 11001 pH 4.0
1475. CgH N

Indoline

2,3-Dihydro-1H-indole

2,3-Dihydroindole

RN: 496-15-1 MP (°C): <25

MW: 119.17 BP (°C): 220.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.934E-02 3.497E+00 20.3 L339 20222

9.063E-02 1.080E+01 25 PO51 21122

9.063E-02 1.080E+01 25.00 P007 21221

3.651E-02 4.350E+00 40.0 L339 20222

4.586E-02 5.465E4+00 59.4 L339 20222

5.738E-02 6.838E+00 79.0 L339 20222

8.142E-02 9.703E+00 100.0 L339 20222

1476. CCH,NO

p-Aminoacetophenone

4-Aminoacetophenone

RN: 99-92-3 MP (°C): 106

MW: 135.17 BP (°C): 294

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.480E-02 3.352E+00 37.5 G002 11112

1477. CH,NO

Acetanilide

Acetanilid

RN: 103-84-4 MP (°C): 114

MW: 135.17 BP (°C): 304

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.652E-02 3.585E+00 0 L029 22222

3.534E-02 4.777E+00 10 MO043 10001

3.251E-02 4.395E4+00 10.1 L029 22222

2.970E-02 4.014E+00 14 0016 10002

3.688E-02 4.985E+00 15 L038 10102

(continued)
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1477. CgH,NO (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.710E-02 5.015E+00 20 B101 00000
3.666E-02 4.955E+00 20 K078 10212
4.129E-02 5.581E4+00 20 L029 22222
3.827E-02 5.173E4+00 20 M043 10001
3.330E-02 4.501E+00 20 0019 10012
3.884E-02 5.250E+00 20 WO026 10111 average of 2
4.142E-02 5.598E+00 25 B101 00000
4.450E-02 6.015E+00 25 B434 00000
4.786E-02 6.468E+00 25 B434 00000
4.160E-02 5.623E4+00 25 D044 00000
4.143E-02 5.600E+00 25 F300 10001
4.697E-02 6.349E+00 25 L029 22222
4.486E-02 6.063E4+00 25 M09%4 10011
3.699E-02 5.000E+00 25 PO16 10010
4.887E-02 6.606E+00 30 B101 00000
5.262E-02 7.113E4+00 30 B434 00000
5.240E-02 7.083E+00 30 B434 00000
5.351E-02 7.232E400 30 L029 22222
4.632E-02 6.261E4+00 30 MO043 10001
5.253E-02 7.100E4+00 30 w026 10111 average of 2
5.792E-02 7.828E+00 32.6 L038 10102
5.930E-02 8.015E+00 35 B101 00000
5.799E-02 7.838E+00 35 B434 00000
5.760E-02 7.786E+00 35 B434 00000
6.787E-02 9.174E+00 40 B434 00000
6.730E-02 9.097E+00 40 B434 00000
7.134E-02 9.643E+00 40 L029 22222
6.381E-02 8.625E+00 40 MO043 10001
9.682E-02 1.309E+01 50 L029 22222
1.349E-01 1.823E+01 60 L029 22222
1.522E-01 2.057E+01 60 M043 10001
1.928E-01 2.606E+01 70 L029 22222
3.321E-01 4.489E+01 80 MO043 10001
4.047E-02 5.470E+00 rt D021 00111
1478. CgH,NO

m-Aminoacetophenone
3’-Aminoacetophenone

RN: 99-03-6 MP (°C): 97

MW: 135.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments

5.220E-02 7.056E4+00 37.5 G002 11112 pH 6.8
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1479. C;H)NO,
Acetaminophen
4-Acetamidophenol
4-Amino-phenol-N-acetat
p-Acetaminophen
p-Hydroxyacetanilide

RN: 103-90-2 MP (°C): 167

MW:  151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.307E-02 1.105E+01 15 M352 11112

5.462E-01 8.257E+01 16.9 Y412 00000

6.014E-01 9.091E+01 21.5 Y412 00000

1.323E-01 2.000E+01 25 B0O10 11110

1.016E-01 1.536E+01 25 B434 00000

9.500E-02 1.436E+01 25 C032 22120 EFG
7.710E-02 1.165E+01 25 D044 00000

9.133E-02 1.381E+01 25 D078 12112

5.185E-02 7.838E+00 25 F415 00000 Average
1.000E-01 1.512E+01 25 K041 10000

9.851E-02 1.489E+01 25 M352 11112

9.923E-02 1.500E+01 25 PO16 10011

7.277E-02 1.100E+01 25 P312 00000

9.326E-02 1.410E+01 25 w019 10112

3.538E-01 5.348E+01 25 Y410 00000

9.140E-02 1.382E+01 25 7408 00000

6.556E-01 9.910E+01 26.3 Y412 00000

1.241E-01 1.876E+01 30 B434 00000

1.240E-01 1.874E+01 30 B434 00000

1.120E-01 1.693E+01 30 L069 10110 EFG
7.088E-01 1.071E+02 31.5 Y412 00000

1.684E-01 2.545E+01 35 B434 00000

1.684E-01 2.546E+01 35 B434 00000

7.610E-01 1.150E+02 353 Y412 00000

1.323E-01 2.000E+01 37 F076 20220

1.442E-01 2.180E+01 37 K086 10002

8.124E-01 1.228E+02 37 Y412 00000

1.349E-01 2.039E+01 39.3 G302 20220 EFG
2.234E-01 3.377E+01 40 B434 00000

2.238E-01 3.384E+01 40 B434 00000

1.440E-01 2.177E+01 40 M352 11112

1.800E-01 2.720E4+01 50 M352 11112

1.019E-01 1.540E+01 c B434 00000

6.615E-04 1.000E-01 ns K444 00000

8.004E-02 1.210E+01 It R431 00000 Average
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1480. C3gH,NO,

Benzyl carbamate

O-Benzyl carbamate

Benzyloxycarbonyl amine

RN: 621-84-1 MP (°C): 87

MW: 151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.500E-01 6.802E+01 37 HO006 12211

4.467E-01 6.752E+01 ns R427 00000

1481. C;H,NO,

DL-2-Phenylglycine

2-Amino-phenyl-essigsaeure

2-Aminophenylacetic acid

RN: 2835-06-5 MP (°C): 255

MW: 151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
7.608E-01 1.150E+02 100 F300 10002

1482. C4gH,NO,

N-Methylanthranilic acid

N-Methyl-anthranilsaeure

RN: 119-68-6 MP (°C): 171

MW: 151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.323E-03 2.000E-01 20 F300 10002

2.646E-03 4.000E-01 100 F300 10002

1483. CgH,NO,

D-Phenylglycine

D-2-Phenylglycine

D-(-)-a-Aminophenylacetic acid

Benzeneacetic acid, a-amino-

RN: 875-74-1 MP (°C):  302C

MW: 151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.034E-02 4.586E+00 25 R419 00000
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1484. C;H)NO,
Methyl-p-aminobenzoate

Methyl p-aminobenzoate
4-Aminobenzoic acid methyl ester

RN: 619-45-4 MP (°C):

MW:  151.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.884E-03 8.894E-01 15 M352 11112

9.542E-03 1.442E+00 25 M352 11112

1.070E-02 1.618E+00 25 P303 00000

1.397E-02 2.112E+00 33 P303 00000

2.530E-02 3.825E+00 37 F006 11222

1.646E-02 2.488E+00 40 M352 11112

1.839E-02 2.780E+00 40 P303 00000

7.940E-03 1.200E+00 ns MO066 00002

7.940E-03 1.200E+00 It BO16 00112 pH 7.4

1485. CgH,NO,S,
2-(2-Thienyl)-L-thiazolidine-4-carboxylic acid
4-Thiazolidinecarboxylic acid, 2-(2-thienyl)-
RN: 32451-19-7 MP (°C):

MW: 215.29 BP (°C): 454.1

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.900E-03 1.055E+00 21 B414 10011 fast decomposition
1486. CgH,NO;,

D-(p-hydroxy)phenylglycine

RN: MP (°C):

MW: 167.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.159E-01 1.937E401 25 R419 00000

1487. CgH,NO,S

p-Acetylbenzenesulfonamide
4-Acetylbenzenesulfonamide
RN: 1565-17-9 MP (°C):

MW: 199.23 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

2.300E-03 4.582E-01 15 K024 12112
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1488. C;H,NO,

Biliverdic acid

Biliverdinsaeure

RN: 487-65-0 MP (°C):

MW: 183.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.129E-01 3.900E+01 20 F300 10001

1489. C;H,N,0;,

Orotic acid allylamide

4-Pyrimidinecarboxamide, 1,2,3,6-tetrahydro-2,6-dioxo-N-2-propenyl-

RN: 292870-71-4  MP (°C): 259-262

MW: 195.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.780E-01 3.474E+01 -4 NOI8 00000

3.000E-01 5.855E+01 16 NO18 00000

3.710E-01 7.241E+01 25 NO18 00000

1490. CgH, N,

7-Dimethylaminopteridine

7-Pteridinamine, N, N-dimethyl-

RN: 204443-26-5 MP (°C):

MW: 175.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.154E-01 1.429E+02 20 A083 12000

1.903E4+00 3.333E+02 100 A083 12000

1491. CgH N,

2-Dimethylaminopteridine

2-Pteridinamine, N, N-dimethyl-

RN: 41047-52-3 MP (°C):

MW: 175.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°0O) (#) (TPEAA) Comments

1.631E4+00 2.857E+02 22.5 A085 12000
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1492. C4H, N,

4-Dimethylaminopteridine
4-Pteridinamine, N, N-dimethyl-

RN: 14131-04-5 MP (°C): 165

MW: 175.19 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.357E-02 1.639E+01 20 A019 22110
1.392E-01 2.439E+01 100 A019 12110
1493. C;H,0,PS

2-Methoxy-4H-benzo-1,3,2-dioxaphosphorin-2-thione

Dioxabenzofos

Salithion

Fenfosphorin

Dioxabenzophos

RN: 3811-49-2 MP (°C): 55.5

MW: 216.20 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.683E-04 5.800E-02 30 MI161 10001
1494. C;H,,

Ethylbenzene

Phenylethane

Ethylenzene

Ethylbenzol

EB

RN: 100-41-4 MP (°C): -95

MW: 106.17 BP (°C): 136.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.856E-03 1.970E-01 0 P003 22222
1.846E-03 1.960E-01 4.50 B086 21222
1.808E-03 1.920E-01 6.30 B086 21222
1.677E-03 1.781E-01 7.09 F418 00000
1.752E-03 1.860E-01 7.10 B086 21222
1.761E-03 1.870E-01 9 B086 21222
1.910E-03 2.028E-01 10 B149 21122
1.850E-03 1.964E-01 10 0312 22022
1.705E-03 1.810E-01 11.80 B086 21222
1.723E-03 1.830E-01 12.10 B086 21222
1.812E-03 1.924E-01 14 0312 22022
1.300E-03 1.380E-01 15 FOO01 10121
1.300E-03 1.380E-01 15 S006 10001
1.658E-03 1.760E-01 15 S203 11212
1.695E-03 1.800E-01 15.10 B086 21222

(continued)
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1494. C4H,, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.639E-03 1.740E-01 16.93 F418 00000
1.776E-03 1.886E-01 17 0312 22022
1.733E-03 1.840E-01 17.90 B0O86 21222
2.901E-03 3.080E-01 18 F185 10002
2.788E-03 2.960E-01 18 F185 10002
1.725E-03 1.831E-01 18 0312 22022
3.080E-03 3.270E-01 19 F185 10002
1.676E-03 1.779E-01 19 0312 22022
2.000E-03 2.123E-01 20 B149 21122
1.695E-03 1.800E-01 20 B356 00000
1.770E-03 1.879E-01 20 0312 22022
1.695E-03 1.800E-01 20.10 B086 21221
1.724E-03 1.830E-01 21 0312 22022
3.297E-03 3.500E-01 22 F185 10002
1.713E-03 1.819E-01 22 0312 22022
3.391E-03 3.600E-01 23 F185 10002
1.751E-03 1.859E-01 235 0312 22022
3.655E-03 3.880E-01 24 F185 10002
1.582E-03 1.680E-01 25 A002 12112
1.883E-03 2.000E-01 25 A09%4 10000
1.959E-03 2.080E-01 25 B003 22222
1.432E-03 1.520E-01 25 B060 20111
2.000E-03 2.123E-01 25 B153 21112
1.640E-03 1.741E-01 25 K001 10212
1.319E-03 1.400E-01 25 K072 10111
1.760E-03 1.869E-01 25 M342 10112
1.811E-03 1.923E-01 25 0312 22022
1.667E-03 1.770E-01 25 P003 22222
1.234E-03 1.310E-01 25 PO51 21122
1.705E-03 1.810E-01 25 $203 11212
1.518E-03 1.612E-01 25 S358 21222
1.370E-03 1.455E-01 25 $359 21222
1.760E-03 1.869E-01 25 W300 22222
1.959E-03 2.080E-01 25.0 G035 10002
1.753E-03 1.861E-01 25.8 0312 22022
1.705E-03 1.810E-01 26.74 F418 00000
4.653E-03 4.940E-01 27 F185 10002
1.677E-03 1.780E-01 28 B348 21222
1.747E-03 1.855E-01 28 0312 22022
5.604E-03 5.950E-01 29 F185 10002
1.600E-03 1.698E-01 29.99 C350 00000
1.391E-03 1.477E-01 30 M311 11222
1.777E-03 1.887E-01 30 0312 22022
6.103E-03 6.480E-01 31 F185 10002
6.395E-03 6.790E-01 32 F185 10002
7.017E-03 7.450E-01 34 F185 10002
7.319E-03 7.770E-01 35 F185 10002
1.818E-03 1.930E-01 35 0312 22022
1.827E-03 1.940E-01 35 S203 11212

(continued)
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1494. C4H,, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.865E-03 8.350E-01 36 F185 10002
1.805E-03 1.917E-01 36.55 F418 00000
8.637E-03 9.170E-01 38 F185 10002
1.622E-03 1.722E-01 39.99 C350 00000
1.928E-03 2.047E-01 40 0312 22022
9.466E-03 1.005E+00 41 F185 10002
1.991E-03 2.114E-01 45 0312 22022
2.025E-03 2.150E-01 45 5203 11212
1.994E-03 2.117E-01 46.49 F418 00000
1.154E-02 1.225E+00 47 F185 10002
1.224E-02 1.300E+00 49 F185 10002
1.861E-03 1.976E-01 49.99 C350 00000
2.216E-03 2.353E-01 56.73 F418 00000
2.261E-03 2.400E-01 59.99 C350 00000
2.560E-03 2.718E-01 66.64 F418 00000
2.738E-03 2.907E-01 69.99 C350 00000
3.327E-03 3.532E-01 79.99 C350 00000
3.860E-03 4.098E-01 89.99 C350 00000
4.742E-03 5.035E-01 99.99 C350 00000
4.829E-03 5.127E-01 115.0 G035 10002
1.120E-02 1.189E+00 140.5 G035 10002
3.332E-02 3.537E+00 170.5 G035 10002
6.185E-02 6.567E4+00 210.0 G035 10002
1.052E-01 1.116E4+01 2335 G035 10002
1.432E-03 1.520E-01 ns H123 00000
6.300E-02 6.689E+00 ns H307 00000
1.432E-03 1.520E-01 ns M344 00002
1495. C,H,,

m-Xylene

1,3-Xylene

RN: 108-38-3 MP (°C): 474

MW: 106.17 BP (°C): 139.3

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.846E-03 1.960E-01 0 P003 22222
1.463E-03 1.554E-01 20 M337 21222
1.629E-03 1.730E-01 25 A001 12222
1.846E-03 1.960E-01 25 B003 22222
1.262E-03 1.340E-01 25 K119 10002
1.510E-03 1.603E-01 25 M342 10112
1.526E-03 1.620E-01 25 P003 22222
1.262E-03 1.340E-01 25 PO51 21122
1.375E-03 1.460E-01 25 S005 22222
1.375E-03 1.460E-01 25 S191 12222
1.375E-03 1.460E-01 25 S358 21222
1.330E-03 1.412E-01 25 S359 21222

(continued)
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1495. C4H,, (continued)

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.510E-03 1.603E-01 25 W300 22222
1.262E-03 1.340E-01 25.00 P007 21222
1.940E-03 2.059E-01 25.04 V013 22222
3.277E-03 3.479E-01 67.7 P005 11212
6.257E-03 6.643E-01 107.3 P005 11212
9.707E-03 1.031E+00 124.2 P005 11212
2.363E-02 2.509E+00 164.2 PO05 11212
4.327E-02 4.594E+00 186.4 P005 11212
4.293E-02 4.557E+00 189.9 P005 11212
2.675E-01 2.840E+01 266.6 P005 11212
2.698E-01 2.865E+01 270.6 P0O05 11212
1496. C;H,,

o0-Xylene

1,2-Dimethylbenzene

1,2-Xylene

RN: 95-47-6 MP (°C): -25

MW: 106.17 BP (°C): 144

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (] #) (TPEAA) Comments
1.337E-03 1.420E-01 0 P003 22222
2.000E-03 2.123E-01 10 B149 21122
2.260E-03 2.399E-01 20 B149 21122
1.605E-03 1.704E-01 20 M337 21222
1.921E-03 2.040E-01 25 A001 12222
1.648E-03 1.750E-01 25 B060 20111
1.573E-03 1.670E-01 25 K119 10002
1.648E-03 1.750E-01 25 MO001 21222
1.648E-03 1.750E-01 25 MO002 21222
1.648E-03 1.750E-01 25 M040 10012
1.648E-03 1.750E-01 25 M130 10002
2.080E-03 2.208E-01 25 M342 10112
2.006E-03 2.130E-01 25 P003 22222
1.573E-03 1.670E-01 25 PO51 21122
1.606E-03 1.705E-01 25 S005 22222
1.606E-03 1.705E-01 25 S191 12222
1.606E-03 1.705E-01 25 S358 21222
1.680E-03 1.784E-01 25 $359 21222
2.080E-03 2.208E-01 25 W300 22222
1.573E-03 1.670E-01 25.00 P007 21222
1.272E-03 1.350E-01 ns B150 00222
1.648E-03 1.750E-01 ns M344 00002
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1497. C;H,,

p-Xylene

1,4-Dimethylbenzene

1,4-Xylene

RN: 106-42-3 MP (°C): 13

MW: 106.17 BP (°C): 137

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.545E-03 1.640E-01 0 P003 22222
1.780E-03 1.890E-01 10 B149 21122
1.800E-03 1.911E-01 20 B149 21122
1.552E-03 1.648E-01 20 M337 21222
1.884E-03 2.000E-01 25 A001 12222
1.865E-03 1.980E-01 25 B003 22222
1.224E-03 1.300E-01 25 K072 10111
1.479E-03 1.570E-01 25 K119 10002
1.789E-03 1.900E-01 25 L319 10211
1.224E-03 1.300E-01 25 MO087 11211
2.020E-03 2.145E-01 25 M342 10112
1.743E-03 1.850E-01 25 P003 22222
1.479E-03 1.570E-01 25 PO51 21122
1.469E-03 1.560E-01 25 S005 22222
1.469E-03 1.560E-01 25 S191 12222
1.469E-03 1.560E-01 25 S358 21222
1.510E-03 1.603E-01 25 $359 21222
2.020E-03 2.145E-01 25 W300 22222
1.479E-03 1.570E-01 25.00 P007 21222
1.589E-03 1.687E-01 29.99 C350 00000
1.766E-03 1.875E-01 39.99 C350 00000
2.410E-03 2.559E-01 43.0 P0O05 11212
1.911E-03 2.029E-01 49.99 C350 00000
2.832E-03 3.007E-01 56.4 P005 11212
2.244E-03 2.382E-01 59.99 C350 00000
3.199E-03 3.396E-01 65.0 P0O05 11212
2.683E-03 2.848E-01 69.99 C350 00000
3.643E-03 3.868E-01 75.3 P005 11212
3.171E-03 3.367E-01 79.99 C350 00000
4.326E-03 4.593E-01 87.2 P0O05 11212
3.721E-03 3.950E-01 89.99 C350 00000
4.853E-03 5.152E-01 99.99 C350 00000
2.363E-02 2.509E+00 162.5 P0O05 11212
4.251E-02 4.513E+00 188.1 P0O05 11212
1.614E-01 1.713E+01 243.2 P005 11212
4.053E-01 4.303E+01 282.5 P005 11212
4.011E-01 4.258E+01 294.9 P005 11212

1.743E-03 1.850E-01 ns H123 00000
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1498. CH,,

Xylene

Dimethylbenzene

Xylol

RN: 1330-20-7 MP (°C):

MW: 106.17 BP (°C): 137

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.469E-03 8.992E-01 20 Cl121 10000 unit assumed, sic
1.000E-03 1.062E-01 25 H332 22220

<9.41E-03 <9.99E-01 25.50 0005 20220

9.419E-03 1.000E+00 150 Jo23 11220

3.297E-02 3.500E+00 200 Jo23 11221

1.036E-01 1.100E+01 250 J023 11221

1499. C;H,,NOsPS

Methyl parathion

Parathion-methyl

Methylparathion

RN: 298-00-0 MP (°C): 36

MW: 263.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
8.282E-05 2.180E-02 10 B324 00000

8.283E-05 2.180E-02 10 B324 00000

1.432E-04 3.770E-02 19.50 B169 22112

1.444E-04 3.801E-02 20 B324 00000

1.444E-04 3.800E-02 20 B324 00000

9.498E-05 2.500E-02 20 MO040 10011

2.090E-04 5.500E-02 25 MO61 10001

2.185E-04 5.750E-02 25 Mil61 10000

2.089E-04 5.500E-02 25 7409 00000 EFG
2.223E-04 5.851E-02 30 B324 00000

2.222E-04 5.850E-02 30 B324 00000

1.900E-04 5.000E-02 ns C117 00000

1.445E-04 3.805E-02 ns R427 00000

1.432E-04 3.770E-02 ns V414 00000

1500. C;H,,N,O

p-Phenylenediaminemono-N-acetate

p-Phenylendiamin-mono-N-acetat

RN: 589-29-7 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.128E-01 6.200E+01 57 F300 10001
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1501. CgH,,N,O
m-Aminoacetanilide
3-Aminoacetanilide
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RN: 102-28-3 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.526E-01 8.299E+01 48.7 S115 12112
1.021E4+00 1.534E+02 82.9 S115 12112
1502. C;H,,N,O

o-Aminoacetanilide

2-Aminoacetanilide

RN: 34801-09-7 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.189E-01 3.288E+01 7.2 S115 12112
7.161E-01 1.075E+02 22.0 S115 12112
1.215E4+00 1.825E+02 335 S115 12112
1.612E4+00 2.421E+02 42.1 S115 12112
1.958E+00 2.940E+02 50.4 S115 12112
2.270E+400 3.409E+02 59.1 S115 12112
2.601E4+00 3.906E+02 69.9 S115 12112
2.781E+00 4.177E+02 78.2 S115 12112
2.943E+00 4.420E+02 88.1 S115 12112
3.075E+00 4.618E+02 99.0 S115 12112
3.213E+00 4.825E+02 1154 S115 12112
1503. C4H,,\N,0

1-(2-Tolyl)urea

o-Tolylurea

RN: 614-77-7 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.667E-02 2.504E+00 45 w044 10102
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1504. C;H, N, O

1-Methyl-3-phenylurea

Desfenuron

N-Phenyl-N"-methylurea

Desphenuron

N-Methyl-N"-phenylurea

IPO 4328

RN: 1007-36-9 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.927E+00 7.400E+02 45 w044 10102

1505. C4H,,N,0

1-(4-Tolyl)urea

p-Tolylurea

RN: 622-51-5 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.044E-02 3.070E+00 45 w044 10102

1506. C;H,,N,0

p-Aminoacetanilide

4-Aminoacetanilide

RN: 122-80-5 MP (°C): 164.5

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.061E-01 1.593E+01 25 D044 00000

4.064E-01 6.103E+01 56.8 S115 12112

1.046E+00 1.570E+02 86.3 S115 12112

1.441E400 2.165E+02 92.1 S115 12112

1.699E+00 2.552E+02 93.7 S115 12112

1.996E+00 2.998E+02 96.5 S115 12112

2.193E4+00 3.293E+02 98.6 S115 12112
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1507. CgH,(\N,O
Methylbenzylnitrosamine
N-Nitroso(methyl)benzylamine
N-Nitroso-N-methylbenzylamine
N-Nitroso(benzyl)methylamine

N-Nitroso-N-methylbenzenemethanamine

Handbook of Aqueous Solubility Data

RN: 937-40-6 MP (°C):

MW: 150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.000E-02 4.505E+00 24 D083 20001

1508. C4H,\N,O

Benzylurea

Benzyl-harnstoff

RN: 538-32-9 MP (°C): 147

MW:  150.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.132E-01 1.700E+01 45 F300 10002

1.139E-01 1.710E+01 45 w044 10102

1509. C4H,,N,0,

5-Methyl-5-allylbarbituric acid

2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-methyl-5-(2-propenyl)

5-Methyl-5-allylbarbiturate
RN: 143585-01-7  MP (°C):

MW: 182.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.920E-02 1.261E4+01 25 P350 00000 intrinsic
1510. C;H,,N, O,

5,5-Tetramethylenebarbituric acid

7,9-Diazaspiro[4.5]decane-6,8,10-trione

Spirocyclopentabarbituric acid

Cyclopentane-spirobarbiturate

RN: 56209-30-4 MP (°C):

MW: 182.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.476E-03 8.154E-01 25 P350 00000 intrinsic
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1511. CH,,N,O;S

N1-Acetylsulfanilamide

Sulfacetamide

Acetyl sulfacetamide

RN: 144-80-9 MP (°C): 183

MW: 214.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.881E-02 1.260E+01 20 F073 12222

3.871E-02 8.293E+00 25 M440 00000

5.834E-03 1.250E+400 37 B046 10222 pH4.5
5.834E-02 1.250E+01 37 B046 10222 pHS
6.908E-02 1.480E+01 37 D084 10102

5.601E-02 1.200E+01 37 K086 10002

5.134E-02 1.100E+01 37 L091 10002 pHS5.5
2.327E-02 4.985E+00 ns L044 00002

3.090E-02 6.621E+00 ns R427 00000

1512. C4H (N, 0,58

N4-Acetylsulfanilamide

N4-Acetylsulphanilamide

RN: 121-61-9 MP (°C): 216

MW: 214.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.474E-02 5.300E+00 37 L091 10002 pHS5.5
2.479E-02 5.312E4+00 37.50 M142 10002

1513. CgH,)N,O;S

Tosylurea

Tosyluree

RN: 1694-06-0 MP (°C):

MW: 214.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.631E-03 7.779E-01 37 A028 10212 intrinsic
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1514. C4H,,N,0,S
Asulam

Methyl N-(4-aminobenzenesulphonyl)carbamate

Handbook of Aqueous Solubility Data

RN: 3337-71-1 MP (°C): 144

MW: 230.24 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.161E-02 4.975E+00 ns MO61 00000
2.188E-02 5.037E4+00 ns R427 00000
2.172E-02 5.000E+00 t Mi61 00000
1515. CgH,,N,O,

Caffeine

Coffein

RN: 58-08-2 MP (°C): 238

MW:  194.19 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.887E-02 7.548E+00 0 HO023 10212
3.800E-02 7.379E+00 1 Ml116 21111
3.757E-02 7.296E+00 2 C074 10012
4.786E+00 9.294E+02 5 B429 10122
4.859E+00 9.436E+02 15 B429 10122
6.603E-02 1.282E+01 15 HO023 10212
5.800E-02 1.126E+01 15 0017 10111
5.770E-02 1.121E+01 15 0018 12112
5.770E-02 1.121E+01 15 0019 10012
6.859E-02 1.332E+01 16 A072 10102
7.415E-02 1.440E+01 20 F300 10002
6.779E-02 1.316E+01 20 JO09 20222
1.242E-01 2.411E+01 25 A068 20002
4.931E+00 9.575E+02 25 B429 10122
1.066E-01 2.071E+01 25 EO016 11112
1.081E-01 2.100E+01 25 F300 10001
1.080E-01 2.097E+01 25 L329 22122
1.110E-01 2.156E+01 25 Ml116 21112
1.244E-01 2.415E+01 25 M158 20222
1.000E-01 1.942E+01 25 0017 10112
1.002E-01 1.946E+01 25 0018 12112
1.098E-02 2.132E+00 25 0019 10012
1.272E-01 2.470E+01 25 0302 10010
1.107E-01 2.150E+01 25 PO10 10112
1.123E-01 2.180E+01 25 PO11 00000
1.195E-01 2.320E+01 25 PO18 10222
1.081E-01 2.100E+01 25 P020 20111
1.330E-01 2.583E+01 30 B042 12112
1.330E-01 2.583E+01 30 G021 10002
1.330E-01 2.583E+01 30 H020 10002
1.333E-01 2.589E+01 30 HO023 10212

(continued)
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1515. C4H,\N,O, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.330E-01 2.583E+01 30.60 Ml116 21112

4.999E+00 9.707E+02 35 B429 10122

1.670E-01 3.243E+01 35 0017 10112

1.909E-01 3.707E+01 37 C074 10012

1.930E-01 3.748E+01 37 Ml116 21112

5.041E4+00 9.789E+02 40 B429 10122

2.266E-01 4.400E+01 40 F300 10001

5.211E-01 1.012E4+02 57 C074 10012

1.408E+00 2.735E+02 83 CO065 10012

1.407E400 2.733E+02 85 C074 10012

1.739E+00 3.377E+02 87 C065 10012

2.343E4+00 4.550E+02 90 C074 10012

1.287E-01 2.500E+01 ns D035 00002

1.104E-01 2.143E+01 t D021 00112

1.596E-04 3.100E-02 t NO15 00221 sic
4.892E-02 9.500E+00 It R431 00000 Average
1516. CgH,,N,0O,.H,0

Caffeine (monohydrate)

1H-Purine-2,6-dione, 3,7-dihydro-1,3,7-trimethyl-, monohydrate

RN: 5743-12-4 MP (°C): 178

MW: 212.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.011E-01 2.146E+01 25 D004 00000

1517. CgH,\N,O;

1,3,7-Trimethyluric acid

8-Oxy-caffeine

RN: 5415-44-1 MP (°C): 374

MW: 210.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.142E-04 2.400E-02 rt NO15 00221
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1518. C¢H,,0
4-Ethylphenol
p-Ethylphenol
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RN: 123-07-9 MP (°C): 43.5

MW: 122.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.854E-02 5.931E4+00 20 RO87 00000 0.15M NaCl
2.332E-02 2.849E+00 25 L022 10000

4.011E-02 4.900E+00 25 M127 10001

4.072E-02 4.975E+00 25 RO41 00000

4.467E-02 5.457E+00 ns R427 00000

1519. C4H,,0

2,3-Xylenol

2,3-Dimethylphenol

RN: 526-75-0 MP (°C): 75

MW: 122.17 BP (°C): 218

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.740E-02 4.569E+00 25 A021 12112

1520. C,H,,0

Phenylethylalcohol

Phenyl ethyl alcohol

RN: 60-12-8 MP (°C):

MW: 122.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.470E-01 1.796E+01 20 S006 10002

1.720E-01 2.101E+01 25 D407 10222

1.432E-01 1.749E+01 25 HO044 10212

1.455E-01 1.778E+01 30 HO044 10212

1.487E-01 1.816E+01 35 HO044 10212

1.518E-01 1.855E+01 40 HO044 10212

1.542E-01 1.884E+01 45 HO044 10212

1.562E-01 1.908E+01 50 H044 10212

1.597E-01 1.951E+01 55 HO044 10212

1521. C4H,,0

Phloral

RN: MP (°C):

MW: 122.17 BP (°C): 204.52

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
4.072E-02 4.975E+00 25 L022 10000
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1522. C4H,,O

2,6-Xylenol

1,3,2-Xylenol

2,6-Dimethylphenol

Vic-m-xylenol

RN: 576-26-1 MP (°C): 49

MW: 122.17 BP (°C): 203

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.595E-02 4.392E+00 20 RO87 00000 0.15M NaCl
4.950E-02 6.047E400 25 A021 12112

5.100E-02 6.231E4+00 25 B316 00000

1523. C4H,,0

2,4-Xylenol

2,4-Dimethylphenol

m-Xylenol

2,4-Dimethyl-phenol-

Phenol, 2,4-dimethyl-

1-Hydroxy-2,4-dimethylbenzene

RN: 105-67-9 MP (°C): 26

MW: 122.17 BP (°C): 211.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.400E-02 5.375E4+00 20 K132 10111

4.300E-02 5.253E400 20 K309 10011

5.271E-02 6.440E4+00 20 RO87 00000 0.15M NaCl
5.100E-02 6.231E4+00 25 A021 12112

6.440E-02 7.868E+00 25 B173 20222

7.200E-02 8.796E+00 25 B316 00000

6.499E-02 7.940E+00 25 M127 10002

2.190E-01 2.675E+01 80 K309 10012

1524. C4H,,O

a-Methyl-benzenemethanol

o-Methylbenzyl alcohol

1-Phenylethan-1-o

Methylphenylcarbinol

B-Hydroxyethylbenzene

(S)-1-Phenylethyl alcohol

RN: 98-85-1 MP (°C): 20

MW: 122.17 BP (°C): 401 at 0 mm

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.898E+00 8.427E+02 14.57 L441 00000

6.860E+00 8.380E+02 19.84 L441 00000

(continued)
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1524. C4H,,O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.056E-01 6.177E+01 92.71 L441 00000

6.491E+00 7.930E+02 94.89 L441 00000

6.445E4+00 7.874E+02 105.95 L441 00000

6.196E+00 7.569E+02 127.92 L441 00000

1525. C4H,,0

Phenetole

Ethoxybenzene

RN: 103-73-1 MP (°C): 30

MW: 122.17 BP (°C): 171

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
4.500E-03 5.498E-01 25 M327 10012

4.657E-03 5.690E-01 25.04 Vo013 22222

1526. C4H,,O

2,5-Xylenol

2,5-Dimethylphenol

p-Xylenol

2,5-Dimethyl-phenol-
Phenol, 2,5-dimethyl-

RN: 95-87-4 MP (°C): 75

MW: 122.17 BP (°C): 212

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.900E-02 3.543E+00 25 A021 12112

2.600E-02 3.176E+00 25 B316 00000

1527. C4H,,O

4-Methylbenzyl alcohol
4-Methyl-benzylalkohol

RN: 589-18-4 MP (°C): 60

MW: 122.17 BP (°C): 217

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments

6.900E-02 8.430E+00 20 B407 10122
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1528. C4H,,O

3,4-Xylenol

3,4-Dimethylphenol

As-o-xylenol

RN: 95-65-8 MP (°C): 62.5

MW: 122.17 BP (°C): 225

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.100E-02 3.787E+00 20 K132 10111

3.900E-02 4.765E+00 25 A021 12112

4.072E-02 4.975E+00 25 RO41 00000

2.530E-02 3.091E+00 37 E028 10112

1529. C;H,,0

3,5-Xylenol

3,5-Dimethylphenol

RN: 108-68-9 MP (°C): 64

MW: 122.17 BP (°C): 219.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.300E-02 4.032E+00 20 K132 10111

2.961E-02 3.618E+00 20 RO87 00000 0.15M NaCl
4.000E-02 4.887E+00 25 A021 12112

4.000E-02 4.887E4+00 25 B316 00000

3.981E-02 4.864E+00 ns R427 00000

1530. C¢4H,, 0,

o-Ethoxyphenol

2-Ethoxyphenol

RN: 94-71-3 MP (°C):

MW: 138.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
6.090E-02 8.414E+00 24.99 B353 00000

1531. C4H,,0,

Veratrole

o-Dimethoxybenzene

RN: 91-16-7 MP (°C): 15

MW: 138.17 BP (°C): 207

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (§(9)] # (TPEAA) Comments
4.842E-02 6.690E+00 25 L1348 12212
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1532. C4H,,)O,
1,3-Dimethoxybenzene
m-Dimethoxybenzene

Dimethylresorcinol

RN: 151-10-0 MP (°C):

MW: 138.17 BP (°C): 86

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.800E-03 1.216E+00 25 M327 10012

1533. C¢H,,0,

2-Phenoxyethanol

Phenoxyethyl alcohol

Ethylene glycol phenyl ether

Arosol

1-Hydroxy-2-phenoxyethane

Phenoxethol

RN: 122-99-6 MP (°C): 12

MW: 138.17 BP (°C): 237

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.882E-01 2.601E+01 20 M062 10002

2.610E-01 3.606E+01 37 E028 10112

1534. C4H,,0,

3-Ethoxyphenol
m-Ethoxy phenol
Resorcinol monoethyl ether

RN: 621-34-1 MP (°C):

MW: 138.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.000E-01 1.382E+01 25 B314 00000

1.003E-01 1.386E+01 30 B315 00000

153s. C4H,,0,

p-Ethoxyphenol
Hydroquinone monoethyl ether

RN: 622-62-8 MP (°C):  64.5-67.5

MW: 138.17 BP (°C): 131 at 9 mm Hg

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

5.097E-02 7.043E4+00 20 RO87 00000 0.15M NaCl
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1536. C4H,, O,

p-Dimethoxybenzene

4-Dimethoxybenzene

RN: 150-78-7 MP (°C):

MW: 138.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.530E-05 7.641E-03 25 C316 00000 0.1M NaCl
1537. C¢H,,O,

1,3-Dimethyl ether pyrogallol

Pyrogallol-1,3-dimethylaether

2,6-Dimethoxyphenol

RN: 91-10-1 MP (°C): 56

MW: 154.17 BP (°C): 262

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.116E-01 1.720E+01 13 F300 10002

1538. C4H,,05S

Benzene sulfonic acid ethyl ester

Ethyl benzenesulfonate

Ethyl phenylsulfonate

RN: 515-46-8 MP (°C):

MW: 186.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
7.390E-03 1.376E+00 25 K097 20222

1539. C;H,,0,

Cyclohexene-1,4-dicarboxylic acid

Cyclohexen-(1)-dicarbonsaeure-(1,4)

RN: 2205-27-8 MP (°C): 312

MW: 170.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.175E-03 2.000E-01 20 F300 10000
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1540. C;H,,0,

2-Cyclohexene-1,2-dicarboxylic acid
Cyclohexen-(2)-dicarbonsaeure-(1,2)
RN: 38765-78-5 MP (°C):

MW: 170.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.113E-02 8.700E+00 10 F300 10001

1541. C4H,,0,

Endothall

Endothal

RN: 145-73-3 MP (°C): 144

MW:  186.17 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.883E-01 9.091E+01 20 B200 10002

5.372E-01 1.000E+02 20 Mi61 10002

4.883E-01 9.091E+01 ns B100 00000

4.883E-01 9.091E+01 ns C307 00001

1542. C4H,,04

meso-1,2,3.4-Butanetetracarboxylic acid
1,2,3,4-Butanetetracarboxylic acid
Butanetetracarboxylic acid

1,2,3,4,-Butane tetracarboxylic acid

RN: 1703-58-8 MP (°C): 196

MW:  234.16 BP (°C):
Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.606E-01 1.547E+02 25 M370 12212

1543. C4H,,BrN,0,

Isocil

Uracil, 5-bromo-3-isopropyl-6-methyl-

RN:  314-42-1 MP (°C):  158-159

MW: 247.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

8.701E-03 2.150E400 25 B185 00000
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1544. C;H,,C1,NO

N, N-Diallyldichloroacetamide

Dichlormid

N, N-Diallyl dichloroacetamide

2,2-Dichloro-N, N-di-2-propenylacetamide

R 25788

RN: 37764-25-3 MP (°C): 5

MW: 208.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.403E-02 5.000E+00 20 Mi61 10000

2.399E-02 4.992E+00 ns S460 00000

1545. CgH,,CL,04

Chloralose

1,2-0-(2,2,2-Trichloroethylidene)-a-D-glucofuranose

Anhydroglucochloral

Alfamat

Aphosal

Murex

RN: 15879-93-3 MP (°C): 187

MW: 309.53 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.434E-02 4.440E+00 15 Mi61 10002

1546. C;H,,N

Xylidine

N,N-Dimethylaniline

Dimethylaminobenzene

Benzenamine

Aminodimethylbenzene

RN: 121-69-7 MP (°C): 2

MW: 121.18 BP (°C): 194

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.120E-03 1.105E+00 25 Cl13 10212
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1547. CgH,;;NO

Tyramine

Tyramin
4-Hydroxyphenylethylamine
4-(2-Aminoethyl)phenol
2-(p-Hydroxyphenyl)ethylamine

RN: 51-67-2 MP (°C): 164.5

MW: 137.18 BP (°C): 206

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 # (TPEAA) Comments
7.574E-02 1.039E+01 15 D041 10002

7.581E-02 1.040E+01 15 F300 10002

1548. C;H,;NO

Phenylethanolamine

Phenyl ethanolamine
2-Anilinoethanol
B-Hydroxyethyl aniline
N-Phenylethanolamine

PEA

RN: 7568-93-6 MP (°C): 56.5

MW: 137.18 BP (°C): 286.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.192E-01 4.379E+01 20 MO062 10002

1549. C;H, N, O;PS

Parathion-amino

Aminoparathion

RN: MP (°C):

MW: 278.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.419E-03 3.948E-01 19.50 B169 22112

1550. CgH;;N;0,5S

Lamivudine
2(1H)-Pyrimidinone,4-amino-1-[2-(hydroxymethyl)-1,3-oxathiolan-5-yl]-,(2R-cis)
Epivir

3’-Thia-2",3"-dideoxcytidine

(-INGPB-21

(-) 2"-Deoxy-3-thiacytidine

RN: 134678-17-4  MP (°C):

MW: 229.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.053E-01 7.000E+01 ns K444 00000

3.053E-01 7.000E+01 It B435 00000
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1551. CgH,;N;O,

Acyclovir

Acycloguanosine

9-(2-Hydroxyethoxymethyl)guanine

6H-Purin-6-one, 2-amino-1,9-dihydro-9-[(2-hydroxyethoxy)methyl]-

Cargosil

Zovirax

RN: 59277-89-3 MP (°C):

MW: 225.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.216E-03 1.400E+00 21 B419 11221 int
7.150E-03 1.610E400 22 K443 00000

7.244E-03 1.631E+00 22 K445 00000

5.380E-03 1.212E4+00 22.5 B422 20222

2.240E+00 5.045E+02 25 B443 00000

8.070E-03 1.817E400 25 7407 00000

4.440E-02 1.000E+01 ns K444 00000

6.166E-03 1.389E+00 ns R427 00000

1552. C4H,,

4-Vinylcyclohexene

4-Vinyl-1-cyclohexene

RN: 100-40-3 MP (°C): -101

MW: 108.18 BP (°C): 145

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.622E-04 5.000E-02 25 MO001 21221

1553. C4H,,CINO

Allidochlor

CDAA

N, N-Diallyl-2-chloroacetamide

Randox

2-Chloro-N, N-diallylacetamide

CP 6343

RN: 93-71-0 MP (°C):

MW: 173.64 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.113E-01 1.932E+01 2 J008 10002

1.113E-01 1.932E+01 25 B185 00000

1.135E-01 1.970E+01 25 G319 00000

1.135E-01 1.970E+01 25 Ml61 10002

1.129E-01 1.961E+01 ns B100 00000

1.130E-01 1.962E+01 ns F184 00002

1.129E-01 1.961E+01 ns MO061 00000

3.162E-01 5.491E+01 ns M163 00000 EFG
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1554. C;H|,N,0,S
N1-Dimethylsulfanilamide

p-Amino-N, N-dimethylbenzenesulfonamide
[(4-Aminophenyl)sulfonyl]dimethylamine
p-(Dimethylsulfamoyl)aniline

RN: 1709-59-7 MP (°C):

Handbook of Aqueous Solubility Data

MW: 200.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.130E-03 6.268E-01 37 K095 20002 intrinsic
1555. CgH|,N,0,S

5,5-Diethyl-2-thiobarbituric acid

4,6(1H,5H)-Pyrimidinedione, 5,5-diethyldihydro-2-thioxo

Barbituric acid, 5,5-diethyl-2-thio

Certodorm

RN: 77-32-7 MP (°C):

MW: BP (°O):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
6.810E-03 1.364E+00 25 P350 00000 intrinsic
1556. C3H|,N, 0O,

Barbital

5,5-Diethylbarbituric acid

Diethylmalonylurea

RN: MP (°C): 190

MW: BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.700E-02 3.131E+00 0 M143 12110

1.900E-02 3.500E+00 0 M143 12112

2.562E-02 4.720E4+00 10 NO07 12222 form I
1.900E-02 3.500E+00 10 NO007 12222 form IIT
3.100E-02 5.710E+00 14 1006 10001

3.187E-02 5.870E+00 15 HO18 00000

3.500E-02 6.447E+00 19 1006 10001

4.522E-02 8.330E+00 20 D041 10001

3.637E-02 6.700E+00 20 F300 10001

3.415E-02 6.290E+00 20 JO30 12222

2.839E-02 5.230E+00 20 NO007 12222 form IIT
3.409E-02 6.280E+00 20 NO007 12222 form I
3.806E-02 7.011E4+00 20 S146 22212 form I
3.752E-02 6.912E+00 20 S146 22212 form II
3.881E-02 7.149E4+00 25 A023 10012

3.963E-02 7.300E+00 25 BO11 20010

3.971E-02 7.314E+00 25 B065 11111

3.746E-02 6.900E+00 25 B167 11001 pH 5.7

(continued)
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1556. C4H|,N,O; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.860E-02 7.110E4+00 25 G003 11112 pH 4.7

2.800E-02 5.158E+400 25 M143 12112

4.050E-02 7.460E4+00 25 M310 22222

4.018E-02 7.401E4+00 25 P350 00000 intrinsic

4.239E-02 7.809E+00 25 S146 22212 form IT

4.010E-03 7.386E-01 25 V033 20112

4.010E-02 7.386E+00 25.00 T303 10002

4.300E-02 7.920E+00 27 1006 10001

4.300E-02 7.920E+00 30 G014 11110 EFG, 0.003N
H,SO,

2.704E-02 4.980E+00 30 HO005 10122 average of 4

4.408E-02 8.119E+00 30 HO18 00000

4.400E-02 8.105E+00 30 1001 20210 EFG, 0.003N
H,SO,

4.260E-02 7.847TE+00 30 K108 12202

4.425E-02 8.150E+00 30 NO007 12222 form I

4.207E-02 7.750E4+00 30 NO007 12222 form III

4.720E-02 8.694E+00 30 S146 22212 form I

4.618E-02 8.507E+00 30 S146 22212 form II

5.162E-02 9.509E+00 35 S146 22212 form I

5.184E-02 9.548E+00 35 S146 22212 form IT

5.150E-02 9.486E+00 35.00 T303 10002

4.843E-02 8.920E+00 36 A023 10012

5.152E-02 9.490E+00 37 JO30 12222

5.300E-02 9.762E+00 37 K121 12121 0.IN HC1

5.538E-02 1.020E+01 37 NOO7 12222 form III

5.277E-02 9.720E+00 37 N007 12222 form I

5.668E-02 1.044E+01 37 S146 22212 form IT

5.588E-02 1.029E+01 40 A023 10011

6.100E-01 1.124E+02 40 NO08 10112 sic

6.967E-02 1.283E+01 45 S146 22212 form II

6.800E-02 1.253E+01 45.00 T303 10002

4.343E-01 8.000E+01 100 F300 10001

3.257E-02 6.000E+00 ns TO03 00002

1557. C4H,,0,

1-Epoxyethyl-3,4-epoxycyclohexane

Vinylcyclohexene dioxide

RN: 106-87-6 MP (°C): <55

MW: 140.18 BP (°C): 227

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

1.103E400 1.547E4+02 20 1313 00000
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1558. C4H,,0,
trans-Cyclohexane-1,2-dicarboxylic acid
trans-Cyclohexan-dicarbonsaeure-(1,2)
RN: 2305-32-0 MP (°C):

MW: 172.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.162E-02 2.000E+00 20 F300 10000

1559. C;H,,0,

cis-Cyclohexane-1,2-dicarboxylic acid
cis-Cyclohexan-dicarbonsaeure-(1,2)

RN: 610-09-3 MP (°C): 193

MW:  172.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
>1.16E-02 >2.00E+00 20 F300 10000

1560. C4H,,0,

trans-Cyclohexane-1,4-dicarboxylic acid
trans-Cyclohexan-dicarbonsaeure-(1,4)

RN: 619-82-9 MP (°C):

MW: 172.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
4.646E-03 8.000E-01 17 F300 10000

7.550E-02 1.300E+401 100 F300 10001

1561. C4H,;BrN,0,

o-Bromethylpropylaceturea

RN: MP (°C):

MW: 249.11 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.645E-03 4.098E-01 20 0021 10000

1562. CgH ;NO

Diaalylacetamide

a,a-Diallylacetamide
2-(2-Propenyl)4-pentenamide
RN: 60730-94-1 MP (°C):

MW: 139.20 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

1.257E-01 1.750E+01 ns H348 00000
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1563. CzH 3N, 0,PS

Thionazin

0,0-Diethyl O-pyrazinyl thiophosphate

RN: 297-97-2 MP (°C): -1.7

MW: 248.24 BP (°C): 80

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.592E-03 1.140E+00 25 MO61 10002

4.592E-03 1.140E400 27 Mi161 10002

1564. C;H,,

1-Octyne

Hexylacetylene

n-Hexylacetylene

RN: 629-05-0 MP (°C): -80

MW: 110.20 BP (°C): 127

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.178E-04 2.400E-02 25 MOO01 21222

1565. CgH,,

2,2-Dimethyl-3-hexyne

1-Ethyl-2-tertbutylacetylene

RN: 4911-60-8 MP (°C):

MW: 110.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.200E-04 7.934E-02 25 HO039 12221

1566. C;H,,CINS,

Carbamic acid, diethyldithio-2chloroallyl ester

2-Chloroallyl diethyldithiocarbamate

CDEC

RN: 95-06-7 MP (°C): <25

MW: 223.79 BP (°C): 128

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.469E-04 1.000E-01 25 BI85 00000

4.111E-04 9.200E-02 25 B200 10001

4.469E-04 1.000E-01 25 FO19 10002

4.111E-04 9.200E-02 25 G319 00000

4.111E-04 9.200E-02 25 Mile6l 10001

4.468E-04 9.999E-02 ns MO61 00000 approximate
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1567. C;H,,CIN;

Atrazine
2-Chloro-4-ethylamino-6-isopropylamino-s-triazine
RN: 1912-24-9 MP (°C): 172

MW:  215.69 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.020E-04 2.200E-02 0 BI85 00000

1.390E-04 2.998E-02 1 G091 10122 pH 6.0
5.000E-04 1.078E-01 2 B193 12000

1.410E-04 3.041E-02 8 G091 10122 pH 6.0
1.530E-04 3.300E-02 20 A3l4 00000

1.345E-04 2.900E-02 20 C048 22221

1.391E-04 3.000E-02 20 E048 12111

1.391E-04 3.000E-02 20 F311 12221

1.580E-04 3.408E-02 20 G091 10122 pH 6.0
1.298E-04 2.800E-02 20 Mi61 10001

1.391E-04 3.000E-02 20 N333 00000

3.245E-04 7.000E-02 21 B192 00001

3.245E-04 7.000E-02 21 G099 20010

3.245E-04 7.000E-02 22 MO61 10001

1.530E-04 3.300E-02 25 HO024 22222

1.386E-04 2.990E-02 25 HO073 21122

1.530E-04 3.300E-02 25 P434 00000

3.245E-04 7.000E-02 27 B185 00000

1.530E-04 3.300E-02 27 B200 10001

1.970E-04 4.249E-02 29 G091 10122 pH 6.0
4.530E-04 9.771E-02 50 G001 10012

1.484E-03 3.200E-01 85 B185 00000

3.245E-04 7.000E-02 ns C101 00001

3.245E-04 7.000E-02 ns G041 00001

3.245E-04 7.000E-02 ns H112 00001

1.530E-04 3.300E-02 ns J033 00000

3.941E-04 8.500E-02 ns MI110 00000 EFG
1.609E-04 3.470E-02 ns V414 00000

1568. C4H,,N,0,

cis-N,N,N’,N"-Tetramethylfumaramide
2-Butenediamide, N, N, N, N -tetramethyl-, (Z)-
RN: 35075-35-5 MP (°C):

MW: 170.21 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments

1.730E400 2.945E+02 30 K019 10002
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1569. C;H,,N,0OS

Metribuzin

4-Amino-6-fert-butyl-3-(methylthio)-as-triazin-5(4H)-one

Bayer 6159H

Lexone

Sencor

Sencorex

RN: 21087-64-9 MP (°C): 125.8

MW: 214.29 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.600E-03 1.200E+00 20 Mi61 10001

5.693E-03 1.220E4-00 22.5 G301 00000

4.662E-03 9.990E-01 ns B100 00000

7.000E-03 1.500E+00 ns M110 00000 EFG
1570. C4H,,0

Bicyclo[2.2.1]heptylcarbinol

2-Norcamphanemethanol

RN: 5240-72-2 MP (°C):

MW: 126.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.916E-03 9.990E-01 ns MO61 00000

1571. CiH,,0,

2.,4-Octadione

Valerylacetone

RN: 14090-87-0 MP (°C):

MW: 142.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) #) (TPEAA) Comments
2.760E-02 3.925E+00 25 MO078 20102

1572. C4H,,0,

Cyclohexanol acetate

Hexalin acetate

Cyclohexyl acetate

RN: 622-45-7 MP (°C): <25

MW: 142.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.123E-02 1.597E+00 20 D052 11001

2.033E-02 2.892E+00 23.50 0005 20221

2.138E-02 3.040E+00 ns 5460 00000
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1573. C4H,,0,
6-Methyl-2,4-heptadione
2-Methyl-4,6-heptanedione
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Isovalerylacetone

RN: 3002-23-1 MP (°C): <25

MW: 142.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.490E-02 3.541E+00 25 MO78 20102

1574. C4H,,0,

3-Propyl-2,4-pentadione

3-Acetyl-2-hexanone

RN: 1540-35-8 MP (°C): <25

MW: 142.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.330E-01 1.891E+401 25 MO078 20102

1575. C;H,,0,

5,5-Dimethyl-2,4-hexadione

Pivaloylacetone

Pivaloylacetylmethane

RN: 7307-04-2 MP (°C):

MW: 142.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.340E-02 3.327E+00 25 MO78 20102

1576. C4H,,0,S,

Propyl dixanthogen

bis(1-Propyl) dixanthogen

Propyl xanthogen disulfide

Dipropyl dixanthogen

Dipropyl thioperoxydicarbonate

Dipropyl xanthogen disulfide

RN: 3750-28-5 MP (°C):

MW: 270.46 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.500E-06 4.057E-04 25 H102 12121
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1577. C;H,,O,

Suberic acid

Korksaeure

RN: 505-48-6 MP (°C): 142

MW: 174.20 BP (°C): 279

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.592E-03 8.000E-01 0 L041 10010

5.301E-03 9.234E-01 6.99 A340 00000

7.097E-03 1.236E+00 12.69 A340 00000

8.037E-03 1.400E+00 15 F300 10001

7.463E-03 1.300E+00 15 L041 10011

7.463E-03 1.300E+00 15 MO51 10001

9.789E-03 1.705E+00 18.69 A340 00000

9.185E-03 1.600E+00 20 L041 10011

8.986E-03 1.565E+00 20 M171 10000

1.206E-01 2.100E+01 21 B040 10112 sic
1.388E-02 2.417E+00 24.99 A340 00000

3.387E-02 5.900E+00 25 F300 10001

6.800E-02 1.185E+01 25 K040 10212 sic
1.700E-02 2.961E+00 30 HO021 10110 EFG
1.890E-02 3.293E+00 32.49 A340 00000

2.045E-02 3.563E+00 34.49 A340 00000

2.583E-02 4.500E4+00 35 L041 10011

2.326E-02 4.051E4+00 39.99 A340 00000

2.682E-02 4.673E+00 44.49 A340 00000

5.626E-02 9.800E+00 50 L041 10011

3.198E-02 5.571E+00 50.19 A340 00000

3.534E-02 6.156E+00 52.69 A340 00000

5.551E-02 9.670E+00 61.49 A340 00000

6.422E-02 1.119E+01 63.99 A340 00000

1.274E-01 2.220E+01 65 L041 10012

8.182E-02 1.425E+01 70.09 A340 00000

1.156E-01 2.013E+01 76.49 A340 00000

1.386E-02 2.414E+00 rt H431 00000

1578. CgH,,0,

Diethyl succinate

Butanedioic acid, diethyl ester

RN: 123-25-1 MP (°C): =20

MW: 174.20 BP (°C): 217

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.089E-02 1.896E+00 ns FO14 00002
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1579. C;H,,0,

Butylene glycol diacetate
1,4-Diacetoxybutane
Tetramethylene acetate
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RN: 628-67-1 MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.005E-01 3.494E+01 26 0012 12112

1.602E-01 2.790E+01 50 0012 12112

2.048E-01 3.568E+01 75 0012 12112

1580. C;H,,O,

Tetramethyl succinic acid

Tetramethyl-bernsteinsaeure

RN: 630-51-3 MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.755E-02 4.800E+00 13.5 F300 10001

1581. C4H,,0,

Isoamylmalonic acid

Acide isoamylmalonique

RN: 616-87-5 MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.210E+4+00 3.850E+02 0 MO051 10002

2.974E4+00 5.180E+02 15 MO051 10002

3.490E+00 6.080E+02 25 MO51 10002

4.788E+00 8.340E+02 50 MO51 10002

1582. C;H,,O,

Propyl a-acetoxypropionate

Hydracrylic acid, propyl ester, acetate

RN: 20473-73-8 MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
5.683E-02 9.900E+00 25 R0O06 22011
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1583. C;H,,O,

Ethylene glycol dipropionate

1,2-Ethanediol, dipropanoate

1,2-bis(Propionyloxy)ethane

RN: 123-80-8 MP (°C):

MW: 174.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.480E-02 1.651E+01 25 F064 10002

9.170E-03 1.597E+400 ns FO14 00002

1584. C;H,,O4

Propanoic acid, 2-[(propoxycarbonyl)oxy]-, methyl ester

RN: MP (°C):

MW: 190.20 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
2.720E-02 5.173E4+00 25 R0O07 00000

1585. C3H,;CIN;O

Hydroxyatrazine

4-(Ethylamino)-6-[(1-methylethyl)amino]-1,3,5-triazin-2(1H)-one

2-Hydroxy atrazine

RN: 2163-68-0 MP (°C):

MW: 232.69 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.400E-04 5.585E-02 2 B193 12001

1586. C;H,sNO

Pelletierine

Pelletierin

RN: 2858-66-4 MP (°C): <25

MW: 141.21 BP (°C): 195

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.541E-01 5.000E+01 20 F300 10000

3.372E-01 4.762E+01 25 D004 00000
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1587. CgH,sNO

Propylallylacetamide

2-Propyl-4-pentenamide

PAD

RN: 90204-40-3 MP (°C):

MW: 141.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.727E-02 9.500E+00 37 H347 00000

1588. C;H,5sNO,S

4-Thiazolidinecarboxylic acid, 2-butyl-
RN: 90205-28-0 MP (°C):

MW: 189.28 BP (°C): 355.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

5.700E-02 1.079E+01 21 B414 10011 partial
decomposition

1589. C4H,sNO,S

4-Thiazolidinecarboxylic acid, 2-(2-methylpropyl)-

4-Thiazolidine-4-carboxylic acid, 2-(2-isobutyl)-

RN: 215669-71-9  MP (°C):

MW: 189.28 BP (°C): 347.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

4.900E-02 9.275E+00 21 B414 10011 partial
decomposition

1590. C4H,;N,0,

Isocarbamid

N-(2-Methylpropyl)-2-oxo-1-imidazolidinecarboxamide

RN: 30979-48-7 MP (°C): 95.5

MW: 185.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

7.018E-03 1.300E4+00 20 Mi161 10001
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1591. C4H5N;0,

Streptozotocin

Streptozocin

D-2-Deoxy-2-(3-methyl-3-nitrosoureido)glucopyranose

RN: 18883-66-4 MP (°C): 115

MW: 265.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.910E-02 5.066E+00 25 1307 00000

1592. C;H,sN;O

Simetone

2-Methoxy-4,6-bis(ethylamino)-s-triazine

s-Triazole, 2,4-bis(ethylamine)-6-methoxy-

RN: 673-04-1 MP (°C):  118-120

MW: 197.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.622E-02 3.200E+00 21 B185 00000

1.622E-02 3.200E+00 21 B192 00002

1.622E-02 3.200E+00 21 G099 20010

3.550E-02 7.002E+400 50 G001 10112

1.622E-02 3.200E+00 ns Cl101 00001

1593. CgH;N;O

2-Methoxy-4-methylamino-6-isopropylamino-s-triazine

Noratone

RN: 3035-45-8 MP (°C):

MW: 197.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.774E-02 3.500E+00 20 1033 00000

1.774E-02 3.500E+00 21 B192 00002

1594. C;H,sNsS

Desmetryne

N-Methyl-N"-(1-methylethyl)-6-(methylthio)-1,3,5-triazine-2,4-diamine

Semeron

Methylamino-4-methylthio-6-isopropylamino-1,3,5-triazine

Topusyn

Methylthio-4-isopropylamino-6-methylamino-s-triazine

RN: 1014-69-3 MP (°C):

MW: 213.31 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.813E-03 6.000E-01 20 F311 12221

2.719E-03 5.800E-01 20 Mi61 10002

2.811E-03 5.996E-01 ns B100 00000

(continued)
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1594. C;H,sN;S (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.719E-03 5.800E-01 ns J033 00000

2.719E-03 5.800E-01 ns MO61 00002

1595. CgH ;NS

Simetryne

N,N"-Diethyl-6-(methylthio)-1,3,5-triazine-2,4-diamine

G-32911

bis(Ethylamino)-6-(methylthio)-s-triazine
Methylthio-4,6-bis(ethylamino)-s-triazine

Cymetrin

RN: 1014-70-6 MP (°C): 82

MW: 213.31 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
4.700E-03 1.003E+00 50 G001 10111
2.110E-03 4.500E-01 ns C101 00001
2.110E-03 4.500E-01 ns JO33 00000
2.110E-03 4.500E-01 It Ml161 00002
1596. CgH,sN,0,S;

Famotidine

Amfamox

N’-(Aminosulfonyl)-3-(((2-((diaminomethylene)amino)-4-thiazolyl)methyl)thio)propanimidamide
Pepcid

Pepcidine

Pepcid PM

RN: 76824-35-6 MP (°C):

MW: 337.45 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.260E-06 1.100E-03 25 A408 20120

3.311E-03 1.117E4+00 ns R427 00000

1597. CH,,

Cyclooctane

RN: 292-64-8 MP (°C): 10

MW: 112.22 BP (°C): 151

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.619E-03 1.817E-01 20 M337 21222 sic
7.040E-05 7.900E-03 25 MOO01 21221

7.040E-05 7.900E-03 ns H123 00000
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1598. C;H,,

Caprylene

1-Octene

RN: 111-66-0 MP (°C):  -102

MW: 112.22 BP (°C): 121.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.208E-05 3.600E-03 23 C332 00000

2.406E-05 2.700E-03 25 MO001 21221

3.650E-05 4.096E-03 25 M342 10112

1599, C,H,,

1,4-Dimethylcyclohexane

p-Dimethylcyclohexane

RN: 589-90-2 MP (°C):  -87

MW: 112.22 BP (°C): 120

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.422E-05 3.840E-03 25 K119 10002

1600. C,H,

cis-1,2-Dimethylcyclohexane

1-cis-2-Dimethylcyclohexane

RN: 2207-01-4 MP (°C): =50

MW: 112.22 BP (°C): 129

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.773E-05 7.600E-03 20 M337 21221

5.347E-05 6.000E-03 25 MO01 21221

1601. C;H,,

n-Propylcyclopentane

1-Propylcyclopentane

RN: 2040-96-2 MP (°C):  -117

MW: 112.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.818E-05 2.040E-03 25 K119 10002

1.818E-05 2.040E-03 25 PO51 21122

1.818E-05 2.040E-03 25.00 P007 21222
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1602. C;H, ¢
trans-1,2-Dimethylcyclohexane

1,2-trans-Dimethylcyclohexane
RN: 6876-23-9 MP (°C): -89
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MW: 112.22 BP (°C): 123

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.634E-05 5.200E-03 20 M337 21221
4.444E-05 4.987E-03 30.2 M447 00000
1.061E-04 1.191E-02 70.3 M447 00000
2.611E-04 2.930E-02 100.7 M447 00000
6.000E-04 6.733E-02 131.0 M447 00000
1.239E-03 1.390E-01 151.0 M447 00000
1.977E-03 2.219E-01 170.1 M447 00000
1603. CgH,

trans-1,4-Dimethylcyclohexane

1,4-Transdimethylcyclohexane

RN: 2207-04-7 MP (°C): =37

MW: 112.22 BP (°C): 115

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.422E-05 3.840E-03 25 PO51 21122
3.422E-05 3.840E-03 25.00 P007 21222
1604. C,H,

1,2-Dimethylcyclohexane (cis + trans)

Cyclohexane, 1,2-dimethyl- (cis/trans)

1,2-Dimethylcyclohexane

RN: 583-57-3 MP (°C):

MW: 112.22 BP (°C): 124 C

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.056E-05 6.795E-03 30.0 M447 00000
1.200E-04 1.347E-02 70.0 M447 00000
2.422E-04 2.718E-02 100.2 M447 00000
5.483E-04 6.153E-02 130.5 M447 00000
1.089E-03 1.222E-01 150.5 M447 00000
2.422E-03 2.717E-01 170.5 M447 00000
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1605. CgH ¢

1,1,3-Trimethylcyclopentane

Cyclopentane, 1,1,3-trimethyl-

RN: 4516-69-2 MP (°C): -142.4

MW: 112.22 BP (°C): 104.9

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.324E-05 3.730E-03 25 K119 10002
3.324E-05 3.730E-03 25 PO51 21122
3.324E-05 3.730E-03 25.00 P007 21222
1606. C;H

Ethyl cyclohexane

Cyclohexane, ethyl-

RN: 1678-91-7 MP (°C):

MW: 112.22 BP (°C): 131.8

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.614E-05 6.300E-03 20 M337 21221
3.883E-05 4.358E-03 30.3 M447 00000
7.833E-05 8.790E-03 70.4 M447 00000
2.511E-04 2.818E-02 100.5 M447 00000
6.055E-04 6.795E-02 131.0 M447 00000
9.871E-04 1.108E-01 151.2 M447 00000
1.633E-03 1.833E-01 170.8 M447 00000
1607. C;H,Br,

1,8-Dibromooctane

Octamethylene dibromide

RN: 4549-32-0 MP (°C): 15-16

MW: 272.03 BP (°C): 270-272

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
7.389E-06 2.010E-03 1.0 S464 00000
7.278E-06 1.980E-03 1.0 S464 00000
7.462E-06 2.030E-03 4.9 S464 00000
7.646E-06 2.080E-03 4.9 S464 00000
8.565E-06 2.330E-03 10.0 S464 00000
8.896E-06 2.420E-03 14.9 S464 00000
8.528E-06 2.320E-03 14.9 S464 00000
9.374E-06 2.550E-03 19.9 S464 00000
1.062E-05 2.890E-03 25 S464 00000
1.066E-05 2.900E-03 25.0 S464 00000
1.044E-05 2.840E-03 25.0 S464 00000
1.209E-05 3.290E-03 30.0 S464 00000
1.239E-05 3.370E-03 30.0 S464 00000
1.213E-05 3.300E-03 30.1 S464 00000

(continued)
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1607. C¢H,(Br, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
1.261E-05 3.430E-03 349 S464 00000

1.309E-05 3.560E-03 35.0 S464 00000

1.430E-05 3.890E-03 40.1 S464 00000

1.386E-05 3.770E-03 40.1 S464 00000

1608. C;H,Cl,

1,8-Dichlorooctane
RN: 2162-99-4 MP (°C): -8

MW: 183.12 BP (°C): 243

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.441E-05 4.470E-03 3.6 S464 00000
3.047E-05 5.580E-03 5.1 S464 00000
3.014E-05 5.520E-03 5.1 S464 00000
3.069E-05 5.620E-03 9.9 S464 00000
3.233E-05 5.920E-03 15.1 S464 00000
3.211E-05 5.880E-03 25.1 S464 00000
3.255E-05 5.960E-03 25.1 S464 00000
3.222E-05 5.900E-03 25.1 S464 00000
3.517E-05 6.440E-03 30.3 S464 00000
3.375E-05 6.180E-03 30.3 S464 00000
3.823E-05 7.000E-03 35.2 S464 00000
3.828E-05 7.010E-03 35.3 S464 00000
3.970E-05 7.270E-03 40.1 S464 00000
1609. C;H (N, 0,

N,N,N',N"-Tetramethylsuccinamide
N,N,N’,N"-Tetramethylbutanediamide
RN: 7334-51-2 MP (°C):

MW: 172.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.188E+00 5.490E+02 30 K004 10002

1610. C,H,N,0,S,

pL-Homocystine
DL-meso-Homocystine
Oxidized pL-homocysteine

RN: 870-93-9 MP (°C): 264

MW:  268.36 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

7.451E-04 2.000E-01 25 D041 10000
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1611. CgH, (N,

Pentamethylmelamine

1-(Methylamino)-3,5-bis(dimethylamino)-s-triazine

RN: 16268-62-5 MP (°C): 107.0

MW: 196.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.679E-04 3.295E-02 25 B386 00000

1.010E-02 1.982E+00 25 B386 00000

1.101E-02 2.160E4+00 25 CO51 12112 pH7
1612. C;H,(N,O

N2-Hydroxy-N2,N4,N4,N6,N6-pentamethylmelamine
1-(Hydroxylamino)-3,5-bis(dimethylamino)-s-triazine

RN: 64124-14-7 MP (°C): 110.0

MW: 212.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.412E-03 9.365E-01 25 B386 00000

4.259E-03 9.040E-01 25 CO051 12112 pH7
1613. C;H,,O

Cyclooctanol

RN: 696-71-9 MP (°C): 15

MW: 128.22 BP (°C): 106-108 at 22 mm Hg

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.129E-02 6.576E+00 ns S460 00000

1614. C;H,,O

1-Octen-3-ol

3-Octenol

Flowtron mosquito attractant

Matsuka alcohol

Vinyl hexanol

RN: 3391-86-4 MP (°C):

MW: 128.22 BP (°C): 174

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (®) (#) (TPEAA) Comments
1.557E-02 1.996E+00 25 D425 00000
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1615. C4H,,O

Hexyl methyl ketone

2-Octanone

Octan-2-one

RN: 111-13-7 MP (°C):  -16.0

MW: 128.22 BP (°C): 172.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.276E-02 4.200E+00 0 C423 00000
2.574E-02 3.300E+00 4 C423 00000
1.716E-02 2.200E+00 10 C423 00000
7.013E-03 8.992E-01 20 D052 11000
1.014E-02 1.300E+00 25 C435 00000
1616. C;H,,O

Caprylic aldehyde

Octaldehyde

n-Octanal

RN: 124-13-0 MP (°C):

MW: 128.22 BP (°C): 163.4

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.368E-03 5.600E-01 25 A049 10001
1.887E-03 2.420E-01 25 L450 00000
1617. C4H, O,

Ethyl hexanoate

Ethyl butyl acetate

Ethyl caproate

Ethyl n-hexanoate
Ethyl caproate (Nat. C-6 ethyl ester)

RN: 123-66-0 MP (°C):

MW: 144.22 BP (°C): 168

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
3.120E-03 4.500E-01 0 C423 00000

3.606E-03 5.200E-01 4 C423 00000

3.952E-03 5.700E-01 10 C423 00000

4.507E-03 6.500E-01 25 C435 00000

4.467E-03 6.442E-01 ns S460 00000
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1618. C;H, 0,

Valproic acid

Vistora

Valporal

Convulex

Depakote

Dalpro

RN: 99-66-1 MP (°C): 120-130

MW: 144.22 BP (°C): 220

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.014E-03 1.300E+00 ns K444 00000

1.380E-02 1.991E+400 ns 5460 00000

1619. C;H, 0O,

2-Ethylhexoic acid

2-Ethyl-1-hexanoic acid

3-Heptanecarboxylic acid

Butylethylacetic acid

RN: 149-57-5 MP (°C):

MW: 144.22 BP (°C): 228

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.039E-02 1.498E+00 25 0011 10111

1620. C4H, 0O,

3-Hydroxy-2,2,5,5-tetramethyltetrahydrofuran

3-Furanol, 2-ethyltetrahydro-2,2,5,5-tetramethyl-

RN: 29839-74-5 MP (°C):

MW: 144.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.304E-01 9.091E+01 It B066 02001

1621. C¢H, O,

n-Butyl n-butyrate

Butyl butyrate

RN: 109-21-7 MP (°C):

MW: 144.22 BP (°C): 165

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.465E-03 4.998E-01 20 D052 11000
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1622. C4H, 0O,

Pentyl propionate
Propanoic acid pentyl ester
Amyl n-propanoate
n-Pentyl propionate
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RN: 624-54-4 MP (°C):

MW: 144.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.900E-03 7.067E-01 20 S006 10001

1623. C4H, O,

3-Hydroxy-2,2-diethyltetrahydrofuran

RN: MP (°C):

MW: 144.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.360E-01 1.961E4+01 It B066 02000

1624. C;H, O,

sec-Hexyl acetate

Methyl amyl acetate

RN: 108-84-9 MP (°C): -64

MW: 144.22 BP (°C): 140

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
5.543E-03 7.994E-01 20 D052 11000

1625. C;H, 0,

Isobutyl isobutyrate

Isobutyl 2-methylpropanoate

2-Methylpropyl 2-methylpropanoate

IBIB

RN: 97-85-8 MP (°C): =81

MW: 144.22 BP (°C): 147

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.952E-03 5.700E-01 25 A049 10001
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1626. CgH, 0O,

3-Hydroxy-2-ethyl-5,5-dimethyltetrahydrofuran

3-Furanol, 2-ethyltetrahydro-5,5-dimethyl-

RN: 29839-59-6 MP (°C):

MW: 144.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.302E-01 4.762E+01 It B066 02000

1627. CgH, 0O,

3-Hydroxy-5-ethyl-2,5-dimethyltetrahydrofuran

3-Furanol, 2-ethyltetrahydro-2,5-dimethyl-

RN: 29839-60-9 MP (°C):

MW: 144.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.467E4+00 5.000E+02 It B066 02002

1628. C;H, 0,

3-Hydroxy-5-methyl-5-propyltetrahydrofuran

3-Furanol, 2-ethyltetrahydro-5-methy-5-propyl-

RN: 29839-52-9 MP (°C):

MW: 144.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.360E-01 1.961E+01 It B066 02000

1629. C;H, O,

Hexyl acetate

2-Ethyl butyl acetate

RN: 142-92-7 MP (°C): -80

MW: 144.22 BP (°C): 168

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
4.158E-03 5.996E-01 20 D052 11000

3.540E-03 5.105E-01 25 M124 21222
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1630. C,H, 0,

Caprylic acid

Caprylsaure

RN: 124-07-2 MP (°C): 16.7

MW: 144.22 BP (°C): 239.7

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.051E-03 4.400E-01 0 B136 10211
4.993E-03 7.200E-01 15 F300 10001
4.715E-03 6.800E-01 20 B136 10211
4.712E-03 6.795E-01 20 D041 10001
4.712E-03 6.795E-01 20.0 ROO1 11111
5.478E-03 7.900E-01 30 B136 10211
5.471E-03 7.890E-01 30 E005 21122
5.474E-03 7.894E-01 30.0 ROO1 11111
5.845E-03 8.430E-01 40 E005 21122
6.587E-03 9.500E-01 45 B136 10211
6.581E-03 9.491E-01 45.0 ROO1 11111
6.539E-03 9.430E-01 50 E005 21122
7.835E-03 1.130E+00 60 B136 10212
7.426E-03 1.071E4+00 60 E005 21122
7.827E-03 1.129E+400 60.0 ROO1 11112
1.803E-02 2.600E+00 100 F300 10001
3.050E-03 4.398E-01 .0 ROO1 11111
1631. C;H,O,

n-Butyl B-methoxypropionate
Propanoic acid, 3-methoxy-, butyl ester
RN: 4195-88-4 MP (°C):

MW:  160.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.117E-02 9.800E+00 25 RO34 00001

1632. C4H,,0,

Amyl lactate
n-Pentyl lactate
RN: 6382-00-5 MP (°C):

MW:  160.21 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

6.242E-02 1.000E+01 25 R0O06 22012
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1633. C4H, O,

Methyl p-n-butoxypropionate

Butanoic acid, 3-methoxy-3-oxopropyl ester

RN: 40326-33-8 MP (°C):

MW: 160.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.076E-02 8.133E+00 25 R0O34 00001

1634. C4H, O,

n-Propyl B-ethoxypropionate

Propionic acid, 3-ethoxy-, propyl ester

RN: 14144-34-4 MP (°C):

MW: 160.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.466E-02 1.517E+01 25 D002 12112

1635. C;H, 0O,

Butylcellosolve acetate

Ethylene glycol monobutyl ether acetate

Ektasolve EB acetate

n-Butyl cellosolve acetate

Ethylene glycol mono-n-butyl ether acetate

RN: 112-07-2 MP (°C):

MW: 160.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
5.567E-02 8.920E+00 20 D052 11000

1636. C4H, O,

2,2,5,5-Tetramethyltetrahydrofuran-3,4-diol

3,4-Furandiol, tetrahydro-2,2,5,5-tetramethyl-

RN: 29839-67-6 MP (°C):

MW: 160.21 BP (°O):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
5.674E-01 9.091E+01 It B066 02001
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1637. C4H,,O5S
1,2-Oxathiolane, 5-pentyl-, 2,2-dioxide
1-Octanesulfonic acid, 3-hydroxy-, y-sultone

RN: 5633-87-4 MP (°C):

MW: 192.28 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.300E-03 2.499E-01 20 B058 12001
7.938E-02 1.526E+01 100 B058 12002
1638. C4H, O,

Metaldehyde

Acetaldehyde homopolymer

Acetaldehyde tetramer

RN: 9002-91-9 MP (°C): 112

MW: 176.21 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.135E-03 2.000E-01 17 Mi61 10002
1639. C;H,,Cl1

1-Chlorooctane

1-Octylchloride

n-Octyl chloride

Octyl chloride

RN: 111-85-3 MP (°C): -6l

MW: 148.68 BP (°C): 182

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.270E+01 3.375E+03 5.0 S454 00000
2.210E+01 3.286E+03 10.0 S454 00000
2.260E+01 3.360E+03 9.9 S454 00000
2.350E+01 3.494E+03 9.9 S454 00000
2.370E+01 3.524E+03 9.9 S454 00000
2.540E+01 3.776E+03 19.1 S454 00000
2.470E+01 3.672E+03 25.0 S454 00000
2.620E+01 3.895E+03 25.1 S454 00000
2.580E+01 3.836E+03 252 S454 00000
2.710E+01 4.029E+03 30.0 S454 00000
2.700E+01 4.014E+03 34.8 S454 00000
2.800E+01 4.163E+03 35.1 S454 00000
2.690E+01 3.999E+03 35.1 S454 00000
2.750E+01 4.089E+03 40.0 S454 00000
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1640. C;H ;N

D-Coniine

a-Propylpiperidine

D-Coniin

Coniine

RN: 458-88-8 MP (°C): 2

MW: 127.23 BP (°C): 166-167

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.415E-01 1.800E+01 19.5 F300 10001

7.782E-02 9.901E+00 25 D004 00000

1641. C;H,,NO

Ethylbutylacetamide

2-Ethylhexanamide

EBD

RN: 4164-92-5 MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
3.072E-02 4.400E+00 37 H347 00000

1642. CgH,;NO

Ethylisobutylacetamide

2-Ethyl-4-methylpentanamide

EID

RN: 130482-28-9  MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.002E-02 4.300E+00 ns H348 00000

1643. CgH,;NO

Caprylylamide

Caprylsaeure-amid

RN: 629-01-6 MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.288E-02 4.710E+00 100 F300 10002
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1644. C;H,;NO
Propylisopropylacetamide
2-Isopropyl-2-propylacetamide
2-Isopropylvaleramide

PID

RN: 6098-19-7 MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.444E-02 3.500E+00 37 H347 00000

1645. CgH,,NO

2-Isopropyl-3-methyl-butyramide
3-Methyl-2-(1-methylethyl)butanamide

Diisopropylacetamide

RN: 5440-65-3 MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.002E-02 4.300E+00 ns H348 00000

1646. C;H,;NO

Dimethylbutylacetamide
2,2-Dimethylhexanamide

DBD

RN: 20923-67-5 MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.374E-02 3.400E+00 ns H348 00000

1647. CgH,;NO

Valnoctamide

VCD

Valmethamide

2-Ethyl-3-methyl-pentanamide
RN: 4171-13-5 MP (°C):

MW:  143.23 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

6.074E-02 8.700E+00 ns H348 00000
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1648. CH,,NO

Methylpentylacetamide

2-Methyl-heptanamide

MPD

RN: 4164-91-4 MP (°C):

MW: 143.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.957E-02 7.100E4+00 37 H347 00000

1649. C;H,,NO,

n-Heptyl carbamate

Heptyl carbamate

RN: 4248-20-8 MP (°C): 66

MW: 159.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.400E-03 3.822E-01 37 HO006 12211

1650. C;H,,NO,

N-Isoamylurethane

RN: MP (°C):

MW: 175.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.329E-02 4.082E+00 20 0021 10000

1651. C;H ¢

2,3,4-Trimethylpentane

2,3,4-Trojmetylopentan

RN: 565-75-3 MP (°C):  -110

MW: 114.23 BP (°C): 113

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.048E-05 2.340E-03 0 P003 22222

1.191E-05 1.360E-03 25 K119 10002

2.013E-05 2.300E-03 25 P003 22222

1.191E-05 1.360E-03 25 POS1 21122

1.191E-05 1.360E-03 25.00 PO07 21222
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1652. C4H 4
3-Methylheptane
3-Metyloheptan

RN: 589-81-1 MP (°C): -121

MW: 114.23 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.539E-05 2.900E-03 23 332 00000
6.933E-06 7.920B-04 25 K119 10002
6.933E-06 7.920E-04 25 PO51 21122
6.933E-06 7.920E-04 25.00 P0O07 21222
1653. C4H,,

Isooctane

2:2:4-Trimethylpentane

RN: 540-84-1 MP (°C):

MW: 114.23 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.153E-05 2.460E-03 0 P003 22222
1.226E-05 1.400E-03 20 M337 21221
9.980E-06 1.140E-03 25 K119 10002
2.136E-05 2.440E-03 25 MO001 21222
2.136E-05 2.440E-03 25 MO002 21222
2.136E-05 2.440E-03 25 M130 10002
1.795E-05 2.050E-03 25 P0O03 22222
9.980E-06 1.140E-03 25 PO51 21122
9.980E-06 1.140E-03 25.00 P0O07 21222
7.879E-06 9.000E-04 ns B170 00002
7.500E-05 8.567E-03 ns J300 00000
1654. CgH 4

3,4-Dimethylhexane

RN: 583-48-2 MP (°C):

MW: 114.23 BP (°C): 118

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) ({®) (#) (TPEAA) Comments
6.998E-06 7.994E-04 ns S460 00000
1655. CgH 4

3-Ethylhexane
Ethyl hexane

RN: 619-99-8 MP (°C):

MW: 114.23 BP (°C): 119

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

3.076E-06 3.514E-04 ns 5460 00000
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1656. CgH 4

2,4-Dimethylhexane

RN: 589-43-5 MP (°C):

MW: 114.23 BP (°C): 109

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.132E-05 1.294E-03 ns S460 00000

1657. CgH 4

2,3-Dimethylhexane

2:3-Dimethylhexane

RN: 590-73-8 MP (°C):

MW: 114.23 BP (°C): 115

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.751E-06 2.000E-04 ns B170 00002

1658. CgH 4

2-Methylheptane

RN: 592-27-8 MP (°C): -109

MW: 114.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.327E-05 3.800E-03 23 332 00000

1659. C;H ;NO,PS,

Vamidothion

0,0-Dimethyl S-2-(1-N-methylcarbamoylethylmercapto)ethyl thiophosphate

RN: 2275-23-2 MP (°C): 355

MW: 287.34 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.392E+01 4.000E+03 20 Milel 10000

1.392E+401 4.000E+03 ns MO61 00002

1660. CgH4N,O

Di-n-butylnitrosamine

N-Nitroso-di-n-butylamine

Dibutylnitrosamine

RN: 924-16-3 MP (°C):

MW: 158.25 BP (°C): 234

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
8.000E-03 1.266E+00 24 D083 20000

7.574E-03 1.199E+00 It 1307 00000
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1661. C;H, ;O
2-Octanol
sec-Caprylic alcohol
sec-Octyl alcohol

Methyl hexyl carbinol

RN: 123-96-6 MP (°C): -38.6

MW: 130.23 BP (°C): 178.5

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.158E-02 1.508E+00 15 MO073 10222
8.131E-03 1.059E+400 20 A015 12112
8.600E-03 1.120E+00 20 H330 00000
3.059E-02 3.984E+00 25 C093 21110
9.829E-03 1.280E+00 25 MO073 10222
7.892E-03 1.028E+400 ns J300 00000
1662. C4H,,0

bis(2-Methyl propyl) ether
iso-Butyl ether
Di-isobutyl ether

RN: 628-55-7 MP (°C):

MW: 130.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.059E+00 1.379E+02 25 M375 22211

1.227E-02 1.597E+00 51 M375 22211

1.002E+00 1.304E+02 60 M375 22211

1663. C;H,,0

DL-2-Octanol
DL-Octanol-(2)
RN: 4128-31-8 MP (°C):  -31.6

MW: 130.23 BP (°C): 180

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.152E-02 1.500E+00 15 F300 10001

9.214E-03 1.200E+00 25 F300 10001
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1664. C;H, ;O

2-Ethyl-1-hexanol

Octyl alcohol

Octyl-(2-ethyl hexyl) alcohol

2-Ethyl hexanol

2-Ethylhexanol

2-Ethylhexan-1-o0l

RN: 104-76-7 MP (°C): 76

MW: 130.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.012E-02 1.318E+400 10.2 S307 11022

9.586E-03 1.248E400 19.8 S307 11022

4.604E-03 5.996E-01 20 D052 11000

6.760E-03 8.804E-01 20 H330 00000

9.982E-04 1.300E-01 25 K072 10111

7.441E-03 9.691E-01 29.6 S307 11021

8.437E-03 1.099E+00 40.1 S307 11022

5.678E-03 7.395E-01 50.2 S307 11021

6.598E-03 8.593E-01 60.3 S307 11021

7.594E-03 9.890E-01 70.1 S307 11021

8.284E-03 1.079E+00 80.1 S307 11022

8.973E-03 1.169E+00 90.3 S307 11022

1665. CgH,,O

1-Octanol

Caprylic alcohol

n-Octyl alcohol

n-Octanol

RN: 111-87-5 MP (°C):  -16

MW: 130.23 BP (°C): 194

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.224E-03 4.198E-01 20 AO15 12112

3.680E-03 4.793E-01 20 H330 00000

3.761E-03 4.898E-01 20.5 S307 11021

3.236E-03 4.214E-01 20.96 B178 11012 EFG
3.162E-03 4.118E-01 23.58 B178 11012 EFG
2.700E-03 3.516E-01 24 H345 00000

4.497E-03 5.857E-01 25 B038 12112

3.820E-02 4.975E+00 25 C093 21110 sic
1.000E+00 1.302E+02 25 F044 10000 EFG
1.060E-03 1.380E-01 25 JO35 00000

3.830E-03 4.988E-01 25 1302 21222

3.800E-03 4.949E-01 25 K025 22112

4.530E-03 5.900E-01 25 K072 10111

3.970E-03 5.170E-01 25 L322 11221

4.530E-03 5.900E-01 25 MO087 11211

4.110E-03 5.353E-01 25 S359 21222

(continued)
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1665. C4H,4O (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.671E-03 9.990E-01 30 RO67 00000

4.911E-03 6.396E-01 30.6 S307 11021

3.236E-03 4.214E-01 34.53 B178 11012 EFG
1.075E-03 1.400E-01 40 J035 00000

4.988E-03 6.496E-01 40.1 S307 11021

8.054E-03 1.049E+00 50.0 S307 11022

3.548E-03 4.621E-01 60 B178 11012 EFG
6.751E-03 8.792E-01 60.3 S307 11021

3.548E-03 4.621E-01 69.31 B178 11012 EFG
5.908E-03 7.694E-01 70.3 S307 11021

6.675E-03 8.692E-01 80.1 S307 11021

6.598E-03 8.593E-01 90.3 S307 11021

4.514E-03 5.879E-01 ns L003 00212

1666. C;H,;O
n-Butyl ether

Butyl ether

Dibutyl ether

RN: 142-96-1 MP (°C): -98

MW: 130.23 BP (°C): 142.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.418E-02 1.847E+00 24.80 0005 20222

2.700E-03 3.516E-01 25 K012 10001

6.138E-03 7.994E-01 25.50 0005 20220

1.720E-02 2.240E+00 37 E028 10112

1667. C4H,,0,

Ethohexadiol

2-Ethyl-1,3-hexanediol

RN: 94-96-2 MP (°C): -40

MW: 146.23 BP (°C): 244.2

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.103E-02 6.000E-+00 20 Mi61 10000

2.756E-01 4.031E+01 25 €093 21111

2.756E-01 4.031E4+01 ns MO61 00001
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1668. C;H,;0,S,

Sulfonethylmethane

Trional

RN: 76-20-0 MP (°C): 75

MW: 242.36 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.053E-02 4.975E4+00 16 A072 10101

2.063E-02 5.000E+00 16 F300 10000

2.042E-02 4.948E+00 ns R427 00000

1669. C;H,\N

Octylamine

1-Aminooctane

1-Octanamine

Monoctylamine

n-Octylamine

RN: 111-86-4 MP (°C): -5

MW: 129.25 BP (°C): 175

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.547E-03 2.000E-01 25 K072 10111

1.547E-03 2.000E-01 25 MO087 11211

1670. C;H,,N

n-Dibutylamine

Di-n-butylamine

N,N-Dibutylamine

N-Butyl-1-butanamine

RN: 111-92-2 MP (°C): -62

MW: 129.25 BP (°C): 159

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.500E-02 3.231E+00 25 K012 10001

1671. C;H,,0,PS,

Ethoprop

Ethoprophos

O-Ethyl-S, S-dipropylphosphorodithioate

Holdem

Rovokil

Ethyl S, S-dipropyl phosphorodithioate

RN: 13194-48-4 MP (°C):

MW: 242.34 BP (°C): 88.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.095E-03 7.500E-01 ns MI61 00002

3.097E-03 7.506E-01 ns S460 00000
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1672. CgH,,0,PS;

Disulfoton

Phosphorodithioic acid O,0-diethyl S-[2-(ethylthio)ethyl] ester
Solvirex

Disyston

Thiodemeton

Ethylthiometon

RN: 298-04-4 MP (°C): 108

MW: 274.41 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.940E-05 1.630E-02 19.50 B169 21112

9.111E-05 2.500E-02 20 MO61 10001

5.888E-05 1.616E-02 ns S460 00000

9.111E-05 2.500E-02 rt M161 00001

1673. C;H,,0,P

Dibutyl hydrogen phosphonate

Di-n-butyl phosphite

Dibutoxyphosphine oxide

RN: 1809-19-4 MP (°C):

MW: 194.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.759E-02 7.300E+00 25 B070 12011

1674. C;H,,0,PS,

Demetonthione

Thiophosphorsaeure-0O, O-diaethyl-O-[2-(aethylthio)-aethyl]-ester
0,0-Diethyl-O-(2-(ethylthio)-ethyl)ester thiophosphoric acid

0,0-Diethyl 2-ethylmercaptoethyl thiophosphate

Systox

Thiolo-demeton

RN: 298-03-3 MP (°C):

MW: 258.34 BP (°C): 134

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.323E-04 6.000E-02 20 MoO61 10001

7.742E-03 2.000E+00 It Ml61 00000 form II
2.323E-04 6.000E-02 It Mil61 00001 form I

1.277E-02 3.300E+00 It M161 00001
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1675. C;H,,0,PS,

Demetonthiol

Thiophosphorsaeure-0, O-diaethyl-S-[2-(aethylthio)-aethyl]-ester
0,0-Diethyl-S-(2-(ethylthio)-ethyl)ester thiophosphoric acid

RN: 126-75-0 MP (°C):

MW: 258.34 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.742E-03 2.000E+00 20 F300 10000

1676. C;H,,0,P

Diethyl butyl phosphate

Butyl diethyl phosphate

RN: 2737-00-0 MP (°C):

MW: 210.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
7.136E-02 1.500E+01 25 B070 12011

1677. C¢gH,, O P

Diethyl isobutyl phosphate

Ethyl isobutyl phosphate

Phosphoric acid, diethyl 2-methylpropyl ester

RN: 26628-97-7 MP (°C):

MW: 210.21 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
6.660E-02 1.400E+01 25 B070 12011

1678. CgH,,0,PS,

Disulfoton sulfone

Phosphorodithioic acid O,O-diethyl S-[2-(ethylsulfonyl)ethyl] ester

Disulfoton dioxide

Diethyl S-(2-ethylsulfonylethyl) phosphorodithioate

Disyston sulfone

Thiodemeton sulfone

RN: 2497-06-5 MP (°C):

MW: 306.40 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments

2.716E-03 8.323E-01 20 B169 22111
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1679. C;H,,Si

Tetraethylsilicane

Tetraethylsilane

Tetraethylsilicon

RN: 631-36-7 MP (°C):

MW: 144.33 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.250E-06 3.248E-04 25 D346 00000

1680. C4H,,Sn

Tetraethyltin

Tetraethylstannane

RN: 597-64-8 MP (°C):  -112

MW: 234.94 BP (°C): 181

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.140E-06 2.678E-04 25 D346 11222

1681. C4H,,O.P,S,

Sulfotepp

Pirofos

Tetraethyl dithiopyrophosphate
RN: 3689-24-5 MP (°C):

MW: 322.32 BP (°C): 137.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.307E-05 3.000E-02 20 F300 10000

7.756E-05 2.500E-02 20 MO61 10001

7.756E-05 2.500E-02 rt Mie6l 00001

1682. CgH,;N;

Tetraethylenepentamine

1,4,7,10,13-Pentaazatridecane
N-(2-Aminoethyl)-N"-(2-((2-aminoethyl)amino)ethyl)-1,2-ethanediamine
1,11-Diamino-3,6,9-triazaundecane

3,6,9-Triaza-1,11-undecanediamine

3,6,9-Triazaundecane-1,11-diamine

RN: 112-57-2 MP (°C): 40

MW: 189.31 BP (°C): 340

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.582E+00 8.674E+02 4.50 C022 12002
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1683. C,CLyN,

Chlorothalonil

2.,4,5,6-Tetrachloro-1,3-benzenedicarbonitrile

Forturf

Exotherm

Bravo

RN: 1897-45-6 MP (°C): 250.5

MW: 265.91 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.256E-06 6.000E-04 25 Mi61 10000

1684. C,H,CI;NO,S

Folpet

N-(Trichloromethylthio)phthalimide

Folpan

Folpel

Phaltan

Phalton

RN: 133-07-3 MP (°C): 177

MW: 296.56 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.388E-06 1.005E-03 20 B179 00000

3.372E-06 1.000E-03 20 F311 12221

3.388E-06 1.005E-03 ns R427 00000

1685. C,H,CL;N,

Anilazine

4,6-Dichloro-N-(2-chlorophenyl)-1,3,5-triazin-2-amine

Triasyn

Direx

Dyrene

Kemate

RN: 101-05-3 MP (°C): 159.5

MW: 275.53 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°C) #) (TPEAA) Comments
3.629E-05 1.000E-02 ns B160 00001
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1686. C,H,CINO,S

Benazolin

7-Chloro-2-ox0-3(2H)-benzothiazolacetic acid

Galipan

Herbazolin

Leymin

Metizolin

RN: 3813-05-6 MP (°C): 193

MW: 243.67 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.462E-03 6.000E-01 20 Mi61 10002
1687. C,H,CI,N,0,

Methazole

2-(3,4-Dichlorophenyl)-4-methyl-1,2,4-oxadiazolidine-3,5-dione

Tunic

Paxilon

Chlormethazole

Mezopur

RN: 20354-26-1 MP (°C): 123

MW: 261.07 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) #) (TPEAA) Comments
5.746E-06 1.500E-03 24 C105 21222
5.746E-06 1.500E-03 25 Mi61 10001
5.746E-06 1.500E-03 25 w314 10001
1688. C,H,C1,05S

Endosulfan

RN: 115-29-7 MP (°C): 209

MW: 406.93 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) O (#) (TPEAA) Comments

7.987E-07 3.250E-04 ns V414 00000
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1689. C,H,C1,0;S

o-Endosulfan

5-Norbornene-2,3-dimethanol, 1,4,5,6,7,7-hexachloro-, cyclic sulfite, endo-

Endosulfan I

Endosulfan A

Hexachloro-5-norbornene-2,3-dimethanol, cyclic sulfite, endo-

Thiodan I

RN: 959-98-8 MP (°C): 109

MW: 406.93 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.253E-06 5.099E-04 20 B300 20112

1.302E-06 5.300E-04 25 WO025 10222

4.030E-07 1.640E-04 ns A069 00002

1.253E-06 5.100E-04 ns V414 00000

1690. C,H,Cl1,0,S

p-Endosulfan

5-Norbornene-2,3-dimethanol, 1,4,5,6,7,7-hexachloro-, cyclic sulfite, exo-

Endosulfan II

Hexachloro-5-norbornene-2,3-dimethanol, cyclic sulfite, exo-

Thiodan II

RN: 33213-65-9 MP (°C): 209

MW: 406.93 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.106E-06 4.501E-04 20 B300 20112

6.881E-07 2.800E-04 25 WO025 10222

1.720E-07 7.000E-05 ns A069 00001

1.106E-06 4.500E-04 ns V414 00000

1691. C,H,I;NO,

2.,4,6-Triiodo-3-acetaminobenzoic acid

Acetrizoic acid

RN: 85-36-9 MP (°C):

MW: 556.87 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.299E-03 1.280E+00 25 L025 10002

3.232E-03 1.800E+00 50 L025 10002

5.387E-03 3.000E+00 100 L025 10002

2.442E-03 1.360E+00 ns HO55 00000
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1692. C,H(N,S

4-Cyanobenzyl isothiocyanate
p-Cyanobenzyl isothiocyanate
Isothiocyanic acid, p-cyanobenzyl ester
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RN: 3694-48-2 MP (°C):

MW: 174.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.200E-04 5.575E-02 25 D014 10001

1693. C,H,0,

Coumarin

Cumarin

1,2-Benzopyrone

2H-1-Benzopyran-2-one

Benzopyran-2-one

Benzopyrone

RN: 91-64-5 MP (°C): 70

MW: 146.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
6.153E-03 8.992E-01 2 D073 11210

8.211E-03 1.200E+400 0 F300 10001

1.298E-02 1.896E+00 20 D073 11211

1.368E-02 2.000E+00 22.5 G301 00000

1.706E-02 2.494E+400 25 1312 00000

1.774E-02 2.593E+00 30 D073 11211

1.847E-02 2.700E+00 30 F300 10001

3.065E-02 4.480E+00 40 D073 11211

4.419E-02 6.458E+00 50 D073 11211

4.756E-02 6.951E+00 60 D073 11211

1.342E-01 1.961E+01 100 1312 00000

1.507E-02 2.203E+00 ns R082 00000

6.842E-04 9.999E-02 It D021 00110 sic
1694. C,H,O,

7-Hydroxycoumarin

Umbelliferone

RN: 93-35-6 MP (°C): 230

MW: 162.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.918E-03 3.110E-01 ns RO82 00000
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1695. C,H,O;

Phthalonic acid

Phthalonsaeure

RN: 528-46-1 MP (°C):

MW: 194.15 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.756E+4+00 5.350E+02 15 F300 10002

1696. C,H,O,

Trimesic acid

1,3,5-Benzenetricarboxylic acid

Benzol-tricarbonsaeure-(1,3,5)

RN: 554-95-0 MP (°C):

MW: 210.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.808E-02 3.800E+00 16 F300 10001

1.252E-01 2.630E+01 23 F300 10002

1697. C,HO4

1,2,3-Benzenetricarboxylic acid

Benzol-tricarbonsaeure-(1,2,3)

Hemimellitic acid

RN: 569-51-7 MP (°C): 223

MW: 210.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
1.456E-01 3.060E+01 19 F300 10002

1698. C,H,O,

Hydrastic acid

Hydrastsaeure

RN: 490-26-6 MP (°C):

MW: 210.14 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.855E-02 6.000E+00 15 F300 10001
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1699. C,H,Cl1,0,

Trichloroethyl salicylate

Benzoic acid, 2-hydroxy-, 2,2,2-trichloroethyl ester
RN: 56529-85-2 MP (°C):

MW: 269.51 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.081E-03 1.100E+00 37 D009 12111 0.IN HCI
1700. C,H,Cl,0,

Silvex

2-(2,4,5-Trichlorophenoxy)propionic acid

Fenoprop

Propionic acid, 2(2,4,5-trichlorophenoxy)-

RN: 93-72-1 MP (°C):  181.6

MW: 269.51 BP (°C): 200

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.630E-04 7.088E-02 24.99 N417 00000

2.634E-04 7.100E-02 25 B164 10111

5.195E-04 1.400E-01 25 B185 00000

6.678E-04 1.800E-01 25 B200 10001

5.195E-04 1.400E-01 25 L024 10002

5.194E-04 1.400E-01 25 MO61 10001

5.195E-04 1.400E-01 25 Mile6l 10002

5.194E-04 1.400E-01 ns B100 00001

5.195E-04 1.400E-01 ns K138 00001

1701. C,H,N

Quinoline

Chinolin

1-Azanaphthalene

Benzopyridine

1-Benzazine

Benzo[b]pyridine

RN: 91-22-5 MP (°C):  -15

MW: 129.16 BP (°C): 237.7

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
4.730E-02 6.110E+00 20 A050 00000

4.913E-02 6.346E+00 20.3 L339 20222

4.968E-02 6.417E+00 40.0 L339 20222

6.337E-02 8.185E+00 64.8 L339 20222

8.136E-02 1.051E+01 80.2 L339 20222

1.063E-01 1.373E+01 100.0 L339 20222
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1702. C,H,NO

4-Hydroxyquinoline

4-Hydroxy-chinolin

4-Quinolinol

RN: 611-36-9 MP (°C): 201

MW: 145.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.307E-02 4.800E+00 15 F300 10001

1703. C,H,NO

5-Hydroxyquinoline

5-Quinolinol

RN: 578-67-6 MP (°C): 223

MW: 145.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.869E-03 4.165E-01 20 A035 10221

2.884E-03 4.187E-01 ns R427 00000

1704. C,H,NO

6-Hydroxyquinoline

6-Quinolinol

RN: 580-16-5 MP (°C): 192

MW: 145.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
6.882E-03 9.990E-01 20 A035 10221

1705. C,H,NO

7-Hydroxyquinoline

7-Quinolinol

RN: 580-20-1 MP (°C):

MW: 145.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.130E-03 4.543E-01 20 A035 10221

3.162E-03 4.590E-01 ns R427 00000
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1706. C,H,NO
8-Hydroxyquinoline
8-Quinolinol

Hydroxybenzopuridine

RN: 148-24-3 MP (°C): 76

MW: 145.16 BP (°C): 267

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.825E-03 5.552B-01 20 A035 10221

4.470E-03 6.489E-01 252 PO24 21112

5.380E-03 7.810E-01 30.3 P024 21112

1707. C,H,NO

Carbostyril

2-Hydroxyquinoline
2-Quinolinol

RN: 59-31-4 MP (°C): 199.0

MW: 145.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.244E-03 1.052E+00 20 C035 10221

1708. C,H,NO

3-Hydroxyquinoline
3-Quinolinol

RN: 580-18-7 MP (°C):

MW:  145.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.050E-03 5.879E-01 20 A035 10221

1709. C,H,NOS

m-Acetylphenyl isothiocyanate
3-Acetylphenyl isothiocyanate

RN: 3125-71-1 MP (°C):

MW:  177.23 BP (°C):
Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

4.700E-05 8.330E-03 25 K032 22011
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1710. C,H,NOS

p-Acetylphenyl isothiocyanate

4-Acetylphenyl isothiocyanate

RN: 2131-57-9 MP (°C):

MW: 177.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
9.500E-05 1.684E-02 25 D019 11111

1711. C,H,NOS

Phenacyl thiocyanate

RN: 5399-30-4 MP (°C):

MW: 177.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.971E-03 3.494E-01 22 1420 00000 pH 6.5
1712. C,H,NO,S

m-Acetoxyphenyl isothiocyanate

Methyl m-isothiocyanobenzoate

RN: 3530-01-6 MP (°C):

MW: 193.23 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.720E-04 5.256E-02 25 K032 22012

7.700E-04 1.488E-01 25 K032 22012

1713. C,H,NO,

2-(Oxalylamino)benzoic acid

Oxanil-carbonsaeure-(2)

Oxanil-o-carboxylic acid

RN: 5651-01-4 MP (°C):

MW: 209.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.259E-03 1.100E+00 10 F300 10001

1714. C,H,N,S

Tricyclazole

Methyl-1,2,4-triazolo(3,4-b)benzothiazole

5-Methyl-1,2 ,4-triazolo[3,4-b]benzothiazole

RN: 41814-78-2 MP (°C): 187.5

MW: 189.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
8.455E-03 1.600E+00 25 MI61 10001
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1715. C,H;N,0,S

Azathioprine

Cytostatics

Imuran

Azatioprin

6-(1-Methyl-p-nitro-5-imidazolyl)-thiopurine

Ccucol

RN: 446-86-6 MP (°C): 2435

MW: 277.27 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.689E-04 1.300E-01 24 NO16 00000

4.472E-04 1.240E-01 25 N063 11112 intrinsic
4.689E-04 1.300E-01 25 NO063 11112

3.607E-05 1.000E-02 ns K444 00000

1716. CyHCl,0,

Dichlorprop

Dichloroprop

a-(2,4-Dichlorophenoxy)propionic acid

RN: 120-36-5 MP (°C):  117.5

MW: 235.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.489E-03 3.500E-01 20 L024 10002

1.489E-03 3.500E-01 20 Mil61 10002

1.490E-03 3.503E-01 24.99 N417 00000

3.527E-03 8.290E-01 25 B164 10112

3.020E-03 7.100E-01 28 B200 10001

1.484E-02 3.488E+00 ns B100 00001

1717. C,HCl1,0,

Methyl (2,4-Dichlorophenoxy)acetate
2.4-Dichorophenoxyacetic acid methyl ester
RN: 5335-03-5 MP (°C):

MW: 235.07 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) 0 (#) (TPEAA) Comments
7.657E-04 1.800E-01 ns B185 00000

5.333E-04 1.254E-01 ns M120 00112
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1718. C,HyCI;NO,S

Captan

N-Trichloromethylthio-4-cyclohexene-1,2-dicarboximide

Vancide 89

Merpan 90

Orthocid-83

Pillarcap

RN: 133-06-2 MP (°C): 178

MW: 300.59 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.660E-06 4.989E-04 20 B179 00000

<1.66E-06 <5.00E-04 20 F311 12221

1.544E-05 4.642E-03 ns H322 00000

1.660E-06 4.989E-04 ns R427 00000

1.663E-06 5.000E-04 It MI161 00000

1719. C,HgN,OS

m-Acetamidophenyl isothiocyanate

3-Acetamidophenyl isothiocyanate

RN: 3137-83-5 MP (°C):

MW: 192.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
2.950E-04 5.671E-02 25 K032 22012

1720. C,HgN, O,

Nifurtoinol

3-(Hydroxymethyl)nitrofurantoin

RN: 1088-92-2 MP (°C):

MW: 268.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.230E-03 3.300E-01 22 B154 11111 0.1M HCI
1721. C,H O

(E)-Cinnamaldehyde

(E)-3-Phenylpropenal;

(2E)-3-Phenyl-2-propenal

(E)-3-Phenylprop-2-enone

(E)-3-Phenylacrolein

(E)-3-Phenylprop-2-enal

RN: 14371-10-9 MP (°C):

MW: 132.16 BP (°C): 250-253

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.400E-02 1.850E-+00 25 D407 10222
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1722. C,H;O

Cinnamaldehyde

3-Phenyl-2-propenal

Phenylacrolein

3-Phenyl-2-propenaldehyde

Zimtaldehyde

RN: 104-55-2 MP (°C):

MW: 132.16 BP (°C): 246

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.020E-02 1.348E+00 25 1019 10122
9.100E-03 1.203E400 37 E028 10111
1723. C,H;0,

trans-Cinnamic acid
trans-3-Phenyl-2-propenoic acid
trans-p-Phenylacrylic acid
(E)-3-Phenyl-2-propenoic acid

RN: 140-10-3 MP (°C): 133

MW: 148.16 BP (°C): 300

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (0] (#) (TPEAA) Comments
1.417E-03 2.100E-01 15 M461 00000
2.700E-03 4.000E-01 18 F300 10000
2.835E-03 4.200E-01 18 MO77 12112
3.010E-03 4.460E-01 25 C090 12222
3.685E-03 5.460E-01 25 MO77 12112
1.552E-03 2.300E-01 25 M461 00000
2.092E-03 3.100E-01 30 M461 00000
5.264E-03 7.800E-01 35 MO77 12112
4.252E-03 6.300E-01 40 M461 00000
7.364E-03 1.091E+00 45 MO077 12112
5.737E-03 8.500E-01 50 M461 00000
1724. C,H;0,

Atropic acid

Atropasaeure

RN: 492-38-6 MP (°C): 106

MW: 148.16 BP (°C):

Solubility Solubility Temp Ref Evaluation
(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments

8.774E-03 1.300E+00 20 F300 10001
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1725. C,H O,

Cinnamic acid

Phenylacrylic acid

3-Phenylpropenoic acid

2-Propenoic acid, 3-phenyl-

RN: 621-82-9 MP (°C): 133

MW: 148.16 BP (°C): 261.9

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.024E-03 2.999E-01 10 M043 10000

3.390E-03 5.023E-01 14.3 D061 10002

2.642E-03 3.914E-01 16.3 D061 10002

2.643E-03 3.916E-01 16.30 B118 10002 unit assumed
1.515E-02 2.245E+00 20 C092 21011 sic
2.699E-03 3.998E-01 20 MO043 10000

3.170E-03 4.697E-01 22 E045 20112

3.260E-03 4.830E-01 23 E045 20112

3.360E-03 4.978E-01 24 E045 20112

3.450E-03 5.112E-01 25 E045 20112

3.850E-03 5.704E-01 25 K040 10212

3.340E-03 4.949E-01 25 L048 12212

3.340E-03 4.949E-01 25 L050 20122

3.540E-03 5.245E-01 26 E045 20112

3.800E-03 5.630E-01 26.4 P043 20112

3.630E-03 5.378E-01 27 E045 20112

4.963E-03 7.353E-01 28 D050 12122

4.688E-03 6.946E-01 30 B118 10002 unit assumed
4.682E-03 6.937E-01 30 D061 10002

4.047E-03 5.996E-01 30 MO043 10000

3.959E-02 5.865E+00 100 MO043 10001

1726. C,H 0,

cis-Cinnamic acid

cis-Zimtsaeure

RN: 102-94-3 MP (°C):

MW: 148.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.657E-02 6.900E+00 18 F300 10001

4.644E-02 6.880E+00 18 MO077 12112 form III, mp 68 C
5.143E-02 7.620E+00 18 MO077 12112 form II, mp 58 C
6.041E-02 8.950E+00 18 MO077 12112 form I, mp 42 C
5.703E-02 8.450E+00 25 MO077 12112 form III, mp 68 C
6.324E-02 9.370E+00 25 MO077 12112 form II, mp 58 C
7.445E-02 1.103E+01 25 MO77 12112 form I, mp 42 C
7.519E-02 1.114E+401 35 MO077 12112 form III, mp 68 C
8.362E-02 1.239E+01 35 MO077 12112 form II, mp 58 C

(continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
9.861E-02 1.461E+01 35 MO077 12112 form I, mp 42 C
9.760E-02 1.446E+01 45 MO077 12112 form III, mp 68 C
1.086E-01 1.609E+01 45 MO77 12112 form II, mp 58 C
1.245E-01 1.845E+01 55 MO077 12112 form III, mp 68 C
1727. C,H 0,4

2-Acetophenone carboxylic acid

Acetophenon-carbonsaeure-(2)

o-Carboxyacetophenone

RN: 577-56-0 MP (°C):

MW: 164.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
2.427E-02 3.984E+00 It H431 00000

1728. C,H;0,

Homophthalic acid

Homophthalsaeure

RN: 89-51-0 MP (°C): 184.5

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
2.542E-02 4.579E+00 It H431 00000

1729. C,H,0,

Caffeic acid

3,4-Dihydroxy-trans-cinnamate

(E)-3-(3,4-Dihydroxyphenyl)-2-propenoic acid

RN: 331-39-5 MP (°C): 196 C

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.053E-03 5.500E-01 15 M461 00000

5.440E-03 9.800E-01 25 M461 00000

6.827E-03 1.230E+00 30 M461 00000

1.132E-02 2.040E+00 40 M461 00000

1.621E-02 2.920E+00 50 M461 00000
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1730. C,H,0,

4-Methylphthalic acid

RN: 4316-23-8 MP (°C): 149

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

2.211E-02 3.984E+00 It H431 00000

1731. C,H,O,

Aspirin

Acetyl-salicylsaeure

Acetylsalicylic acid

RN: 50-78-2 MP (°C): 135

MW: 180.16 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.121E-02 5.623E4+00 4.62 MO053 10110 EFG, 0.1N HC1

1.107E-02 1.995E+00 12.55 MO53 10110 EFG, 0.1IN HC1

3.200E-02 5.765E4+00 14 0019 10012

1.998E-02 3.600E+00 15 E017 10000 EFG

1.388E-02 2.500E+00 15 F300 10001

1.716E-02 3.091E+00 15 HO022 12222

2.109E-02 3.800E+00 20 E017 10000 EFG

1.460E-02 2.630E+00 20.96 MO53 10110 EFG, 0.IN HC1

1.769E-02 3.188E+00 22.5 B422 20222

2.553E-02 4.600E+00 25 EO017 10000 EFG

2.775E-02 5.000E+00 25 S304 12122 form IV

2.131E-02 3.840E+00 25 S304 12122 form I

2.442E-02 4.400E+00 25 S304 12122 form II

1.890E-02 3.405E+00 25.6 G015 10112 pH 1.00, pka 3.62,
intrinsic

2.500E-02 4.504E4+00 30 A065 20221

2.831E-02 5.100E+00 30 EO017 10000 EFG

2.387E-02 4.300E+00 30 G042 11111 0.1N HCI

2.851E-02 5.137E+400 30 H022 12222

2.000E-02 3.603E+00 30 L069 10110 EFG

2.637E-02 4.750E+00 30 S304 12122 form I

3.275E-02 5.900E+00 30 S304 12122 form IV

3.108E-02 5.600E+00 30 S304 12122 form IT

3.275E-02 5.900E+00 35 EO017 10000 EFG

2.942E-02 5.300E+00 37 D009 12111 0.IN HC1

3.219E-02 5.800E+00 37 G042 11111 0.1N HCI

3.641E-02 6.560E+00 37 G430 00000 pH 4.5

3.569E-02 6.430E+00 37 K086 10002

3.031E-02 5.460E+00 37 MI115 22112

4.052E-02 7.300E+00 37 S304 12122 form II

3.830E-02 6.900E+00 37 S304 12122 form I

4.218E-02 7.600E+00 37 S304 12122 form IV

3.441E-02 6.200E+00 37 Y421 00000

(continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.830E-02 6.900E+00 40 EO017 10000 EFG
4.385E-02 7.900E+00 40 S304 12122 form II
4.218E-02 7.600E4+00 40 S304 12122 form I
4.607E-02 8.300E+00 40 S304 12122 form IV
4.662E-02 8.400E+00 45 EO017 10000 EFG
4.274E-02 7.700E+00 45 G042 11111 0.IN HC1
5.551E-02 1.000E+01 49.42 MO53 10110 EFG, 0.1N HC1
4.940E-02 8.900E+00 50 G042 11111 0.IN HC1
6.829E-02 1.230E+01 60.17 MO053 10110 EFG, 0.1N HC1
1.848E-02 3.330E+00 ns K444 00000

1.551E-02 2.795E+00 It R431 00000 Average
1732. C,H,ClO,

DL-2-(2-Chlorophenoxy)propionic acid

2-(o-Chlorophenoxy)propionic acid

3-CP

RN: 76466-16-5 MP (°C): 113

MW: 200.62 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.974E-03 1.199E+00 2 B200 10001

9.726E-02 1.951E+01 100 B200 10002

1733. C,H,Cl0O,

DL-2-(4-Chlorophenoxy)propionic acid

RN: 3307-39-9 MP (°C):

MW: 200.62 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
7.352E-03 1.475E+00 25 B164 10112

7.352E-03 1.475E+00 25 B185 00000

1734. C,H,C10,

(4-Chloro-2-methylphenoxy)acetic acid

MCPA

RN: 94-74-6 MP (°C): 120.0

MW: 200.62 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.138E-03 6.296E-01 20 MO61 10001

5.852E-03 1.174E400 25 B164 10112

5.852E-03 1.174E+00 25 B185 00000

7.975E-03 1.600E+00 25 B185 00000

(continued)
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1734. C,H,ClO; (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) #) (TPEAA) Comments
4.979E-03 9.990E-01 ns B100 00000

3.190E-03 6.400E-01 ns B185 00000

4.112E-03 8.250E-01 ns L024 00002

4.112E-03 8.250E-01 rt Mi61 00002

1735. C,H,C1,NO

Propanil

3’4’-Dichloropropionanilide

DPA

RN: 709-98-8 MP (°C): 85

MW: 218.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.961E-04 1.300E-01 20 F311 12221

2.293E-03 5.000E-01 ns B185 00000

2.292E-03 4.998E-01 ns B200 00000

2.293E-03 5.000E-01 ns H042 00002

1.032E-03 2.250E-01 It Mil61 00002

1736. C,H,C1,NO,

Dichlormate

3,4-Dichlorobenzyl N-methylcarbamate

Romate

RN: 1966-58-1 MP (°C): 52

MW: 234.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) ((®) (#) (TPEAA) Comments
7.262E-04 1.700E-01 25 B200 10002

1737. C,H,C1,NO,

UC 22463

Sirmate 4E

Rowmate

Sirmate

RN: 62046-37-1 MP (°C): 52

MW: 234.08 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
7.262E-04 1.700E-01 ns HO042 00002
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1738. C,H,I,NO;
L-3,5-Diiodotyrosine
3,5-Diiodo-L-tyrosine
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DIT

RN: 300-39-0 MP (°C): 213

MW: 432.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.431E-03 6.196E-01 25 D041 10001

1739. C,H,I,NO;

3,5-Diiodotyrosine

3,5-Diiod-DL-tyrosin

DL-Thyronin

RN: 66-02-4 MP (°C): 204

MW: 432.99 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.039E-03 4.500E-01 15 F300 10001

7.850E-04 3.399E-01 25 D041 10001

1.386E-03 6.000E-01 25 F300 10000

1.316E-02 5.700E-+00 75 F300 10001

1740. C,HyN

Skatole

3-Methyl-indol

3-Methylindole

RN: 83-34-1 MP (°C): 95

MW: 131.18 BP (°C): 265.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
3.430E-03 4.500E-01 16 F300 10000

1741. C,H,NOS

m-Ethoxyphenyl isothiocyanate

3-Ethoxyphenyl isothiocyanate

RN: 3701-44-8 MP (°C):

MW: 179.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
3.800E-04 6.811E-02 25 K032 22012
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1742. C,H,NOS

p-Ethoxyphenyl isothiocyanate

4-Ethoxyphenyl isothiocyanate

RN: 25687-50-7 MP (°C):

MW: 179.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.500E-05 9.858E-03 25 D019 11111

1743. C,H,NO,

p-Acetamidobenzaldehyde

Acetamide, N-(4-formylphenyl)-

Acetanilide, 4-formyl-

Micotiazone

RN: 122-85-0 MP (°C):

MW: 163.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.990E-02 3.247E+00 25 D044 00000

1744. C,H,NO;

Hippuric acid

Hippursaeure

N-Benzoylglycine

Benzoylaminoacetic acid

RN: 495-69-2 MP (°C): 187

MW: 179.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.836E-02 3.289E+00 20 D041 10001

2.177E-02 3.900E+00 20 F300 10001

2.050E-02 3.673E+00 25 B028 10002

2.048E-02 3.670E+00 25 K053 22222

2.095E-02 3.754E+00 25 L048 12212

2.095E-02 3.754E+00 25 L050 20122

2.048E-02 3.670E+00 25.1 NO026 00000

3.320E-02 5.949E+400 38 B028 10002

2.334E-02 4.182E+00 t D021 00111
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1745. C,HyNO;
Acetamide, 2-(benzoyloxy)-
Glycolamide, benzoate
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RN: 64649-43-0 MP (°C): 121

MW: 179.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
2.288E-02 4.100E+00 22 B427 10011 in 0.01M HCl
2.288E-02 4.100E+00 22 N317 11212

1746. C,LH)NO,

Benzadox

((Benzoylamino)oxy)acetic acid

Topcide

RN: 5251-93-4 MP (°C):

MW: 195.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
8.069E-02 1.575E+01 ns B100 00001

1747. C,H NS

p-Methylbenzyl isothiocyanate

4-Methylbenzyl isothiocyanate

RN: 3694-46-0 MP (°C):

MW: 163.24 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
1.600E-04 2.612E-02 25 D014 10001

1748. C,H,N;0S

Benzthiazuron

Benzothiazol-2-yl-3-methylurea

N-2-Benzothiazolyl-N-methylurea

Gatnon

RN: 1929-88-0 MP (°C):

MW: 207.26 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
5.790E-05 1.200E-02 20 MI61 10001
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1749. C,H,N,0,

Carbendazim

1H-Benzimidazol-2-ylcarbamic acid methyl ester

RN: 10605-21-7 MP (°C): 302

MW: 191.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

3.034E-05 5.800E-03 20 A064 10111

3.034E-05 5.800E-03 20 Mi161 10001 pH7

1750. C,HyN;0,S,

Sulfathiazole

Sulphathiazole

N1-2-Thiazolyl-

4-Amino-N-2-thiazolyl-

RN: 72-14-0 MP (°C): 202

MW: 255.32 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.410E-03 3.600E-01 16 H114 10001

1.743E-03 4.450E-01 20 F073 12222

1.958E-03 5.000E-01 20 F074 10002

4.426E-03 1.130E+00 20 K028 21212 pH 7.3, form I

1.414E-03 3.610E-01 20 K028 21212 pH 3.8, form II

2.460E-03 6.280E-01 20 K028 21212 pH 7.3, form II

2.483E-03 6.340E-01 20 K028 21212 pH 3.8, form I

1.347E-03 3.439E-01 20 L058 10111

2.482E-03 6.336E-01 20 MO042 10002 pH 3.8, form I, mp
200-202 C

1.413E-03 3.609E-01 20 MO042 10002 pH 3.8, form II, mp

175 C

1.305E-03 3.332E-01 25 F415 00000 Average

1.461E-03 3.730E-01 25 HO005 10122 average of 4

1.821E-03 4.650E-01 25 K096 12222 o form

3.290E-03 8.400E-01 25 K096 12222 p form

1.796E-03 4.586E-01 25 M440 00000

1.966E-03 5.020E-01 26 C102 20222

2.350E-03 6.000E-01 26 L052 10000

2.270E-03 5.796E-01 30 HO18 00000

4.308E-03 1.100E+00 30 K096 12222 p form

2.327E-03 5.940E-01 30 K096 12222 o form

2.544E-03 6.496E-01 30 MO046 10001

4.460E-03 1.139E+00 30.0 HO10 22112

3.564E-03 9.100E-01 35 H114 10001

3.094E-03 7.900E-01 35 K096 12222 o form

5.354E-03 1.367E+00 35 K096 12222 B form

3.760E-03 9.600E-01 37 C102 20222

3.564E-03 9.100E-01 37 D084 10101

3.678E-03 9.391E-01 37 F072 10002

(continued)
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1750. C,Hy,N;0,S, (continued)
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Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] #) (TPEAA) Comments
3.686E-03 9.411E-01 37 FO75 10222

3.443E-03 8.790E-01 37 K091 10002

2.560E-03 6.536E-01 37 K095 20002 intrinsic
3.838E-03 9.800E-01 37 L091 10001 pHS5.S5
3.721E-03 9.500E-01 37 MO57 10002 pHS5.5
3.799E-03 9.700E-01 37 RO44 00000

3.756E-03 9.591E-01 37.50 M142 10001

3.603E-03 9.200E-01 38 K006 10002

6.619E-03 1.690E+00 40 K096 12222 p form
4.073E-03 1.040E+00 40 K096 12222 o form
8.284E-03 2.115E+00 45 K096 12222 p form
5.288E-03 1.350E+00 45 K096 12222 o form
6.592E-03 1.683E+00 49 K096 12222 o form
9.964E-03 2.544E+00 49 K096 12222 p form
1.683E-03 4.298E-01 ns L044 00002

3.467E-03 8.853E-01 ns R427 00000

1.918E-03 4.898E-01 rt NO15 00222

1751. C,H,,

Indan

2,3-Dihydroindene

Hydrindane

1H-Indene, 2,3-dihydro-

Hydrindene

RN: 496-11-7 MP (°C): 514

MW: 118.18 BP (°C): 176.5

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.232E-04 1.091E-01 25 MOo64 11222

7.522E-04 8.890E-02 25 PO51 21122

9.232E-04 1.091E-01 ns M344 00002

1752. C,H,,

o-Methylstyrene

2-Phenyl-1-propene

Isopropenylbenzene

2-Phenylpropene

p-Phenylpropene

RN: 98-83-9 MP (°C): -24.0

MW: 118.18 BP (°C): 167.0

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
9.772E-04 1.155E-01 ns D001 00002
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1753. C,H,,BrCIN,0,

Chlorbromuron

3-(4-Bromo-3-chlorophenyl)-1-methoxy-1-methylurea
N’-(4-Bromo-3-chlorophenyl)-N-methoxy-N-methylurea

Maloran

RN: 13360-45-7 MP (°C):

MW: 293.55 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
1.202E-04 3.529E-02 20 B179 00000

1.192E-04 3.500E-02 20 Ml61 10001

1.703E-04 5.000E-02 ns B200 00001

1.703E-04 5.000E-02 ns G036 00001

1754. C,H,,CL,N,0

Diuron

1,1-Dimethyl-3-(3,4-dichlorophenyl)urea

3-(3,4-Dichlorophenyl)-1,1-dimethylurea

RN: 330-54-1 MP (°C): 158

MW: 233.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (°O) (#) (TPEAA) Comments
1.820E-04 4.242E-02 20 B179 00000

9.438E-05 2.200E-02 20 E048 12111

1.716E-04 4.000E-02 25 A039 11002

1.802E-04 4.200E-02 25 B185 00000

1.802E-04 4.200E-02 25 B200 10001

1.802E-04 4.200E-02 25 G036 10001

1.802E-04 4.200E-02 25 G099 10010

1.600E-04 3.730E-02 25 HO073 21122

1.802E-04 4.200E-02 25 MO61 10001

1.802E-04 4.200E-02 25 M161 10001

1.802E-04 4.200E-02 25 N333 00000

1.716E-04 4.000E-02 ns B160 00001

1.802E-04 4.200E-02 ns HO042 00001

1.000E+02 2.331E+04 ns H342 00000 EFG, sic
1.802E-04 4.200E-02 ns K007 00001

1.995E-04 4.651E-02 ns M163 00000 EFG
1.802E-04 4.200E-02 ns V414 00000

175s. C,H,,CLIN,0,

Linuron

3-(3,4-Dichlorophenyl)-1-methoxy-1-methylurea

RN: 330-55-2 MP (°C): 93

MW: 249.10 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) °O) (#) (TPEAA) Comments
3.020E-04 7.523E-02 20 B179 00000

3.011E-04 7.500E-02 25 BI85 00000

(continued)
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1755. Cy,H,,CLLN,0, (continued)

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
3.011E-04 7.500E-02 25 B200 10001

3.011E-04 7.500E-02 25 Mo61 10001

3.011E-04 7.500E-02 25 Milel 10001

3.252E-04 8.100E-02 25 M162 11001

3.011E-04 7.500E-02 ns K007 00001

1756. C,H,,CL,0

2,4-Dichloro-6-propyl-phenol
RN: 91399-12-1 MP (°C):

MW:  205.09 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
4.900E-04 1.005E-01 25 B316 00000

1757. C,H,,C1,0,PS

Trichlormetafos-3
O-Methyl O-ethyl O-2,4,5-trichlorophenyl thiophosphate
RN: 2633-54-7 MP (°C):

MW: 335.58 BP (°C): 127

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
<1.19E-04 <4.00E-02 ns MO61 00000

1758. C,H,,NO,

2-0x0-5-indolinyl acetate
5-Acetoxy-2-oxindole
RN: 74973-14-1 MP (°C):

MW: 180.18 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) O (#) (TPEAA) Comments
2.900E-02 5.225E4+00 25 A066 10111

1759. C,H,,NO,PS

Cyanophos

Dimethyl O-(p-cyanophenyl) phosphorothioate

Ciafos

CYAP

RN: 2636-26-2 MP (°C): 14.5

MW: 243.22 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments

1.891E-04 4.600E-02 30 Mil61 10001
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1760. C,H,,N,0,

Phenacemide

Phenylacetyl urea

RN: 63-98-9 MP (°C): 215

MW: 178.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.021E-03 1.820E-01 ns B404 02110

1761. C,H,,N,0,

p-Nitroacetotoluide

4-Nitroacetotoluide

RN: MP (°C):

MW: 194.19 BP (°C):

Solubility Solubility Temp Ref Evaluation

(Moles/L) (Grams/L) (O] (#) (TPEAA) Comments
1.133E-02 2.200E+00 It F043 00211

1762. C,H,,N,0,

p-Ureidophenyl acetate

4-Ureidophe