
Appendix A
Table 5 - Physical and Toxicological Properties

A. Organic Regulated Substances

TF TF
Regulated Aqueous Aqueous Vol from Vol from Organic Boiling Degradation
Substance CAS Koc VOC? Sol Sol Surface SubSurface Liquid Point Coefficient

(mg/L) Reference1 Soil Soil (degrees C) (K)(yr-1)
ACENAPHTHENE 83-32-9 0.06 I 0.06 Ir 4900 3.8 1,5,6 279 1.24
ACENAPHTHYLENE 208-96-8 0.06 S 0.06 S 4500 16.1 5,6,7 280 2.11
ACEPHATE 30560-19-1 0.004 0.0087 3 818000 6
ACETALDEHYDE 75-07-0 0.0077 Ir 0.0026 I 0.0077 I 4.1 X 1000000 1 13100 15100 X 20
ACETONE 67-64-1 0.1 I 8.86 D 0.31 X 1000000 1 13100 15000 X 56 18.07
ACETONITRILE 75-05-8 0.017 I 0.5 X 1000000 1 13100 15000 X 82 4.50
ACETOPHENONE 98-86-2 0.1 I 0.1 Ir 170 5500 1 X 203
ACETYLAMINOFLUORENE, 2- (2AAF) 53-96-3 3.8 C 3.8 C 1600 10.13 7 303 0.69
ACROLEIN 107-02-8 0.02 H I 0.56 X 208000 1,2,4 13100 15100 X 53 4.50
ACRYLAMIDE 79-06-1 0.0002 I 4.5 Ir 0.0002 Ir 4.55 I 25 X 2151000 4 X 192.6
ACRYLIC ACID 79-10-7 0.5 I 0.000286 I 29 X 1000000 2 13000 14900 X 141 1.39
ACRYLONITRILE 107-13-1 0.001 H 0.54 I 0.000571 I 0.238 I 11 X 73500 1 13100 15100 X 77 5.50
ALACHLOR 15972-60-8 0.01 I 0.08 H 0.01 0.08 Hr 110 140 2 100
ALDICARB 116-06-3 0.001 I 0.001 Ir 22 6000 2 287 0.40
ALDRIN 309-00-2 0.00003 I 17 I 0.00003 Ir 17.15 I 48000 0.02 4,5,6 145 0.22
ALLYL ALCOHOL 107-18-6 0.005 I 0.005 Ir 3.2 X 1000000 2 13100 15000 X 97 18.07
AMINOBIPHENYL, 4- 92-67-1 21 C 21 C 110 1200 5 302 18.07
AMITROLE 61-82-5 0.94 C 0.945 C 120 280000 4 200 0.69
AMMONIA 7664-41-7 0.97 H 0.0286 I 3 X 310000 2,5,7 13100 15000 X -33.3
AMMONIUM SULFAMATE 7773-06-0 0.2 I 0.2 3 2160000 10 200
ANILINE 62-53-3 0.007 N 0.0057 I 0.000286 I 0.0056 C 190 X 33800 1 13000 14900 X 184
ANTHRACENE 120-12-7 0.3 I 0.3 21000 0.066 1,5,6,7,8,9 340 0.28
ATRAZINE 1912-24-9 0.035 I 0.222 H 0.035 0.222 Hr 130 70 2,4,5 200
BAYGON     (PROPOXUR) 114-26-1 0.004 I 0.004 31 2000 2,4,5 decomp. 4.50
BENOMYL 17804-35-2 0.05 I 1,900 2 5
BENTAZON 25057-89-0 0.03 I 13 500 2
BENZENE 71-43-2 0.003 N 0.029 I 0.0017 N 0.027 I 58 X 1780.5 1,2,3,4 13100 15000 X 81 0.35
BENZIDINE 92-87-5 0.003 I 230 I 0.003 230 I 530,000 520 1,2,4 400 15.81
BENZO[A]ANTHRACENE 56-55-3 0.73 N 0.31 T 350000 0.011 1,5,6 438 0.19
BENZO[A]PYRENE 50-32-8 7.3 I 3.1 N 910000 0.0038 1,5,6 495 0.24
BENZO[B]FLUORANTHENE 205-99-2 0.73 N 0.31 T 550000 0.0012 5,6,7 357 0.21
BENZO[GHI]PERYLENE 191-24-2 0.06 S 0.06 S 2800000 0.00026 1,5,6 500 0.19
BENZO[K]FLUORANTHENE 207-08-9 0.073 N 0.06 0.031 T 4400000 0.00055 5,6,7 480 0.06
BENZOIC ACID 65-85-0 4 I 4 Ir 32 2700 2,3,4,5 249
BENZOTRICHLORIDE 98-07-7 13 I 920 53 1,5,13 X 220.8 121413.60
BENZYL ALCOHOL 100-51-6 0.3 H 0.3 Hr 100 40000  1,2,3 X 205
BENZYL CHLORIDE 100-44-7 0.17 I 0.1715 C 190 X 493 1 13000 15000 X 179 20.90
BHC, ALPHA 319-84-6 0.008 D 6.3 I 0.0006 S 6.3 I 1800 1.7 4,5,6,7 288 0.94
BHC, BETA- 319-85-7 0.0006 D 1.8 I 0.0006 Dr 1.855 I 2300 0.1 6 60 1.02
BHC, DELTA- 319-86-8 0.0006 S 0.0006 S 1900 8 6 60 1.26
BHC, GAMMA  (LINDANE) 58-89-9 0.0003 I 1.3 H 0.0003 Ir 1.085 C 1400 7.3  4,5,6 323 1.05
BIPHENYL, 1,1- 92-52-4 0.05 I 0.05 Ir 1,700 7.2 1 255 18.07
BIS(2-CHLOROETHYL)ETHER 111-44-4 1.1 I 1.155 I 76 X 10200  1,4,5 13000 14900 X 179 0.69
BIS(2-CHLORO-ISOPROPYL)ETHER 108-60-1 0.04 I 0.07 H 0.04 Ir 0.035 H 62 X 1700 5 13000 14900 X 189 0.69
BIS(CHLOROMETHYL)ETHER 542-88-1 220 I 217 I 16 X 22000 6 13100 15100 X 105 57270.57
BIS[2-ETHYLHEXYL] PHTHALATE 117-81-7 0.02 I 0.014 I 0.02 Ir 0.014 N 87000 0.285  4,5,6 X 384 0.65
BISPHENOL A 80-05-7 0.05 I 1,500 120 4 220 0.69
BROMACIL 314-40-9 0.1 M 58 815 2
BROMOCHLOROMETHANE 74-97-5 0.01 M 27 X 16700 4 13100 15000 X 68
BROMODICHLOROMETHANE 75-27-4 0.02 I 0.062 I 0.02 Ir 0.1295 C 93 X 4500 6 13100 15000 X 87
BROMOMETHANE 74-83-9 0.0014 I 0.0014 I 170 X 17500 2 13100 15000 X 4 6.66
BROMOXYNIL 1689-84-5 0.02 I 300 130 2
BROMOXYNIL OCTANOATE 1689-99-2 0.02 I 18,000 0.08 12 5.75
BUTADIENE, 1,3- 106-99-0 3.4 C 0.98 I 120 735 1 -4.5 4.50
BUTYL ALCOHOL, N- 71-36-3 0.1 I 0.1 Ir 3.2 X 74000 1 13000 14900 X 118 4.68
BUTYLATE 2008-41-5 0.05 I 540 X 45 2 13200 15200 X 138
BUTYLBENZENE, N- 104-51-8 0.04 N 2,500 X 15 1,6,7 13100 15100 X 183.1
BUTYLBENZENE, SEC- 135-98-8 0.04 N 890 X 17 1,6,7 13100 15000 X 173.5
BUTYLBENZENE, TERT- 98-06-6 0.04 N 680 X 30 1,6,7 13100 15000 X 169
BUTYLBENZYL PHTHALATE 85-68-7 0.2 I 0.2 Ir 34000 2.69  4,5,6 X 370 1.39
CAPTAN 133-06-2 0.13 I 0.0035 H 0.13 Ir 0.00231 C 200 0.5 4 259 589.39
CARBARYL 63-25-2 0.1 I 0.1 Ir 190 120  2,4,5 315 4.22
CARBAZOLE 86-74-8 0.02 H 2,500 1.2 1,5,6 355
CARBOFURAN 1563-66-2 0.005 I 0.005 Ir 43 700 2 200
CARBON DISULFIDE 75-15-0 0.1 I 0.2 I 300 X 2100  1,2,3 13100 15100 X 46
CARBON TETRACHLORIDE 56-23-5 0.0007 I 0.13 I 0.00057 N 0.0525 I 160 X 795  1,2,3 13100 15000 X 77 0.07
CARBOXIN 5234-68-4 0.1 I 260 170 5,6,8
CHLORAMBEN 133-90-4 0.015 I 0.015 Ir 20 700 2 210

RfDo
(mg/kg-d)

CSFo
(mg/kg-d)-1

RfDi
(mg/kg-d)

CSFi
(mg/kg-d)-1

1 Aqueous solubility references are keyed to the numbered list found at 250.304(f). Where there are multiple sources cited, the table value is the median of the values in the individual references.
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Regulated Aqueous Aqueous Vol from Vol from Organic Boiling Degradation
Substance CAS Koc VOC? Sol Sol Surface SubSurface Liquid Point Coefficient
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CHLORDANE 57-74-9 0.0005 I 0.35 I 0.0002 I 0.35 I 98000 0.056  4,5,7 175 0.091
CHLORO-1,1-DIFLUOROETHANE, 1- 75-68-3 14.3 I 22 1400 4 -9.2
CHLORO-1-PROPENE, 3- (ALLYL CHLORIDE) 107-05-1 0.000286 Ir 0.021 C 0.000286 I 0.021 C 48 X 3300  1,3,5,7,10 13100 15000 X 45 18.07
CHLOROACETOPHENONE, 2- 532-27-4 0.00000857 Ir 0.00000857 I 76 1100 3 247 4.50
CHLOROANILINE, P- 106-47-8 0.004 I 0.004 Ir 460 3900 1 232
CHLOROBENZENE 108-90-7 0.02 I 0.00571 H 200 X 490 3 X 132 0.84
CHLOROBENZILATE 510-15-6 0.02 I 0.27 H 0.02 Ir 0.273 H 2600 13 4 X 415 3.60
CHLOROBUTANE, 1- 109-69-3 0.4 H 580 X 680 1,2,3,4 13200 15000 X 78.5
CHLORODIBROMOMETHANE 124-48-1 0.02 I 0.084 I 0.02 Ir 0.0945 C 83 X 4200  4,6,7,9 13100 15100 X 116 1.39
CHLORODIFLUOROMETHANE 75-45-6 14 I 59 X 2899 4 13200 15000 -40.8
CHLOROETHANE 75-00-3 0.4 Ir 0.0029 N 2.86 I 42 X 5700 1 13100 15000 X 12 4.50
CHLOROFORM 67-66-3 0.01 I 0.0061 I 0.00009 N 0.0805 I 56 X 8000  1,2,3 13100 15000 X 61 0.01
CHLORONAPHTHALENE, 2- 91-58-7 0.08 I 0.08 Ir 8500 11.7 1 256
CHLORONITROBENZENE, P- 100-00-5 0.018 H 480 220 1 242
CHLOROPHENOL, 2- 95-57-8 0.005 I 0.005 Ir 400 X 24000  1,3,4 12900 14900 X 175
CHLOROPRENE 126-99-8 0.02 H 0.002 H 50 X 1736 9 13100 15000 X 59 0.69
CHLOROPROPANE, 2- 75-29-6 0.0286 H 260 X 3100 1,3,5 13200 15000 X 47.2
CHLOROTHALONIL 1897-45-6 0.015 I 0.011 H 0.0031 C 980 0.6 2 350
CHLOROTOLUENE, O- 95-49-8 0.02 I 760 X 422 14,15 13100 15000 X 158.97
CHLORPYRIFOS 2921-88-2 0.003 I 0.003 Ir 4600 1.12  2,4,6,7 200
CHLORSULFURON 64902-72-3 0.05 I 11 192 2,5,6,8,9 152
CHLORTHAL-DIMETHYL     (DACTHAL)     (DCPA) 1861-32-1 0.01 I 6,500 0.5 2,5,7 360 1.37
CHRYSENE 218-01-9 0.0073 N 0.0031 T 490000 0.0019 1 448 0.126
CRESOL(S) 1319-77-3 0.005 S 25 X 20000 2 13000 14900 X 139 5.16
CRESOL, 0- (METHYLPHENOL, 2-) 95-48-7 0.05 I 97 X 2500 3,5,6 12900 14800 X 191 18.07
CRESOL, M (METHYLPHENOL, 3-) 108-39-4 0.05 I 35 2500 2 X 202 5.16
CRESOL, P (METHYLPHENOL, 4-) 106-44-5 0.005 H 49 22000 6 202 9.03
CRESOL, P-CHLORO-M- 59-50-7 0.005 S 780 3846 2 235
CROTONALDEHYDE 4170-30-3 1.9 S 1.9 Sr 5.6 X 180000 3 X 104 18.07
CROTONALDEHYDE, TRANS- 123-73-9 1.9 H 1.9 Hr 6.1 X 156000 1 13100 15100 X 104 18.07
CUMENE 98-82-8 0.1 I 0.11 I 2800 X 50 1,5,6 13100 15100 X 152 15.81
CYCLOHEXANONE 108-94-1 5 I 5 Ir 66 X 36500  1,2,4,5 13000 14900 X 157
CYFLUTHRIN 68359-37-5 0.025 I 130,000 X 0.001 2 13000 15000 X
CYROMAZINE 66215-27-8 0.0075 I 1,200 11000 12 222
DDD, 4,4'- 72-54-8 0.24 I 0.2415 C 44000 0.16 5,6,7 193 0.02
DDE, 4,4'- 72-55-9 0.34 I 0.34 C 87000 0.04 5 348 0.02
DDT, 4,4'- 50-29-3 0.0005 I 0.34 I 0.0005 Ir 0.34 I 240000 0.0055 5,6,7 260 0.02
DI(2-ETHYLHEXYL)ADIPATE 103-23-1 0.6 I 0.0012 I 47,000,000 200 5 13000 14900 X 214 4.50
DIALLATE 2303-16-4 0.061 H 0.061 Hr 190 X 40  2,4,6,8 12900 14900 X 150 1.39
DIAMINOTOLUENE, 2,4- 95-80-7 3.2 H 4 C 36 7470 4 292 0.69
DIAZINON 333-41-5 0.0009 H 0.0009 Hr 500 50  2,4,6,8 306
DIBENZO[A,H]ANTHRACENE 53-70-3 7.3 N 3.1 T 1800000 0.0006 1,5,6 524 0.13
DIBROMO-3-CHLOROPROPANE, 1,2- 96-12-8 0.0000571 Ir 1.4 H 0.0000571 I 0.00242 H 140 X 1000 4 13000 15000 X 196 0.69
DIBROMOBENZENE, 1,4- 106-37-6 0.01 I 1,600 20 1 220.4
DIBROMOETHANE, 1,2- (ETHYLENE DIBROMIDE) 106-93-4 0.0000571 Hr 85 I 0.0000571 H 0.77 I 54 X 4150  1,2,3,5 13100 15100 X 131 2.11
DIBROMOMETHANE 74-95-3 0.01 H 0.01 Hr 110 X 11400 1 13100 15100 X 96 4.50
DIBUTYL PHTHALATE, N- 84-74-2 0.1 I 0.1 Ir 1600 400  1,2,3 X 340 11.00
DICHLORO-2-BUTENE, 1,4- 764-41-0 9.3 H 180 850 9 156
DICHLOROBENZENE, 1,2- 95-50-1 0.09 I 0.0571 H 350 X 147  1,4,5,6,7 13100 15100 X 180 0.69
DICHLOROBENZENE, 1,3- 541-73-1 0.03 N 360 X 106 1 13100 15100 X 173 0.69
DICHLOROBENZENE, P- 106-46-7 0.03 N 0.024 H 0.229 I 0.022 N 510 82.9 1 174 0.69
DICHLOROBENZIDINE, 3,3'- 91-94-1 0.45 I 1.19 C 22000 3.11  4,5,6 368 0.69
DICHLORODIFLUOROMETHANE (FREON 12) 75-71-8 0.2 I 0.0571 H 360 X 280 1 13200 15000 X -30 0.69
DICHLOROETHANE, 1,1- 75-34-3 0.1 H 0.0057 C 0.143 H 0.0056 C 52 X 5000 2 13100 15000 X 57 0.16
DICHLOROETHANE, 1,2- 107-06-2 0.03 N 0.091 I 0.23 D 0.091 I 38 X 8412  1,2,3,4 13100 15000 X 83 0.69
DICHLOROETHYLENE, 1,1- 75-35-4 0.009 I 0.6 I 0.009 Ir 0.175 I 65 X 2500  1,4,5 13100 15000 X 32 0.19
DICHLOROETHYLENE, CIS-1,2- 156-59-2 0.01 I 0.01 Ir 49 X 3500 1 13100 15000 X 60 0.01
DICHLOROETHYLENE, TRANS-1,2- 156-60-5 0.02 I 0.02 Ir 47 X 6300 1 13100 15000 X 48 0.01
DICHLOROMETHANE (METHYLENE CHLORIDE) 75-09-2 0.06 I 0.0075 I 0.857 H 0.00165 I 16 X 20000  1,2,3 13100 15000 X 40 4.50
DICHLOROPHENOL, 2,4- 120-83-2 0.003 I 0.003 Ir 160 4500 1 210 5.88
DICHLOROPHENOXYACETIC ACID, 2,4- (2,4-D) 94-75-7 0.01 I 0.01 Ir 59 677  4,5,6,7,10 215 1.39
DICHLOROPROPANE, 1,2- 78-87-5 0.09 D 0.068 H 0.0011 I 0.036 C 47 X 2700  1,3,4 13100 15000 X 96 0.10
DICHLOROPROPENE, 1,3- 542-75-6 0.03 I 0.1 I 0.0057 I 0.014 I 27 X 2700 6 13100 15000 X 108 22.38
DICHLOROPROPIONIC ACID (DALAPON), 2,2- 75-99-0 0.03 I 0.03 Ir 62 X 500000 5 13000 14900 X 190 2.11
DICHLORVOS 62-73-7 0.0005 I 0.29 I 0.000143 I 0.291 C 50 10000  2,4,5 140
DICYCLOPENTADIENE 77-73-6 0.03 H 0.0000571 H 810 X 40 5 X 167
DIELDRIN 60-57-1 0.00005 I 16 I 0.00005 Ir 16.1 I 11000 0.17 4,5,6 X 385 0.12
DIETHYL PHTHALATE 84-66-2 0.8 I 0.8 Ir 81 1080  4,5,6 X 298 2.25

1 Aqueous solubility references are keyed to the numbered list found at 250.304(f). Where there are multiple sources cited, the table value is the median of the values in the individual references.
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DIFLUBENZURON 35367-38-5 0.02 I 1,000 0.2 2 201
DIMETHOATE 60-51-5 0.0002 I 0.0002 Ir 110 25000 4 200 2.26
DIMETHOXYBENZIDINE, 3,3- 119-90-4 0.014 H 1,300 60 9 331 0.69
DIMETHYLAMINOAZOBENZENE, P- 60-11-7 4.6 C 4.55 C 1000 13.6 7 200 4.50
DIMETHYLANILINE, N,N- 121-69-7 0.002 I 180 X 1200 5,6,7,9 13000 14900 X 192 0.69
DIMETHYLBENZIDINE, 3,3- 119-93-7 9.2 H 9.2 Hr 22,000 1300 10 X 300 18.07
DIMETHYLPHENOL, 2,4- 105-67-9 0.02 I 0.02 Ir 130 7869  1,4,6,7 X 211 18.07
DINITROBENZENE, 1,3- 99-65-0 0.0001 I 0.0001 Ir 150 523 3,5,6,7 300 0.69
DINITROPHENOL, 2,4- 51-28-5 0.002 I 0.002 Ir 0.79 5600  2,4,5,6,7 0.48
DINITROTOLUENE, 2,4- 121-14-2 0.002 I 0.31 C 0.002 Ir 0.31 C 51 270  4,5,6 300 0.69
DINITROTOLUENE, 2,6- (2,6-DNT) 606-20-2 0.001 H 0.001 Hr 74 200 6 300 0.69
DINOSEB 88-85-7 0.001 I 0.001 Ir 120 50 5 223 1.03
DIOXANE, 1,4- 123-91-1 0.011 I 0.027 C 7.8 X 1000000 5 13000 14900 X 101 0.69
DIPHENAMID 957-51-7 0.03 I 200 260 5 210
DIPHENYLAMINE 122-39-4 0.025 I 0.025 Ir 190 300 3 302 4.50
DIPHENYLHYDRAZINE, 1,2- 122-66-7 0.8 I 0.77 I 660 0.252 6 309 0.69
DIQUAT 85-00-7 0.0022 I 0.0022 Ir 2.6 700000 5 355
DISULFOTON 298-04-4 0.00004 I 0.00004 Ir 1000 X 25  4,5,6 13400 15400 X 133 6.02
DIURON 330-54-1 0.002 I 0.002 Ir 300 42  2,4,5
ENDOSULFAN 115-29-7 0.006 I 0.006 Ir 2,000 0.48 4 106 2.78
ENDOSULFAN I (ALPHA) 959-98-8 0.006 S 0.006 Sr 2000 0.5 6 200
ENDOSULFAN II (BETA) 33213-65-9 0.006 S 0.006 Sr 2300 0.45 6 390
ENDOSULFAN SULFATE 1031-07-8 0.006 S 0.006 Sr 2300 0.117  7,9 200
ENDOTHALL 145-73-3 0.02 I 0.02 Ir 120 100000 2 200
ENDRIN 72-20-8 0.0003 I 0.0003 Ir 11000 0.23  4,6,7,9 245
EPICHLOROHYDRIN 106-89-8 0.002 H 0.0099 I 0.000286 I 0.0042 I 35 X 65800  1,3,4 13000 14900 X 116 4.50
ETHEPHON 16672-87-0 0.005 I 2 1240000 12 201
ETHION 563-12-2 0.0005 I 0.0005 Ir 8700 0.85  4,6,9,10 X 200
ETHOXYETHANOL, 2- (EGEE) 110-80-5 0.4 H 0.057 I 12 X 1000000 2 13200 15000 X 136 4.50
ETHYL ACETATE 141-78-6 0.9 I 0.9 Ir 59 X 80800 1,2,3,4,5,6 13100 15000 X 77 18.07
ETHYL ACRYLATE 140-88-5 0.048 H 0.048 Hr 110 X 15000  1,2,6 13100 15100 X 100 18.07
ETHYL BENZENE 100-41-4 0.1 I 0.286 I 220 X 161  1,3,4 13100 15000 X 136 1.11
ETHYL DIPROPYLTHIOCARBAMATE, S-     (EPTC) 759-94-4 0.025 I 240 X 365 2 12900 14900 X 127
ETHYL ETHER 60-29-7 0.2 I 0.2 Ir 68 X 60400 1 13100 15100 X 35
ETHYL METHACRYLATE 97-63-2 0.09 H 0.09 Hr 22 4635.5 9,10 117
ETHYLENE GLYCOL 107-21-1 2 I 2 Ir 4.4 X 1000000 2 13100 15100 X 198 10.54
ETHYLENE THIOUREA     (ETU) 96-45-7 0.00008 I 0.11 H 0.00008 Ir 0.045 C 0.23 20000 2 4.50
ETHYLP-NITROPHENYL PHENYLPHOSPHOROTHIOATE 2104-64-5 0.00001 I 1,200 3.1 4 215
FENAMIPHOS 22224-92-6 0.00025 I 0.00025 Ir 300 329 2 200
FENVALERATE     (PYDRIN) 51630-58-1 0.025 I 4,400 0.085 5 20500 25800 X 300
FLUOMETURON 2164-17-2 0.013 I 68 97.5 2,5,6,8
FLUORANTHENE 206-44-0 0.04 I 0.04 Ir 49000 0.26 1,5,6 375 0.29
FLUORENE 86-73-7 0.04 I 0.04 Ir 7900 1.9 1 298 2.11
FLUOROTRICHLOROMETHANE (FREON 11) 75-69-4 0.3 I 0.2 H 130 X 1090 1,4,5,6 13100 15000 X 24 0.35
FONOFOS 944-22-9 0.002 I 0.002 Ir 1100 X 13  5,6,8 13400 15500 X 130
FORMALDEHYDE 50-00-0 0.2 I 0.0455 Ir 0.0011 D 0.0455 I 3.6 X 55000 1 13100 15100 X -21 18.07
FORMIC ACID 64-18-6 2 H 2 Hr 0.54 X 1000000 2 13000 14900 X 101 18.07
FOSETYL-AL 39148-24-8 3 I 310 120000 2
FURAN 110-00-9 0.001 I 130 X 10000 1 13100 15000 X 31.36 2.25
FURFURAL 98-01-1 0.003 I 0.0143 H 6.3 X 91000 1,2,3 13000 14900 X 162
GLYPHOSATE 1071-83-6 0.1 I 0.1 Ir 3500 12000  1,5,6 186
HEPTACHLOR 76-44-8 0.0005 I 4.5 I 0.0005 Ir 4.55 I 6800 0.18  4,6,7 310 46.84
HEPTACHLOR EPOXIDE 1024-57-3 0.000013 I 9.1 I 0.000013 Ir 9.1 I 21000 0.311  4,6,7,9 200 0.23
HEXACHLOROBENZENE 118-74-1 0.0008 I 1.6 I 0.0008 Ir 1.61 I 3800 0.006  1,4,5 319 0.06
HEXACHLOROBUTADIENE 87-68-3 0.0002 H 0.078 I 0.0002 Hr 0.077 I 4700 2.89  4,5,6,7 X 215 0.69
HEXACHLOROCYCLOPENTADIENE 77-47-4 0.006 I 0.00006 H 7200 1.8  5,6,7 X 239 4.50
HEXACHLOROETHANE 67-72-1 0.001 I 0.014 I 0.001 Ir 0.014 I 2200 50 1 187 0.69
HEXANE 110-54-3 0.06 H 0.0571 I 3600 X 9.5  1,5,6 13100 15000 X 69
HEXYTHIAZOX     (SAVEY) 78587-05-0 0.025 I 6,500 0.5 2
HYDRAZINE/HYDRAZINE SULFATE 302-01-2 3 I 17 I 0.0053 X 1000000 2 13000 15000 X 113.5 18.07
HYDROQUINONE 123-31-9 0.04 H 0.04 Hr 10 70000 2,3,5 285 18.07
INDENO[1,2,3-CD]PYRENE 193-39-5 0.73 N 0.31 T 31000000 0.062 5 536 0.17
IPRODIONE 36734-19-7 0.04 I 1,100 13 2
ISOBUTYL ALCOHOL 78-83-1 0.3 I 0.3 Ir 60 X 81000 1,2,3,4,5 13000 14900 X 108 17.57
ISOPHORONE 78-59-1 0.2 I 0.00095 I 0.2 Ir 0.00095 Ir 31 12000 2,4,5 X 215 4.50
KEPONE 143-50-0 0.0005 D 16 C 16.1 C 55000 7.6 4 350 0.17
MALATHION 121-75-5 0.02 I 0.02 Ir 1300 X 143 4 14000 16300 X 157 2.46
MALEIC HYDRAZIDE 123-33-1 0.5 I 0.5 Ir 2.8 6000 4 260

1 Aqueous solubility references are keyed to the numbered list found at 250.304(f). Where there are multiple sources cited, the table value is the median of the values in the individual references.
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Regulated Aqueous Aqueous Vol from Vol from Organic Boiling Degradation
Substance CAS Koc VOC? Sol Sol Surface SubSurface Liquid Point Coefficient

(mg/L) Reference1 Soil Soil (degrees C) (K)(yr-1)
RfDo

(mg/kg-d)
CSFo

(mg/kg-d)-1
RfDi

(mg/kg-d)
CSFi

(mg/kg-d)-1
MANEB 12427-38-2 0.005 I 1 23 9,13
MERPHOS OXIDE 78-48-8 0.00003 I 53,000 X 2.3 8,10,12 13100 15100 X 150
METHACRYLONITRILE 126-98-7 0.0001 I 0.0002 H 21 X 25700 1 13100 15100 X 90
METHAMIDOPHOS 10265-92-6 0.00005 I 5 2000000 5
METHANOL 67-56-1 0.5 I 0.5 Ir 2.8 X 1000000 2 13100 15100 X 65 36.14
METHOMYL 16752-77-5 0.025 I 0.025 Ir 20 58000 2 144
METHOXYCHLOR 72-43-5 0.005 I 0.005 Ir 63000 0.045  4,5,6 346 0.69
METHOXYETHANOL, 2- 109-86-4 0.001 H 0.00571 I X 1000000 2 13100 15000 X 124.3 4.50
METHYL ACETATE 79-20-9 1 H 30 X 243500 4,5,6 13100 15100 X 56.9
METHYL ACRYLATE 96-33-3 0.03 H 55 X 52000 1,2,5 13100 15100 X 70 18.07
METHYL CHLORIDE 74-87-3 0.004 M 0.013 H 0.029 D 0.0063 H 6 X 6180  1,2,3,4 13200 15000 X -24 4.50
METHYL ETHYL KETONE 78-93-3 0.6 I 0.286 I 32 X 275000  1,2,3,4,5 13100 15100 X 80 2.57
METHYL ISOBUTYL KETONE 108-10-1 0.08 H 0.023 H 17 X 19550  1,2,4,5 13100 15100 X 117 18.07
METHYL METHACRYLATE 80-62-6 1.4 I 0.2 I 10 X 15600 1 13100 15100 X 100 4.5045
METHYL METHANESULFONATE 66-27-3 0.099 C 0.098 C 5.2 200000 2 203
METHYL PARATHION 298-00-0 0.00025 I 0.00025 Ir 790 X 25  4,5,6 13500 15600 X 133 3.61
METHYL STYRENE (MIXED ISOMERS) 25013-15-4 0.006 H 0.011 H 2,200 89 9
METHYL TERT-BUTYL ETHER (MTBE) 1634-04-4 0.857 Ir 0.0018 C 0.857 I 0.0018 C 12 X 45000  1,2,4,6 13100 15100 X 55 0.693
METHYLENE BIS(2-CHLOROANILINE), 4,4'- 101-14-4 0.0007 H 0.13 H 0.0007 Hr 0.13 H 3,000 13.9 10
METHYLNAPHTHALENE, 2- 91-57-6 0.02 S 0.00086 S 16000 25 1 X 241
METHYLSTYRENE, ALPHA 98-83-9 0.07 H 660 X 560 9 X 165.4
NAPHTHALENE 91-20-3 0.02 I 0.00086 I 950 30 3 218 0.98
NAPHTHYLAMINE, 1- 134-32-7 1.8 S 1.8 S 3200 1690 2 301 0.69
NAPHTHYLAMINE, 2- 91-59-8 1.8 C 1.8 C 87 6.4 6 306 0.69
NAPROPAMIDE 15299-99-7 0.1 I 880 70 2
NITROANILINE, M- 99-09-2 0.0000571 S 0.0000571 S 18 100 3 306
NITROANILINE, O- 88-74-4 0.0000571 Hr 0.0000571 H 27 1200 6 284
NITROANILINE, P- 100-01-6 0.0000571 S 0.0000571 S 15 800 2 332
NITROBENZENE 98-95-3 0.0005 I 0.0006 H 130 2000 2 X 211 0.64
NITROPHENOL, 2- 88-75-5 0.008 S 0.008 S 37 2100  1,2,3,4,5,6 215 9.01
NITROPHENOL, 4- 100-02-7 0.008 N 0.008 Nr 230 16000 2 279 25.81
NITROPROPANE, 2- 79-46-9 0.00571 Ir 9.4 Hr 0.00571 I 9.4 H 20 X 16700  1,3,4,5 13000 14900 X 120 0.69
NITROSODIETHYLAMINE, N- 55-18-5 150 I 151 I 26 X 93000 10 13000 14900 X 176 0.69
NITROSODIMETHYLAMINE, N- 62-75-9 51 I 49 I 8.5 X 1000000 2 13000 14900 X 154 0.69
NITROSO-DI-N-BUTYLAMINE, N- 924-16-3 5.4 I 5.6 I 450 1200 0,13 X 235 0.69
NITROSODI-N-PROPYLAMINE, N- 621-64-7 0.095 D 7 I 0.095 Dr 7 C 11 9900 6 X 206 0.69
NITROSODIPHENYLAMINE, N- 86-30-6 0.0049 I 0.0091 C 580 35 1 269 3.72
NITROSO-N-ETHYLUREA, N- 759-73-9 140 H 27 C 2 13000 9 125 1734.48
OCTYL PHTHALATE, DI-N- 117-84-0 0.02 H 0.02 Hr 980000000 3 5 X 234 0.69
OXAMYL (VYDATE) 23135-22-0 0.025 I 0.025 Ir 7.1 280000 2 101
PARATHION 56-38-2 0.006 H 0.006 Hr 2300 20  2,4,5,6,7 X 375
PCB-1016  (AROCLOR) 12674-11-2 0.00007 I 0.09 N 0.00007 Ir 0.09 Nr 110000 0.25 5 X 340
PCB-1221  (AROCLOR) 11104-28-2 0.5 S 0.5 S 1900 0.59 5 X 340
PCB-1232  (AROCLOR) 11141-16-5 0.5 S 0.5 S 1500 1.45 7 X 340
PCB-1242  (AROCLOR) 53469-21-9 0.5 N 0.5 Nr 48000 0.1 5 X 340
PCB-1248  (AROCLOR) 12672-29-6 1.8 S 1.8 S 190000 0.054  7,9,11 X 340
PCB-1254  (AROCLOR) 11097-69-1 0.00002 I 1.8 N 0.00002 Ir 1.8 Nr 810000 0.057 5 X 340
PCB-1260  (AROCLOR) 11096-82-5 0.6 N 0.6 Nr 1800000 0.08 5 385
PEBULATE 1114-71-2 0.05 H 630 X 92 5 13000 14900 X 142
PENTACHLOROBENZENE 608-93-5 0.0008 I 0.0008 Ir 32000 0.74  1,5,6,7 277 0.37
PENTACHLORONITROBENZENE 82-68-8 0.003 I 0.26 H 0.003 Ir 0.26 Hr 7900 0.44  4,6,8 328 0.36
PENTACHLOROPHENOL 87-86-5 0.03 I 0.12 I 0.03 Ir 0.12 Ir 20000 14  1,2,4,5 310 0.17
PHENACETIN 62-44-2 0.0022 C 0.0022 C 110 763  2,3,9 200 4.50
PHENANTHRENE 85-01-8 0.3 S 0.3 Sr 38000 1.1 1,4,5 341 0.63
PHENOL 108-95-2 0.6 I 0.6 Ir 22 X 84300  1,2,3,4 X 182 36.14
PHENYLENEDIAMINE, M- 108-45-2 0.006 I 0.006 Ir 12 351000 3 286 4.50
PHENYLPHENOL, 2- 90-43-7 0.00194 H 5,700 700 5 280 18.07
PHORATE 298-02-2 0.0002 H 0.0002 Hr 810 X 50 2 13100 15100 X 118
PHTHALIC ANHYDRIDE 85-44-9 2 I 0.0343 H 79 6170 2 285 13490.40
PICLORAM  1918-02-1 0.07 I 15 430 2
POLYCHLORINATED BIPHENYLS     (AROCLORS)     (PCBS) 1336-36-3 2 I 2 I 0.0505 10,13
PRONAMIDE 23950-58-5 0.075 I 0.075 Ir 200 15 2 321
PROPANIL 709-98-8 0.005 I 160 225 2
PROPHAM 122-42-9 0.02 I 51 250 5
PROPYLBENZENE, N- 103-65-1 0.04 N 720 X 52 6 13100 15100 X 159.2
PROPYLENE OXIDE 75-56-9 0.00857 Ir 0.24 I 0.00857 I 0.013 I 25 X 405000 1 13100 15000 X 34
PYRENE 129-00-0 0.03 I 0.03 Ir 68000 0.132 1 393 0.07
PYRIDINE 110-86-1 0.001 I 0.001 Ir 0.0066 X 1000000 2 13100 15000 X 115 18.07

1 Aqueous solubility references are keyed to the numbered list found at 250.304(f). Where there are multiple sources cited, the table value is the median of the values in the individual references.
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Appendix A
Table 5 - Physical and Toxicological Properties

A. Organic Regulated Substances

TF TF
Regulated Aqueous Aqueous Vol from Vol from Organic Boiling Degradation
Substance CAS Koc VOC? Sol Sol Surface SubSurface Liquid Point Coefficient

(mg/L) Reference1 Soil Soil (degrees C) (K)(yr-1)
RfDo

(mg/kg-d)
CSFo

(mg/kg-d)-1
RfDi

(mg/kg-d)
CSFi

(mg/kg-d)-1
QUINOLINE 91-22-5 12 H 1,300 60000 1,3,5 14900 X 237.7 12.65
QUIZALOFOP     (ASSURE) 76578-14-8 0.009 I 580 0.3 2 220
RONNEL 299-84-3 0.05 H 580 40 2 151
SIMAZINE 122-34-9 0.005 I 0.12 H 0.005 Ir 0.12 Hr 110 5 5 225
STRYCHNINE 57-24-9 0.0003 I 0.0003 Ir 280 143 5 270 4.50
STYRENE 100-42-5 0.2 I 0.286 I 910 X 300 5 13100 15100 X 145 1.20
TEBUTHIURON 34014-18-1 0.07 I 620 2500 2
TERBACIL 5902-51-2 0.013 I 53 710 2
TERBUFOS 13071-79-9 0.000025 H 0.000025 Hr 510 X 5 6 13000 15000 X 69
TETRACHLOROBENZENE, 1,2,4,5- 95-94-3 0.0003 I 0.0003 Ir 1,800 0.583 1,5,6,7 245 0.69
TETRACHLORODIBENZO-P-DIOXIN, 2,3,7,8-  (TCDD) 1746-01-6 0.000000001 D 150000 H 150000 H 4300000 0.0000193 6 412 0.21
TETRACHLOROETHANE, 1,1,1,2- 630-20-6 0.03 I 0.026 I 0.03 Ir 0.0259 I 980 X 1100 1 X 130.5 3.79
TETRACHLOROETHANE, 1,1,2,2- 79-34-5 0.06 N 0.2 I 0.06 Nr 0.203 I 79 X 2860 2 13100 15100 X 147 0.56
TETRACHLOROETHYLENE (PCE) 127-18-4 0.01 I 0.052 N 0.14 N 0.00203 N 300 X 162  1,2,3,4,5 13100 15000 X 121 0.03
TETRACHLOROPHENOL, 2,3,4,6- 58-90-2 0.03 I 0.03 Ir 6200 183 6 150 0.69
TETRAETHYL LEAD 78-00-2 0.0000001 I 0.0000001 Ir 4900 0.8 5 X 200 4.50
TETRAETHYLDITHIOPYROPHOSPHATE 3689-24-5 0.0005 I 0.0005 Ir 550 X 25 2 13000 14900 X 136
THIOFANOX 39196-18-4 0.0003 H 0.022 5200 9
THIRAM 137-26-8 0.005 I 0.005 Ir 1000 30 4 200
TOLUENE 108-88-3 0.2 I 0.114 I 130 X 532.4  1,2,3,4 13100 15000 X 111 9.01
TOLUIDINE, M- 108-44-1 0.24 S 0.24 Sr 140 15030 6 X 203
TOLUIDINE, O- 95-53-4 0.24 H 0.24 Hr 410 15000  1,3,5 X 200 18.07
TOLUIDINE, P- 106-49-0 0.19 H 0.19 Hr 320 7410  1,2,3 200
TOXAPHENE 8001-35-2 0.001 D 1.1 I 0.001 Dr 1.12 I 1500 3  2,4,5 432
TRIALLATE 2303-17-5 0.013 I 2,000 4 5 117
TRIBROMOMETHANE (BROMOFORM) 75-25-2 0.02 I 0.0079 I 0.02 Ir 0.00385 I 130 X 3050  1,2,3,4 13100 15100 X 149 0.69
TRICHLORO-1,2,2-TRIFLUOROETHANE, 1,1,2- 76-13-1 30 I 8.57 H 1,200 X 170 1 X 47.7 0.35
TRICHLOROBENZENE, 1,2,4- 120-82-1 0.01 I 0.0036 C 0.0571 H 1500 44.4  1,4,6,7 X 213 0.69
TRICHLOROBENZENE, 1,3,5- 108-70-3 0.006 M 0.0571 S 3100 5.8 5 208
TRICHLOROETHANE, 1,1,1- 71-55-6 0.28 N 0.63 N 100 X 1495  1,4,5,6 13100 15000 X 74 0.05
TRICHLOROETHANE, 1,1,2- 79-00-5 0.004 I 0.057 I 0.004 Ir 0.056 I 76 X 4420 1 13100 15100 X 114 0.03
TRICHLOROETHYLENE (TCE) 79-01-6 0.006 N 0.011 N 0.143 D 0.00595 N 93 X 1100 1 13100 15000 X 87 0.02
TRICHLOROPHENOL, 2,4,5- 95-95-4 0.1 I 0.1 Ir 2400 1000  1,2,4 246 0.14
TRICHLOROPHENOL, 2,4,6- 88-06-2 0.0003 0.011 I 0.0003 0.01085 I 1100 850  1,2,4,5 246 0.14
TRICHLOROPHENOXYACETIC ACID, 2,4,5- (2,4,5-T) 93-76-5 0.01 I 0.01 Ir 43 278  2,4,5 279 1.39
TRICHLOROPHENOXYPROPIONIC ACID, 2,4,5- (2,4,5-
TP)(SILVEX)

93-72-1 0.008 I 0.008 Ir 1700 140 2 200

TRICHLOROPROPANE, 1,1,2- 598-77-6 0.005 I 24 X 2700 14 13100 15000 X 117
TRICHLOROPROPANE, 1,2,3- 96-18-4 0.006 I 7 H 0.0014 N 7 Hr 280 X 1896  1,4,6 13100 15100 X 157 0.35
TRICHLOROPROPENE, 1,2,3- 96-19-5 0.005 H 190 X 2700 14 13100 15000 X 142
TRIFLURALIN 1582-09-8 0.0075 I 0.0077 I 0.0075 Ir 0.0077 Ir 720 4 2,5,6,7 139
TRIMETHYLBENZENE, 1,3,4-     (TRIMETHYLBENZENE, 1,2,4-) 95-63-6 0.05 N 0.0017 N 2,200 X 56 1 13100 15000 X 169 4.50
TRIMETHYLBENZENE, 1,3,5- 108-67-8 0.05 N 0.0017 N 660 X 48.9 1 13100 15100 X 164.7
TRINITROTOLUENE, 2,4,6- 118-96-7 0.0005 I 0.03 I 1 100 2 240
VINYL ACETATE 108-05-4 1 I 0.0571 I 2.8 X 20000 1 13200 15000 X 73
VINYL BROMIDE     (BROMOETHENE) 593-60-2 0.000857 Ir 0.11 Hr 0.000857 I 0.11 H 150 4180 12 15.8 0.09
VINYL CHLORIDE 75-01-4 0.003 I 1.5 I 0.029 I 0.03 I 10 X 2700 1 13200 15000 X -13 0.09
WARFARIN 81-81-2 0.0003 I 0.0003 Ir 910 17 4 356 4.50
XYLENES (TOTAL) 1330-20-7 2 I 0.12 D 350 X 175 13 13100 15000 X 140 0.69
ZINEB 12122-67-7 0.05 I 19 10 4

Toxicity Value Sources:
C = California EPA Cancer Potency Factor M = EPA Drinking Water Regulations and Health Advisories
D = ATSDR Minimal Risk Level N = EPA NCEA Provisional Values
H = Health Effects Assessment Summary Table (HEAST) r = route-to-route extrapolation
I = Integrated Risk information System (IRIS)

1 Aqueous solubility references are keyed to the numbered list found at 250.304(f). Where there are multiple sources cited, the table value is the median of the values in the individual references.
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APENDIX A
Table 5 - Physical and Toxicological Properties

B. Inorganic Regulated Substances

Regulated
Substance CAS Kd

ALUMINUM 7429-90-5 1 N 0.001 N
ANTIMONY 7440-36-0 0.0004 I 0.0004 Ir 45
ARSENIC 7440-38-2 0.0003 I 1.5 I 0.0003 Ir 15 I 29
BARIUM AND COMPOUNDS 7440-39-3 0.07 I 0.0001 H 41
BERYLLIUM 7440-41-7 8.4 I 790
BORON AND COMPOUNDS 7440-42-8 0.09 I 0.0057 H
CADMIUM 7440-43-9 0.0005 I 0.38 C 0.0005 Ir 6.3 I 75
CHROMIUM III 16065-83-1 1.5 I 1800000
CHROMIUM VI 18540-29-9 0.003 I 0.19 C 0.00003 I 42 I 19
COBALT 7440-48-4 0.02 N 0.000005 D
COPPER 7440-50-8 0.0371 H 360
CYANIDE, TOTAL 57-12-5 0.02 I 0.02 Ir 9.9
IRON 7439-89-6 0.3 N 0.3 Nr
LEAD 7439-92-1 0.0085 C 0.042 C 890
MANGANESE 7439-96-5 0.14 I 0.0000143 I
MERCURY 7439-97-6 0.0003 M 0.000086 I 52
NICKEL 7440-02-0 0.02 I 0.0000571 D 0.84 Is 65
SELENIUM 7782-49-2 0.005 I 0.005 Ir 5
SILVER 7440-22-4 0.005 I 0.005 Ir 8.3
THALLIUM 7440-28-0 0.00007 I 0.00007 Ir 71
TIN 7440-31-5 0.6 H 0.6 Hr
VANADIUM 7440-62-2 0.007 H 0.000057 D 1000
ZINC 7440-66-6 0.3 I 0.3 Ir 62

Toxicity Value Sources:
C = California EPA Cancer Potency Factor M = EPA Drinking Water Regulations and Health Advisories
D = ATSDR Minimal Risk Level N = EPA NCEA Provisional Values
H = Health Effects Assessment Summary Table (HEAST) r = route-to-route extrapolation
I = Integrated Risk information System (IRIS)

RfDi
(mg/kg-d)

CSFi
(mg/kg-d)-1

RfDo
(mg/kg-d)

CSFo
(mg/kg-d)-1

11/24/2001
Page 5B-1



i-Y-77 or,;:L--578G

v'^rr^aii

hA^ ©

OAK RIDGE 

NATIONAL

LABORATORY

DE35 0C02C7

KOTICt . „■
P0RT50KS nr THtS REPORT AREjlAEnK-jj:

| ... ' . * __4Ur> VlOCt
It has been reproduced frcm 
available copy »n permit ih, broade-I

nvaildilility.

A Review and Analysis of 

Parameters for Assessing Transport 

of Environmentally Released 

Radionuclides through Agriculture

C. F. Baes III 
R. D. Sharp 
A. L. Sjoreen 
R. W. Shor

ERT.
F

JUN i 5 Qag 

INFORMATION C^itR !

aPRATFB sr
mm MAftmA systems, sc. 
rca ms ukiteo stats
BB»AjnB®IT OF KEEfiY firnh

•>' ?i-o j.,



ORNL-5786

Health aod Safety Research Dirisioa

A Review and Analysis of Parameters for Assessing Transport of 
Environmentally Released Radionuclides through Agriculture

C F. Baes Hi
Environmental Sciences Division 

R. D. Sharp 
Computer Sciences 

A. L. Sjoreen 
Computer Sciences 

R. W. Shor
Health and Safety Research Division

Date Published: September 1984

R»t«rck •toewntf k; tfe Oftict of iuautio. tj. S.
Etrkoiuaesul l>ro<ccth)a aader Irtmgtacj AgnimtM

AI>-W-F-2-Ai06 (tontertj EPA-TS-D-XOJWt

Prtjared kj the
Oak Ridge National Laboratory 

Omk R«tt, Te«e»«« 37*31 
opented hy

Martin Marietta Energy Systems, Inc.
tor the

U. S. DEPARTMENT OF ENERGY 
arfee coatract No. DE-ACT05-840RII400

CtfW
S
<
dCflpm*
a

•isso--S“.r5r;i

if.lll I ill

g'-g g S

-j; ri!s:
mn* *

sSi" "]'«!.»! Ill
tiivS SI i

■S Eg. = 3 - l-o 1
?St.i5*SSo-86
■o5o3|135.s-

§ 55 2 | J S § -H 1 -
o o H «

; 5 g 1 s 8 ^ s-s 

H! Is.13 s
a 2 ® a"B S o‘2'oo

Hliinlti
elliIs 1115

DUlmSiUiGH Of IHIS OGCilMfliT IS UlllUffTfD



0©



HANDBOOK OF

PHYSICAL

PROPERTIES

OF

ORGANIC

CHEMICALS

Edited by

Philip H. Howard and William M. Meylan

Environmental Sciences Center 
Syracuse Research Corporation

Associate Editors

Julie Funk, Michelle Pepling, Gloria W. Sage, 

Jay Tunkel, Amy Hueber, and Dallas Aronson

LEWIS PUBLISHERS

Boca Raton New York London Tokyo



Acquiring Editor: 
Marketing Manager:
Direct Marketing Manager: 
Cover design: 
Manufacturing:

Joel Stein 
Greg Daureile 
Arline Massey 
Jonathan Pennell 
Sheri Schwartz

Library of Congress Cataloging-in-Publication Data

Catalog record is available from the Library of Congress

This book contains information obtained from authentic and highly regarded sources. Reprinted material is quoted with permission, and sources 
are indicated. A wide variety of references are listed. Reasonable efforts have been made to publish reliable data and information, but the author and 
the publisher cannot assume responsibility for the validity of all materials or for the consequences of their use.

Neither this book nor any part may be reproduced or transmitted in any form or by any means, electronic or mechanical, including photocopying, 
microfilming, and recording, or by any information storage or retrieval system, without prior permission in writing from the publisher.

CRC Press, Inc.’s consent does not extend to copying for general distribution, for promotion, for creating new works, or for resale. Specific 
permission must be obtained in writing from CRC Press for such copying.

Direct all inquiries to CRC Press, Inc., 2000 Corporate Blvd. N.W., Boca Raton, FL 33431.

© 1997 by CRC Press, Inc.
Lewis Publishers is an imprint of CRC Press

No claim to original U.S. Government works
International Standard Book Number 1-56670-227-5
Printed in the United States of America 1234567890
Printed on acid-free paper



“s<: 000060-33-3 [____________ linolbc agio
c18h3202 o^OHtes Wmgnt 280-45

MPIdsgC):-12
FP (0^ O

,SP sdeg C).
230

BP pressure (mm Hg):1.60E+001
property/ Urms Temp DataTvoe Reference

k>s 3.77E-GQ2 mg-;L 25 ESI fyiEYLAN.WM ET AL. (1996)
logP 7.05 EXP ^ANGSTER,J (1993)
r S.68E-007 mm Hg 25 EXP DAUBERTJE & DANNER.RP (1989)

4.77 pKa 25 EXP SERJEANT,EP & DEMPSEY,B (1979)
i"1 3.946-005 atmmS/rriol 25 EST MEYLAN,WM & HOWARD,PH (1991)
-OH 1.29E-010 cmSrmoicsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

000060-35-5 ACETAMIDE
Formula: _ ,,C2H5NO

nh2

Mol WeiQW: 59.07
MP fdeg C):

69.5
-P(dsg Ci

BP (aeg C):
221.15BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
iws2.25E+006 mg/L 25 EXP YALKOWSKY,SH & DANNENFELSER.RM (1992)
logP -1.26 EXP HANSCH,C & LEO,AJ (1985)
VP 1.09E+000 mm Hg 25 EST NEELY.WB & BLAU,GE (1985)
DC 0.63 pKa EXP WEAST,RC (1972)
HL 1.12E-008 atmmS/mol 25 EST MEYLAN,WM & HOWARDsPH (1991)OH 1.19E-011 cm3/molcsec 25 EST MEYLAN,WM & HOWARD.PH (1993)

CASr 000060-54-8 TETRACYCLINEFormula:
C22H24N2^8 ^ I OH

NH2 0 OH O OH

Moi Weigrtt:
444.45MP (deg C):

170-175 de
FP (deo C):

BP (deg Cj:
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS2.31 E+002 mg/L 25 EXP YALKOWSKY,SH & DANNENFELSER,RM (1992)iogP -1.30 EXP HANSCHjC & LEO,AJ (1985)VP 3.09E-023 mm Hg 25 EST NEELY,WB & BLAU,GE (1985)DC 3.30 pKa 25 EXP KORTUM,G ET AL (1961)HL 4.66E-024 atmm3/moi 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 2.56E-010 cm3/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

fAS# 000060-57-1 DIELDRINFormula:
c12H8CI6° Cl Cl

v------Cl

[Ma/ Weigftf:
380.91MP (deg C):

175-176
FP (deg Ci'

BP (deg Cj:
330SP pressure (mm Hg):

Property.'Value Units Temp DataType Reference
IWS 1.95E-001 mg/L 25 EXP SiGGAR.JW & RIGGS,Rl (1974):ogP 5.40 EXP DEBRUUN.J ET AL. (1989)}VP 5.89E-006 mm Hg 25 EXP GRAYSON,BT & FOS8RAEY,LA (1982)DC pKa
HL 5.80E-005 atmm3/mol 25 EXP WARNER,HP ET AL.(1987)OH

4.87E-012 cm3/molc 25 EST MEYLAN,WM & HOWARD,PH (1993)

=fiS* 000060-34-4 METHYL HYDRAZINE
Formula: ch6n2

H

/ ^^nh2

Mol Weight.
46.07MP (deg C5

-52.4
FP idsg Cj

BP (deg C):
87.5BP pressure (mm Hg):

Property'Value Units Temp DataType Reference
WS1.00E+006 mg/L EXP MERCK INDEX (1983)
logP -1.05 EXP HANSCH,C ET AL. (1995)VP 5.00E+001 mm Hg 25 EXP BOUBLIK,T ET AL. (1984)
DC 7.87 pKa 30 EXP PERRIN,DD (1965)HL 3.03E-006 m3/mol 25 EST VP/WSOLOH 6.50E-011 cm3-'motc 25 EXP ATKINSON,R (1989)

000060-51-5 J__ ________ DIMETHOATEFormula: c5h12no3ps2
?" \

S=p-S NH
/6 ^{

0

Mol Weight.
229.26MP (deg C):

52-52.5
FP 'deg Ci

BP (deg C):
107BP pressure (mm Hg):

5.00E-002Property/Value Units Temp DataType Reference
WS2.38E+004 mg/L 20 EXP TOMLIN,C (1994)
logP 0.78 EXP HANSCH.C ET AL. (1995)VP 8.25E-006 mm Hg 25 EXP TOMLIN,C (1994)DC pKa
HL 1.05E-010 atmm3/mol 25 EST VP/WSOLOH 7.90E-011 cm3/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

=AS# 000060-56-0 METHIMAZOLEFormula: c4h6n2s

S /N\

N—'
/

Mol Weight:
114.17MP (deg C):

146-148
FP (deg C):

BP (deg C):
280BP pressure (mm Hg):

Property-'Value Units Temp DataType Reference
WS1.03E+005 mg/L 25 EST MEYLAN,WM ET AL. (1996)logP -0.34 EXP HANSCH,C ET AL. (1995)VP 7.81 E-003 mm Hg 25 EST NEELY,WB & BLAU,G£ (1985)
DC pKa
HL 2.03E-006 atmm3/moi 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 1.51 E-010 cm3/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

=AS# 000060-80-0 I ANTIPYRINEFormula: CiiH14N20
9Mol Weignt

190.25MP (deg C):
111-113

FP (deg C)
rv< )BP (deg C):

BP pressure (mm Hg): \
Property/Value Units Temp DataType Reference

WS5.19E+004 mg/L 25 EXP YALKOWSKY.SH & DANNENFELSER,RM (1992)
logP 0.38 EXP HANSCH,C & LEO,AJ (1985)
VP 3.06E-005 mm Hg 25 EST NEELY,WB & 8LAU,GE (1985)
DC pKa
HL 6.65E-010 atmmS/mol 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 3.21E-011 cm3/motesec 25 EST MEYLAN,WM & HOWARD,PH (1993)



CAS# 000087-41-2 I PHTHAUDEFormula;
C8H6°2Moi Weight:
134.14 ! I OMR {deg C):

75
FP {deg C)

BP (deg C):
290 \\BP pressure {mm Hg): 0

Property/Value Un;ts Temp DataType Reference
WS1.84E+004 mg/L 25 EST MEYLAN,WM ET AL. f1996)logP 0.80 EXP HANSCH,C & LEG,AJ (1985) .VP 7.07E-003 mm Hg 25 EXT PERRY,RH & GREEN,D (1984)DC pKa
HL 1.27E-005 atmm3rmol 25 EST MEYLAN, WM & HOWARD,PH (1991)OH 2.76E-012 cm3/moic 25 EST MEYLAN,WM & HOWARD,PH (1993)

^:AS, 000087-47-8 I PYROLANFormula.
C13HT5N3°2Mol Weight:

245.28
v—N

ii —o \MP (deg CT
50

Fp (deg Ci
\BP {deg Cj:

160-162BP pressure (mm Hg}:
2.00E-001 vy

Property/Value Units Temp DataTvoe Reference
WS2.00E+003 mg/L EXP YALKOWSKY,SH 8, DANNENFELSER.RM (1992)
logP 1.96 EST MEYLAN,WM & HOWARD,PH (1995)VP 7.77E-006 mm Hg 25 EST NEELY,WB & BLAU,GE (1985)
DC pKa
HL 1.94E-013 atmm3/mol 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 1.17E-010 cm3/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

Cfts‘ 000087-51-4 INDOLE-3-ACET1C ACIDFormula: C10H9NO2 H

\ ,0 ^
OH

Mo? Weight:
175.19MP (deg C):

168-170
FP (fleg CS:

BP (deg C):
BP pressure (mm Hg):,1

Property/Value Units Temp DataTyoe Reference
WS1.50E+003 mg/L 25 EXP SHJUjWY ET AL. (1990)logP 1.41 EXP HANSCH,C & LEO,AJ (1985)VP 5.26E-006 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 7.27E-012 atmm3Jmol 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 1.84E-010 cm3/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

“s# 000087-60-5 2-METHYL-3-CHLOROANIL1NEFormula: c7h8cin
Mol Weight:

141.60MP (deg C):
1

FP (deg Cj.
BP (deg C):

245BP pressure (mm Hg):
Property/Value Units Temc DataType Reference

WS9.54E+002 mg/L 25 EST MEYLAN.WM ET AL. (1996)
logP 2.27 EST MEYLAN,WM & HOWARD,PH (1995)VP 4.08E-002 mm Hg 25 EST NEELY,WB & BLAU.GE (1985)DC pKa
HL 1.56E-006 m3/moi 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 1.20E-010 cm3/molcsec 25 EST ATKINSON,R (1987)

000087-59-2 | _______2,3-dimethylaniuneFormula: CgH-nN nh2

Oc

Mol Weight:
121.18MP (degC):

2.5
FP (deg Cy

BP (deg C):
221.5BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS 1.39E+003 mg/L 25 EST MEYLAN,WM ET AL. (1996):ogP 2.17 EST MEYLAN, WM & HOWARD,PH (1995)VP 7.50E-002 mm Hg 25 EXP WEBER,RCET AL. (1981)
DC 4.70 pKa 25 EXP PERRIN,DD (1965)HL 2.32E-006 aimm3/mol 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 2.00E-010 cm3/moicsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

CAS* 000087-61-6 1,2.3-TRICHLOROBENZENE
Formula: CgHgClg Ci

ixVcl

^c,

Mol Weight.
181.45MP (deg C):

52.6
FP (dag Ci1

BP (deg C)-
221BP pressure (mm Hg):

Property/Value Units Temp DataTvoe Reference
WS 1.80E+001 mg/L 25 EXP CHlOU,CT ET AL. (1986)
log? 4.05 EXP SANGSTER,0 (1994)VP 2.10E-001 mm Hg 25 EXP MACKAY.D ET AL. (1982)DC pKa
HL 1.25E-0G3 m3/moi 25 EXP MACKAY,D ET AL. (1982A)OH 2.91 E-013 cm3/molc 25 EST MEYLAN,WM & HOWARD,PH (1993)

=AS# 000087-64-9 2-METHYL-6-CHLOROPHENOLFormula: C7H7CfO OH|Mol Weight:
142.59MP (deg C): fp (deg Cj-

8P (deg C):
189BP pressure (mm Hg):

Property/Value Units Temc DataType Reference
WS1.26E+003 mg/L 25 EST MEYLAN,WM ET AL. (1996)
logP 2.80 EXP SOTOMATSUJ ET AL. (1993)VP 4.05E-002 mm Hg 25 EST NEELY,WB & BLAU.GE (1985)
DC 8.69 pKa 20 EXP SERJEANT,EP & DEMPSEY,B (1979)HL 4.58E-007 atmmS'moi 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 1.22E-011 cm3/molc 25 EST MEYLAN,WM & HOWARD,PH (1993)

“SS 000087-62-7 2,6-DIMETHYLANILINEFormula: CgH-nN nh2Mol Weight:
121.18MP (deg C):

11.2
FP (deg Cj-

BP {deg C}:
215BP pressure (mm Hg):

Property/Value Units Temf DataType Reference
WS8.24E+003 mg/L 25 EXP HUYSKENS,P ET AL. (1975)
logP 2.17 EST MEYLAN,WM & HOWARD.PH (1995)VP 1.30E-001 mm Hg 25 EXP CHAO.J ET AL. (1983)
DC 3.95 pKa 25 EXP HUYSKENS.P ET AL. (1975)HL 2.52E-006 atmmS/moi 25 EST VP/WSOLOH 1.95E-01Q cm3/molc 25 EST MEYLAN,WM 8. HOWARD,PH (1993) |



cfiS* 000591-50-4 IODOBENZENEFormal.
CeHst 1Moi Weighr
204.01 /

MP (deg C;
■30

ices C:
I i|BP (deg C)

188-189BP pressure (mm Hg}'
Property'Vaiue Umts Tern DataType Reference

WS3.40E+002 mg/L 30 EXP CHfOU,CT ET AL. (1977)
logP 3.25 EXP HANSCH,C & LEO,AJ (1985)
VP1.06E+000 mm Hg 25 EXP DAUBERTJE & DANNER,RP (1989)
DC oKa
HL 8.37E-004 atmm3/moi 25 EST VP/WSOLOH 1.10E-012 c.m3/mo!csec 25 EXP ATKINSON,R (1989)

CAS* 000591-76-4 2-METHYLHEXANEFormula'
C7H16Mol Weight:
100.21MP (deg C)' pp'deflCi

-118.2 |BP (deg C)-
90BP pressure (mm Hg):

Property-'Value Units Temp DataType Reference
WS2.54E+000 mg/L 25 EXP YALKOWSKY.SH & DANNENFELSER.RM (1992)
'ogP 3.71 EST MEYLAN,WM & HOWARD,PH (1995)(vp 6.60E+001 mm Hg 25 EXP DAUBERTJE & DANNER,RP (1989)
DC pKa
HL 3.43E+000 atmmS'mol 25 EST VP/WSOLOH 6.86E-012 cmS'mote 25 EST MEYLAN,WM & HOWARD,PH (1993)

C4S* 000591-54-8 4-PYRIMIDIN AMINEjFormuia
j C4H5N3

! j i

Moi Weight
I 95.10IMP (deg C)
I 154-156

r® (aeg C;
jRP (deg C,
IBP pressure (mm Ng)
j Property/1 Value Un;!s Temp DaraType Reference
]wsj 1.97E+005 mg/L 25 EST MEYLAN,WM ET AL. (1996)
liogP -0.25 EXP YAMAGAMI.C ET AL. (1990)VP 2.46E-001 mm H-g 25 EST NEELY.WB & BLAU.GE (1985)
Idc! 5.69 DKa 20 EXP PERRIN,DD (1965)
HL 1.03E-009 m3/moi 25 EST MEYLAN,WM & HOWARD,PH (1991)jOH 1.27E-011 cm3/molc 25 EST MEYLAN,WM & HOWARD,PH (1993)

CAS* 000591-78-6 2-HEXANONEFormula. C6H120
0Moi Weight.

100.16MP'degC). jFeiflegCi'
-55.5 |BP (deg C}-

127.6BP pressure (mm Hg).

if Units Temc DataType Reference
WS1.75E+004 mg/L 20 EXP PAPA.AJ & SHERMAN,PDJR (1981)

j!oaP 1.38 EXP HANSCHjC & LEO.AJ (1985)VP 1.16E-001 mm Hg 25 EXP AMBROSE,D ET AL. (1975)
DC pKa
HL 8.74E-007 atmm3/mol 25 EST VP/WSOLOH 9.10E-012 cmS/mo'csec 25 EXP ATKINSON,R (1989)

CAS* 000591-82-2 PROPANE, 1-ISOTHIOCYANATO-2-METHYL-Formula: C5H9NS
Mol Weight.

115.20MP (deg Q- |FhidegC!
i

BP (deg cv
160BP oressure (mm Hg).

Property'Value Units Temp DataType Reference
WS4.08E+002 mg/L 25 EST MEYLAN,WM ET AL. (1996)
logP 2.82 EXP AUGUSTIN.J ET AL. (1987)VP 4.73E+000 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
4L 7.27E-003 atmm3/moi 25 EST MEYLAN.WM & HOWARD,PH (1991)OH 3.87E-012 cm3/molc 25 EST MEYLAN,WM & HOWARD,PH (1993)

000591-93-5 I ________ 1,4-PENTADiENEFormula'
C5h8Mol Weight.-
68.12MP (deg C): iFF-.dsgC;

-148.8 |BP (deg C)
26BP pressure (mm Hg):

If * Units Temp DataType Reference
WS5.58E+002 mg/L 25 EXP YALKOWSKY.SH & DANNENFELSER.RM (1992)
logP 2.48 EXP HANSCH.C & LEO.AJ (1985)VP 7.48E+002 mm Hg 25 EXP YAWS.CL (1994A)DC pKa
HL 1.20E-001 atmm3/moi 25 EST VP/WSOLOH 5.33E-011 cm3/moicsec 25 EXP ATKINSON,R (1989)

0AS' 000591-87-7 ALLYL ACETATEFormula: c5h8o2 OMo! Weight:
100.12MP'degC). jFP(desC)

BP (deg C;.
103.5BP pressure (mm Hg)

FropertyvVaiue Units Temc DataType Reference
WS 1.74E+004 mg.-L 25 EST MEYLAN,WM ET AL (1996)
ogP 0.97 EXP HANSCH.C ET AL. (1995)VP 3.52E+001 mmHg 25 EXP DAUBERTJE & DANNER,RP (1989)
DC pKa
HL 2.30E-004 m3/moi 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 2.79E-011 cm3:'mo!c 25 EST MEYLAN,WM & HOWARD,PH (1993)

CAS* 000591-95-7 1,2-PENTADIENEFormula
C5H8Mol WeiOht

” 68.12MP'degC): Ifd teles c:
-137.3 IBP (deg Cv

44.9BP pressure (mm Hg):
Property'Value Units Temp Type Reference

WS2.61E+002 mg'L 25 EST MEYLAN,WM ET AL. (1996)
iogP 2.55 EST MEYLAN,WM & HOWARD,PH (1995)VP 3.68E+002 mm Hg 25 EXP YAWS.CL (1994A)
DC PKa
HL 1.28E-001 atmm3/mol 25 EST MEYLAN,WM & HOWARD,PH (1991)OH 3.55E-011 cm3-'moicsec 25 EXP ATKINSON,R (1989)



QAS* 007781.98_8 I ETHYL-3-HYDROXYBENZOATE
Formula: C9H10°3 O
Moi Weight:

166.18MR (deg Cj:
74

FP iaeg Ci. It I u
|BP (deg Cj:
BP pressure (mm Hg): OH

Property;Value Units Temp DataTvoe Reference
WS1.89E+003 mg/L 25 EST MEYLAN,WM ET AL (1996)
iogP 2.47 EXP SANGSTER,J (1993)
VP 1.73E-003 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)
DC pKa
HL 4.79E-0Q9 atmm3/mol 25 EST MEYLAN,WM & HOWARD.PH (1991)OH 9.33E-012 cma'mota 25 EST MEYLAN,WM & HOWARD,PH (1993)

=AS*: 007786-34-7 MEViNPHOSFormula:
c7h13°6P /° 9

/ "p7 \ X
o/
\ 1

Moi Weigfit:
224.15MP (degCj:

6.9-21
FP tdegC)

BP (deg C):
99-103BP pressure (mm Hg):

3.00E-001Property/Value Units Temp DataTvoe Reference
WS6.00E+005 mg/L EXP BENYON.Kl ETAL. (1973)
iogP 0.13 EXP TOMLIN.C (1994)VP 1.30E-004 mm Hg 25 EXP WAUCHOPE.RD ET AL. (1991A)
DC pKa
HL 6.39E-011 atmm3/mol 25 EST VP/WSOLOH 8.52E-011 cm3/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

CAS'’ 008000-41-7 TERPiNEOLFormula:
C10H18° \

^"^OH

Mol Weight:
154.25MP (deg C): FP (deg C)

BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS1.98E+003 mg'L 20 EXP SEIDELL,A (1941)
IogP 3.33 EST MEYLAN,WM & HOWARD,PH (1995)
VP 3.07E-002 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)
DC pKa
HL 1.58E-005 atmm3/moi 25 EST MEYLAN.WM & HOWARD,PH (1991)OH 1.03E-010 cmS/molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

CAS,: 008001-35-2 TOXAPHENEFormula:

NO STRUCTURE DiAGRAM AVAILABLE

Mol Weight:
MP (deg C): FP (deg C).
BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS 5.50E-001 mg/L 20 EXP MURPHY.TJ ET AL. (1987)IogP 4.82 EST LYMAN.WJ ET AL. (1982)VP 6.69E-006 mm Hg 20 EXP MURPHY,TJET AL. (1987)DC pKa
HL 6.00E-006 atmm3/mol 20 EXP MURPHY.TJ ET AL. (1987)OH 2.50E-012 cm3/molcsec 25 EST MEYLAN.WM & HOWARD,PH (1993)

007785-53-7 [ ______ d-alpha-terp^s^solFormula:
C10H18° \ ^OHMol Weight

154.25MP (deg C): FP ideg Ci:
BP (deg Cj:
BP pressure (mm Hg):

Property/Vaiue Units Temp DataType Reference
WS6.70E+002 mg/L 25 EST MEYLAN.WM ET AL. (1996)
logP 3.33 EST MEYLAN.WM & HOWARD.PH (1995)VP 3.07E-002 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 1.58E-005 m3/mol 25 EST MEYLAN.WM & HOWARD,PH (1991)OH 1.03E-010 em3/molcsec 25 EST MEYLAN.WM & HOWARD,PH (1993)

0AS*: 007789-89-1 1,1,1-TRICHLOROPROPANE
Formula: C3H5CI3

Ck Cl

ci'^\

Mol Weight:
147.43MP (deg Cj: FP (deg C).

BP (deg C):
108BP pressure (mm Hg):

Property/Value Units Temp DataTvoe Reference
WS 1.90E+003 mg/L 25 EXP DELLING.WL (1977)
logP 3.17 EST MEYLAN.WM & HOWARD,PH (1995)VP 3.16E+001 mm Hg 25 EXP PERRY,RH & GREEN.D (1984)
DC pKa
HL 3.23E-003 atmm3/mol 25 EST VP/WSOLOH 2.32E-013 cm3/moic 25 EST MEYLAN.WM & HOWARD,PH (1993)

“s* 008000-97-3 I DEMETONFormula:
c16H38°6P2S4 S

s ,_/ \Mol Weight:
516.68

II /O-P-O I
MP (deg C): FP (deg Cj.

I I / \1 0=P-S S-ABP (deg Cj:
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS6.00E+001 mg/L 25 EXP AUGUSTUN-BECKERS.PWM ET AL (1994)
iogP
V’P 3.00E-004 mm Hg 20 EXP AUGUSTUN-BECKERS.PWM ETAL. (1994)
DC pKa
HL 3.40E-0G6 atmm3/mol 20 EST VP/WSOLOH cm3/mo!csec

0AS,: 008003-22-3 SOLVENT YELLOW 33
Formula:

C18H11N02

OCy '°

Mol Weight:
273.29MP (deg C): fp (deg CJ:

BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS 1.69E-001 mg/L 25 EXP BAUGHMAN,GL & WEBER,EJ (1991)
IogP 4.10 EXP BAUGHMAN,GL & WEBER,EJ (1991)
VP 9.88E-009 mm Hg 25 EST NEELY.WB &. BLAU.GE (1985)
DC pKa
HL 6.12E-014 atmm3/mol 25 EST MEYLAN.WM & HOWARD,PH (1991)
OH 3.58E-011 cm3/molc 25 EST MEYLAN.WM & HOWARD,PH (1993)



CAS* 010605-21-7 CARBENDAZIMFormate
C9H9N3°2 H HMol Weight

191.19MP {deg C).
300 dec

FP --ceg Ci
BP (deg C).

• N 0BP pressure {mm Hg):
Property'Value Units Temc DataTvoe Reference

WS5.80E+000 mg/L 20 EXP YALKOWSKY,SH & DANNENFELSEaRM f1992)
iogP 1.52 EXP HANSCH,C & LEO,AJ (1985)
VP 4.88E-010 mm Hg 20 EXP AUGUSTIJN-BECKERS,PWM ET AL. (1994) @
DC pKa
HL 2.12E-011 m3/mol 20 EST VP/WSOLOH 2.00E-010 cm3-'molcsec 25 EST MEYLAN,WM & HOWARD,PH (1993)

CAS* 011039-70-6 PLINOL
Formula

C10H18° ! OHMol Weight.
154.25MP {deg C). F= tueg C;

BP (deg C).
BP pressure {mm Hg)'

Property/Value Units Temp DataType Reference
WS8.32E+002 mg/L 25 EST MEYLAN.WM ET AL. (1996)
IogP 2.87 EXP Li,J & PERDUE.EM (1995)VP 6.22E-002 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 1.34E-005 m3/mol 25 EST MEYLAN.WM & HOWARD,PH (1991)OH 6.66E-011 cm3/moicsec 25 EST MEYLAN.WM & HOWARD,PH (1993)

011095-43-5 BENZOTHIOPHENEFormula: CgHgS
Mol Weight:

134.20

J-

■s_______ C
MP (deg C): fp ideg C)
BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS1.92E+002 mg/L 25 EST MEYLAN.WM ET AL. (1996)
iogP 2.99 EST MEYLAN.WM & HOWARD,PH (1995)VP 2.39E-001 mm Hg 25 EXT YAWS.CL (1994B)DC pKa
HL 2.86E-004 atmm3/moi 25 EST MEYLAN.WM & HOWARD,PH (1991)OH 3.00E-011 cm3/molcsec 25 EST MEYLAN.WM & HOWARD,PH (1993)

CAS' 011097-69-1 1 AROCLOR 1254Formula:
C12H5CI5 Cl Cl

Mol Weight:
326.44 m—/ /=/

MP (deg C): FP (deg C):
01 V/OBP (deg C):

365-390BP pressure (mm Hg). cicr
Property/Vafue Units Temp DataType Reference

WS 4.30E-002 mg/L 20 EXP YALKOWSKY.SH & DANNENFELSER.RM (1992)
IogP 6.50 EXP HANSCH.C ET AL. (1995)VP 7.71 E-005 mm Hg 25 EXP MABEY.WR ET AL. (1981)DC pKa
HL 2.83E-004 atmmSanol 25 EXP BURKHARD.LP ET AL. (1985A)OH cm3/mo)c

CAS'; 011141-16-5 AROCLOR 1232Formula: C12HgCI

A mixture of isomers:
31% mono, 24% di, and 28% tri

Mot Weight:
188.66MP (deg C):

290-325
FP 'deg C:

BP {deg C):
BP pressure {mm Hg):

Property/Value Units Temp DataType Reference
WS 1.45E+000 mg'L 25 EXP MABEY.WR ET AL. (1981)logP 5.10 EXP HANSCH.C ET AL. (1995)VP 4.06E-003 mm Hg 25 EXP MABEY.WR ET AL. (1981)DC pKa
HL 6.95E-004 m3/mol 25 EST VP/WSOLOH cm3-'molc

=AS* 011096-82-5 AROCLOR 1260Formula: C12H3CI7 Cl Cl Cl

Cl Cl Cl

Mol Weight:
395.33MP (deg C): fp (deg C)

BP {deg C):
385-420BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
ws 1.44E-002 mg/L 20 EXP YALKOWSKY.SH & DANNENFELSER.RM (1992)
IogP 6.80 EXP HANSCH.C ETAL. (1995)VP 4.05E-005 mm Hg 25 EXP MABEY.WR ETAL. (1981)
DC pKa
HL 3.36E-004 atmm3/mo! 25 EXP BURKHARD.LP ET AL (1985A)OH cm3/molc

CAS,! 011104-28-2 AROCHLOR 1221Formula: C12H9C1 Cl
Mo( Weight.

188.66MP (deg C): FP (deg C) \__/ \\ /
BP (deg CL

275-320BP pressure (mm Hg). 51% mono, 32% di, and 11% triphenyl
Property/Value Units Tern DataType Reference

ws1.50E+001 mg/L 25 EXP MABEY.WR ETAL. (1981)iogP 4.70 EXP HANSCH.C ET AL. (1995)VP 6.70E-003 mm Hg 25 EXP MABEY.WR ET AL. (1981)
DC pKa
HL 2.28E-004 atmm3'mol 25 EXP BURKHARD.LP ET AL (1985A)OH cm3/mo!c

=AS' 011672-87-0 ETHEPHON
Formula: C2H6Cl03P OH
Mcl Weight:

144.50 0=Fi>-0HMP (deg C)-
74-75

Fp (deg Cl
JBP (deg C):

BP pressure (mm Hg): Cl
Property.-Value Units Temp DataType Reference

ws1.00E+006 mg/L EXP SHIU.WY ET AL (1990)
'ogP 0.05 EST MEYLAN.WM & HOWARD.PH (1995)VP 3.78E-005 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)
DC pKa
HL 5.70E-012 atmm3;mol 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 1.05E-012 cm3’,molcsec 25 EST MEYLAN.WM & HOWARD.PH (1993)



028879-93-8 21,22-DiHYDROBRUCINEFormula:
C23H28N2°4Mo! Weight:

396.49 1 M A
MP (deg C): FP (flag C). \ wS^r°O—A _n JBP (deg C):

0 6\BP pressure (mm Hg):
Property/Value Units Tern; DataType Reference

WS6.17E+002 mg/L 25 EST MEYLAN,WM ET AL. (1996)logP 0.84 EXP HANSCH.C & LEO.AJ (1985}VP 1.36E-010 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 2.53E-017 atmm3/mol 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 2.41 E-010 cm3/molcsec 25 EST MEYLAN.WM & HOWARD.PH (1993)

CAS# 028910-86-3 1,4-BENZDIAZEPIN-2-ONE-5{26F-PH)7CLFormula: C15H9CIF2N2O
JO

cl

cn
M 0

Mol Weight:
306.70MP (deg C): FP (deg C):

BP (deg C):
BP pressure (mm Hg):

Property/Value Units Tem DataType Reference
WS5.77E+001 mg/L 25 EST MEYLAN.WM ET AL. (1996)IogP 2.68 EXP HANSCH.C & LEO.AJ (1985)VP 9.35E-009 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa

HL 2.42E-010 atmm3/mol 25 EST ImEYLAN.WM & HOWARD.PH (1991)OH 8.72E-012 cm3/molcsec 25
i--------------------- s-------------------- -

EST [MEYLAN.WM & HOWARD.PH (1993)

028915-24-4 | i ,3,4-oxadiazole, z-methyl-s-kphenylmethyuthioFormula:
C10H10N2OS

Vo
Mot Weight:

206.27MP (deg C): FP (aeg O'
BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS1.33E+003 mg/L 25 EST MEYLAN.WM ET AL. (1996)IogP 1.74 EXP HANSCH.C ET AL. (1995)VP 2.30E-005 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 7.44E-009 m3/mol 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 1.63E-011 cm3/molcsec 25 EST MEYLAN.WM & HOWARD.PH (1993)

CAS#: „029082-74-4 1 OCTACHLOROSTYRENEFormula: CgCle
Mol Weight:

379.71 clY^ci
MP (deg C): FP {deg C): ci^Vyci
BP (deg C):
BP pressure (mm Hgj: Cl

Property-Value Units Temp DataType Reference
WS 1.74E-003 mg/L 25 EST MEYLAN.WM ET AL. (1996)IogP 7.46 EST MEYLAN.WM & HOWARD.PH (1995)VP 1.32E-005 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa

HL 2.30E-004 atmm3/mol 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 1.07E-012 cm3/moic 25 EST MEYLAN.WM & HOWARD.PH (1993)

CAS#: . . . _029094-61-9 GLIPIZIDEFormula: C2i H27N5O4S

"Aj"~xy

vvc
H

Mo! Weight:
445.54MP (deg C): FP ideg Cj

BP (deg C):
BP pressure (mm Hg):

Property/Vaiue Units Temf DataType Reference
WS3.72E+001 mg/L 25 EST MEYLAN.WM ET AL. (1996)'ogP 1.91 EXP HANSCH.C ET AL. (1995)VP 2.73E-016 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 1.Q3E-020 atmm3/moi 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 3.42E-011 cm3/molcsec 25 EST MEYLAN.WM & HOWARD.PH (1993)

029074-04-2 | 4-t-butylphehyl glucopyranosideFormula
C16H24°6

h<^Y y Yt

OH

Mol Weight:
312.37MP (deg C): FP (deg C):

BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temp DataType Reference
WS1.02E+003 mg/L 25 EST MEYLAN.WM ET AL. (1996)'ogP 1.18 EXP HANSCH.C & LEO.AJ (1985)VP 2.70E-012 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 2.97E-015 atmm3/mol 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 8.83E-011 cm3/molc 25 EST MEYLAN.WM & HOWARD.PH (1993)

r'AS” 029091-05-2 DINITRAMINEFormula:
C11H13F3N4°4 Y YY

n Y

Y/YA y° 
fYtYr F NH2 o'

Mol Weight:
322.25MP (deg C):

98
FP (deg C):

BP (deg G):
BP pressure (mm Hg):

Property/Value Units Temf DataType Reference
WS1.10E+000 mg/L 25 EXP YALKOWSKY.SH & DANNENFELSER.RM (1992)IogP 3.96 EST MEYLAN.WM & HOWARD.PH (1995)VP 3.60E-006 mm Hg 25 EXP AUGUSTUN-BECKERS.PWM ET AL. (1994)DC pKa
HL 1.39E-006 atmm3/mot 25 EST VP/WSOLOH 1.77E-011 cm3/molcsec 25 EST MEYLAN.WM & HOWARD.PH (1993)

CAS* 029104-30-1 BENZOXIMATEFormula:
C18H18CIN05

<0 
O\

Mol Weight:
363.80MP (deg C): FP (deg Cr

BP (deg C):
BP pressure (mm Hg):

Property/Value Units Temf DataType Reference
WS3.33E+000 mg/L 25 EST MEYLAN.WM ET AL. (1996)
iogP 3.73 EXP SAITO.H ET AL. (1993)VP 4.40E-008 mm Hg 25 EST NEELY.WB & BLAU.GE (1985)DC pKa
HL 1.86E-010 atmm3/mol 25 EST MEYLAN.WM & HOWARD.PH (1991)OH 8.68E-011 cm3/moic 25 EST MEYLAN.WM & HOWARD.PH (1993)
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compounds for which a LFER of the form:

l0S*"-=“l08csro+i’

= — a log C“‘(l, L) + b
(7-14)

can be established. In this particular case, one of the organic “solvents” (the pure 
organic liquid) exhibits special properties; it always forms an ideal mixture with the 
solute (i.e., yl = 0 or ys = 1), and the mole fraction of the solute is equal to 1. Thus, 
the goodness of the LFER shown in Eq. 7-14 and the values of the regression param­
eters a and b depend to a great extent on the variability of the activity coefficients 
in oeianol, y0, within the set of compounds chosen to establish the LFER, and also, 
of course, on the accuracy of the experimental data used. Thus, as shown by the 
examples given in Table 7.2, excellent relationships are found for specific classes of 
"simple” nonpolar or moderately polar organic compounds, including the alkanes, 
polycyclic aromatic hydrocarbons, alkylated and halogenated benzenes, and phtha- 
latcs. Mixing nonpolar with polar compounds and/or with compounds of very 
different molecular sizes generally results in poorer correlations. This is demonstrated 
by the substituted benzenes where inclusion of nine additional polar compounds in 
the sot of 23 nonpolar alkyl- and chlorobenzenes substantially decreases the goodness 
of the fit. Furthermore, as illustrated by the last compound set in Table 7.2, for a 
very diverse set of chemicals such as the pesticides, very poor correlations may be 
found. We have already seen that these compounds contain a variety of very different 
polar groups and, therefore, do not share the same nonideal interactions in octanol. 
In contrast, a more uniform set of polar compounds like the aliphatic alcohols show 
much better LFERs. Finally, it should be noted that not all of the scatter in the data 
found when establishing a relationship between K0V) and Qa'(l, L) is due to real 
chemical factors, because experimental errors in both solubility and Koyi determina-

TABIJE 7.2 Linear Free-Energy Relationships Between Octanol-Water Partition Constants 
and (liquid) Aqueous Solubilities for Various Sets of Compounds

loglCow = - a log C“(l, L) + b

Set of Compounds n R2 a( ± <r) f>(±ff)
Alkanes 16 0.91 0.81 -0.20
Fob cyclic aromatic hydrocarbons 
Substituted benzenes

8 0.99 0.87(±0.03) 0.68(±0.16)

Only nonpolar substituents 23 0.98 0.86(±0.03) 0.75(±0.09)
Including polar substituents 32 0.86 0.72(±0.05) 1.18(±0.16)

Phthalates 5 1.00 1.06(±0.03) —0.22(±0.09)
PCBs 14 0.92 0.85(±0.07) Q.78(±0,47)
Alcohols 41 0.94 0.90 0.83
Miscellaneous pesticides 14 0.81 0.84(±0.12) G.12(±0.49)




