Supporting Information

Table A. Experimental and calculated soil sorption coefficients (logKoc) and
calculated octanol/water partition coefficients (logKow): A — calculated
with model for the full set of 344 compoundsin Table 5, B —calculated
with model for 68 compounds in Table 3 (numbers in bold indicate
compoundsin training set).

no Class Name Exp A Da B Ds L ogKow
(344) (68) (calo)
1 01 4-Methoxyacetanilide 140 160 020 183 043 118
2 01 Acetanilide 143 156 013 172 029 110
3 01 4-Bromoacetanilide 195 212 017 217 022 199
4 01 3-Nitroacetanilide 194 198 004 207 013 164
5 01 3-Fluoroacetanilide 157 164 007 18 025 130
6 01 3-Trifluoromethylacetanilide 175 216 0.41 2.18 0.43 2.06
7 01 4-Fluoroacetanilide 148 166 018 187 039 130
8 01 3-Methylacetanilide 145 177 032 197 052 165
9 01 3-Chloroacetanilide 186 1.90 0.04 201 0.15 1.74
10 01 3-Bromoacetanilide 201 205 004 212 011  1.99
11 01 Butyranilide 171 195 024 215 044 208
12 01 Propachlor 242 219 -023 225 -017 242
13 01 34-Dichloroacetanilide 234 230 -004 235 001 239
14 01 3-Chloro-4-methoxyacetanilide 195 194 -0.01 212 0.17 1.83
15 01 Alachlor 228 251 023 264 036 337
16 01 Butachlor 286 316 030 329 043 484
17 01 Norfluorazon 328 249 -079 234 094 219
18 01 Acetchlor 232 252 020 263 031 337
19 01 Metholachlor 246 246 000 257 011 324
20 01 Metaaxyl 157 169 012 191 034 170
21 02 Methanol 044 018 -026 -008 -052 -0.63
22 02 Ethanol 020 044 024 022 002 -014
23 02 1-Propanol 048 066 018 045 -003 035
24 02 1-Butanol 050 088 038 068 018 084
25 02 1-Pentanol 070 109 039 09 020 133
26 02 1-Hexanol 101 131 030 111 010 18
27 02 1-Heptanol 114 151 037 133 019 231
28 02 1-Octanol 156 173 017 155 -001 281
29 02 1-Nonanol 189 192 003 174 -015 330
30 02 1-Decanol 259 215 -044 198 061 379
31 02 Propyleneglycol 036 028 -008 002 -034 -0.78
32 02 sec-Phenylethylacohol 150 167 017 174 024 149
33 02 Diphenylmethanol 234 239 005 230 -004 271
34 03 Napronamide 262 264 002 28 024 333
35 03 Pronamide 231 239 008 276 045 357
3 03 4-Chloro-N-(1,1-dimethyl-2- 190 198 008 247 057 293
propynyl)benzamide
37 03 N-(1,1-dimethyl-2-propynyl) 154 159 005 211 057 229
benzamide
38 03 4-Methoxy-N-(1,1-dimethyl-2- 183 168 -015 225 042 237
propynyl)benzamide
39 03 4-Methyl-N-(1,1-dimethyl-2- 176 183 007 240 064 283
propynyl)benzamide
40 03 4-Bromo-N-(1,1-dimethyl-2- 201 221 020 259 058 318
propynyl)benzamide
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4-Fluoro-N-(1,1-dimethyl-2-
propynyl)benzamide
4-iso-Propyl-N-(1,1-dimethyl-2-
propynyl)benzamide
Isoxaben

Benzamide
2-Nitrobenzamide
3-Nitrobenzamide
4-Methylbenzamide
4-Nitrobenzamide
2-Chlorobenzamide
2,6-Dichlorobenzamide
3,5-Dinitrobenzamide
N-Methylbenzamide
Trichloroacetamide
Diethylacetamide
R-40244(FLUROCHL ORIDONE)
Bentazon

Captan

Folpet

Pyrazon

Captafol

Aniline

3-Methylaniline
4-Methylaniline
4-Chloroaniline
4-Bromoaniline
3-Trifluoromethylaniline
3-Chloro-4-methoxyaniline
3-Methyl-4-bromoaniline
2,4-Dichloroaniline
2,6-Dichloroaniline
3,5-Dichloroaniline
3,4-Dichloroaniline
2,3,4-Trichloroaniline
2,3,4,5-Tetrachloroaniline
2,3,5,6-Tetrachloroaniline
Pentachloroaniline
N-Methylaniline
N,N-Dimethylaniline
Diphenylamine
Azaobenzene

Carbaryl

Chlorpropham
Ethyl-N-phenylcarbamate
Propoxur

Aldicarb

Propham

EPTC

Pebulate

Cycloate

Carbofuran

Aldicarb sulfoxide
Aldicarb sulfone
Methyl-N-phenylcarbamate
Propyl-N-phenylcarbamate
Butyl-N-phenylcarbamate

1.68

217

240
1.46
1.45
1.95
1.78
1.93
151
0.53
231
142
0.99
1.84
2.55
1.52
2.30
3.27
2.04
3.32
141
1.65
1.90
1.96
1.96
2.36
1.93
2.26
272
3.25
249
2.29
2.60
3.03
3.94
4.62
2.28
2.26
2.78
3.30
240
2.53
1.82
1.67
1.50
1.83
2.38
2.80
2.54
175
0.56
0.42
1.73
2.06
2.26

1.73

221

2.88
1.33
115
1.45
1.57
1.46
1.46
155
1.58
153
153
0.88
3.05
1.94
2.58
2.83
1.68
2.99
1.60
181
1.84
2.03
217
2.23
2.00
2.36
2.36
2.33
2.32
2.35
272
3.17
3.18
3.61
1.83
2.06
2.76
3.05
2.30
2.63
2.08
1.85
1.62
222
2.20
241
2.52
201
0.65
0.75
1.85
2.28
248

0.05

0.04

0.48
-0.13
-0.30
-0.50
-0.21
-0.47
-0.05
1.02
-0.73
011
0.54
-0.96
0.50
0.42
0.28
-0.44
-0.36
-0.33
0.19
0.16
-0.06
0.07
0.21
-0.13
0.07
0.10
-0.36
-0.92
-0.17
0.06
0.12
0.14
-0.76
-1.01
-0.45
-0.20
-0.02
-0.25
-0.10
0.10
0.26
0.18
0.12
0.39
-0.18
-0.39
-0.02
0.26
0.09
0.33
0.12
0.22
0.22

2.28

2.79

3.10
1.44
1.10
141
1.73
1.45
1.45
1.58
1.37
1.65
134
1.10
2.80
207
2.56
2.70
1.70
2.87
1.70
1.95
1.97
2.03
215
2.19
213
2.39
2.35
2.35
231
2.34
2.65
2.95
2.96
3.27
1.95
221
2.79
3.17
242
2.69
2.20
2.04
1.89
2.39
2.53
2.74
2.87
2.25
0.76
0.88
1.99
242
2.63

0.60

0.62

0.70
-0.02
-0.35
-0.54
-0.05
-0.48
-0.06
1.05
-0.94
0.23
0.35
-0.74
0.25
0.55
0.26
-0.57
-0.34
-0.45
0.29
0.30
0.07
0.07
0.19
-0.17
0.20
0.13
-0.37
-0.90
-0.18
0.05
0.05
-0.08
-0.99
-1.35
-0.33
-0.05
0.01
-0.13
0.02
0.16
0.38
0.37
0.39
0.56
0.15
-0.06
0.33
0.50
0.20
0.46
0.26
0.36
0.37

249

3.74

3.98
0.74
-0.18
0.56
1.29
0.56
0.65
0.90
0.37
1.20
0.83
0.50
3.45
1.67
2.74
2.84
0.76
342
1.08
1.62
1.62
172
1.97
2.04
1.80
251
237
237
237
237
3.01
3.65
3.65
4.30
1.62
217
3.29
411
2.35
3.30
2.24
1.90
1.36
2.66
3.02
3.51
381
2.30
-0.78
-0.67
175
273
3.22
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Pentyl-N-phenylcarbamate

Methyl-N-(3-chlorophenyl)carbamate

Methyl-N-(3,4-
dichlorophenyl)carbamate
Chlorbufam

Butylate
Methiocarb
Tridlate
Meobal
Asulam
Carbendazim
Methomyl
Benomyl

4-Chlorobenzal doxime N-
methylcarbamate
Benza doxime N-methylcarbamate

3-Bromophenylcarbamate
3-Ethylphenylcarbamate
3-Methylphenylcarbamate
4-1sopropyl phenylcarbamate
3-Methoxyphenylcarbamate
4-Methoxyphenylcarbamate
4-t-Butyl phenylcarbamate
Vernolate

Didlate

Pirimicarb

BPMC

Molinate

Thiobencarb
2,6-Dinitro-trifluoro-p-toluidine
Triflurain

Benfluralin
2,6-Dinitro-N-n-propyl-trifluoro-p-
toluidine

Nitralin

Oryzdin

Chlornidine

Profluralin

Dinitramine

Fluchlorain

Butralin

GS-39985

GS-38946

SD11830

SD12030

SD12346

SD12639

SD13207

3,5-Dinitroaniline

Diethyl phthalate
Di-isobutyl phthalate
Di-n-butyl phthalate
Di-n-hexyl phthalate
n-Butylbenzyl phthalate
Methyl benzoate

Ethyl benzoate

Phenyl benzoate

261
215
2.74

221
211
2.32
3.35
171
248
2.35
1.30
271
2.19

1.80
1.89
1.66
1.48
194
1.44
1.40
2.07
2.33
3.28
1.90
171
1.92
3.27
2.56
3.93
3.99
3.61

2.92
3.40
3.94
4.01
3.63
3.55
3.98
3.23
317
237
3.10
3.30
2.56
271
2.55
1.84
3.14
3.14
4.72
321
2.10
2.30
3.16

2.67
2.23
2.60

213
2.56
244
3.32
2.02
1.30
1.90
1.32
2.16
2.27

1.83
1.89
1.78
1.58
1.98
1.36
1.38
217
241
294
161
2.19
214
291
2.76
4.00
4.02
3.40

2.86
2.79
3.51
4.17
3.36
3.99
3.63
3.78
3.55
2.06
3.09
3.27
245
2.65
211
2.19
2.96
2.98
3.79
3.39
1.79
1.99
2.58

0.06
0.08
-0.14

-0.08
0.45
0.12
-0.03
0.31
-1.18
-0.45
0.02
-0.55
0.08

0.03
0.00
0.12
0.10
0.04
-0.08
-0.02
0.10
0.08
-0.34
-0.29
0.48
0.22
-0.36
0.20
0.07
0.03
-0.21

-0.06
-0.61
-0.43
0.16
-0.27
0.44
-0.35
0.55
0.38
-0.31
-0.01
-0.03
-0.11
-0.06
-0.44
0.35
-0.18
-0.16
-0.93
0.18
-0.31
-0.31
-0.58

2.85
2.28
2.62

2.56
2.89
2.65
3.29
219
1.36
201
153
231
2.28

1.95
1.87
191
1.70
212
1.56
157
2.32
2.74
3.03
1.92
241
247
2.98
237
3.75
3.75
3.06

271
2.62
3.27
3.87
3.10
3.59
3.62
3.50
3.28
1.82
2.92
3.13
2.26
247
1.99
2.30
3.08
3.15
4.00
341
1.94
2.16
2.60

0.24
0.13
-0.12

0.35
0.78
0.33
-0.06
0.48
-1.12
-0.34
0.23
-0.40
0.09

0.15
-0.02
0.25
0.22
0.18
0.12
0.17
0.25
0.41
-0.25
0.02
0.70
0.55
-0.29
-0.19
-0.18
-0.24
-0.55

-0.21
-0.78
-0.67
-0.14
-0.53
0.04
-0.36
0.27
011
-0.55
-0.18
-0.17
-0.30
-0.24
-0.56
0.46
-0.06
0.01
-0.72
0.20
-0.16
-0.14
-0.56

3.72
240
3.04

3.02
3.85
2.87
457
2.27
0.05
155
0.61
2.24
2.26

1.62
1.60
174
1.25
2.16
0.79
0.79
2.62
351
4.08
1.40
2.86
291
3.90
2.25
531
531
3.78

2.92
273
4.42
5.62
3.96
5.07
515
4.85
4.36
0.95
341
3.90
194
243
1.29
2.65
4.46
4.61
6.57
4.84
1.83
2.32
3.04
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Ethyl 4-nitrobenzoate
Ethyl phenylacetate

Ethyl heptanoate

Ethyl octanoate
Tetrachlorophthalate
Di-2-ethylhexyl phthalate
Ethyl 4-hydroxybenzoate
Ethyl hexanoate
Dimethyl phthalate

Ethyl pentanoate

Ethyl 3,5-dinitrobenzoate
Ethyl 4-methylbenzoate
Chloramben methyl
Ethofumesate
Fenvalerate

Permethrin

Dinoseb

Nitrobenzene
3-Aminonitrobenzene
3,4-Dichloronitrobenzene
4-Aminonitrobenzene
4-Bromonitrobenzene
3-Chloro-4-bromo-nitrobenzene
2,3,4,5-Tetrachloro-nitrobenzene
2,3,5,6-Tetrachloro-nitrobenzene
Pentachloronitrobenzene
Dalapon

Fenac

Silvex

2,4,5-T acid

MCPA

2,4-D acid

Chloramben
Anthracene-9-carboxylic acid
Dicamba

Picloram

Benazolin
6-Chloropicolinic acid
Triclopyr
4-Hydroxybenzoic acid
4-Nitrobenzoic acid
4-Methylbenzoic acid
3,4-Dinitrobenzoic acid
3,6-Dichlorosalicylic acid
Acetic acid

Benzoic acid

Hexanoic acid

Phthalic acid
Phenylacetic acid

Phenol
2,3-Dichlorophenol
2,4-Dichlorophenol
2,4,6-Trichlorophenol
2,4,5-Trichlorophenol
3,4,5-Trichlorophenol
2,3,4,6-Tetrachlorophenol

248
1.89
261
3.02
3.30
4.94
221
2.06
1.60
1.97
2.74
2.59
2.74
2.53
3.74
4.80
2.09
2.20
1.73
2.53
1.88
242
2.60
4.23
4.05
4.36
0.40
1.80
3.28
1.99
1.73
1.66
1.48
2.74
1.50
1.30
1.52
1.37
1.43
1.43
154
177
153
2.30
0.00
1.50
1.46
1.07
1.45
1.43
2.65
275
3.02
3.36
3.56
3.35

212
2.05
1.87
211
2.92
457
2.16
1.66
1.73
1.46
2.18
2.23
2.39
249
4.01
4.56
3.05
2.07
1.97
2.82
1.95
2.58
294
3.63
3.61
4.01
1.63
2.78
3.03
2.86
2.23
237
215
331
215
211
2.30
175
2.59
1.79
2.00
214
2.03
249
0.59
1.90
1.40
1.63
1.68
1.79
2.50
251
297
2.98
2.93
3.38

-0.36
0.16
-0.74
-0.91
-0.38
-0.37
-0.05
-0.40
0.13
-0.51
-0.56
-0.36
-0.35
-0.04
0.27
-0.24
0.96
-0.13
0.24
0.29
0.07
0.16
0.34
-0.60
-0.44
-0.35
1.23
0.98
-0.25
0.87
0.50
0.71
0.67
0.57
0.65
0.81
0.78
0.38
1.16
0.36
0.46
0.37
0.50
0.19
0.59
0.40
-0.06
0.56
0.23
0.36
-0.15
-0.24
-0.05
-0.38
-0.63
0.03

2.16
2.23
2.10
2.32
2.76
4.81
2.32
1.88
1.87
1.67
201
244
249
272
4.21
4.49
291
1.96
2.03
2.64
2.00
243
275
3.23
321
3.51
153
2.70
2.89
2.70
2.33
2.36
2.19
3.44
2.18
1.93
2.24
1.78
242
1.84
1.97
2.25
1.87
249
0.65
1.97
154
1.62
1.82
1.83
245
248
2.79
2.80
277
3.10

-0.32
0.34
-0.51
-0.70
-0.54
-0.13
011
-0.18
0.27
-0.30
-0.73
-0.15
-0.25
0.19
0.47
-0.31
0.82
-0.24
0.30
011
0.12
0.01
0.15
-1.00
-0.84
-0.85
113
0.90
-0.39
0.71
0.60
0.70
0.71
0.70
0.68
0.63
0.72
0.41
0.99
0.41
0.43
0.48
0.34
0.19
0.65
0.47
0.08
0.55
0.37
0.40
-0.20
-0.27
-0.23
-0.56
-0.79
-0.25

2.14
2.57
3.32
3.81
3.29
8.39
249
2.83
1.66
2.34
1.95
2.87
2.60
2.89
6.76
7.43
3.67
181
1.47
3.10
1.47
2.70
3.35
4.39
4.39
5.03
1.68
3.36
3.68
3.26
2.52
2.62
1.90
4.23
2.14
1.36
2.08
1.33
2.53
1.39
1.69
242
151
2.78
0.09
1.87
2.05
1.07
1.43
151
2.80
2.80
345
345
345
4.09
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Pentachl orophenol
4-Bromophenol

4-Nitrophenol

2-Chlorophenol

3-Chlorophenol
3,4-Dichlorophenol
3,5-Dimethylphenol
2,3,5-Trimethylphenol
4-Methylphenol

2-Methoxyphenol
3-Methoxyphenol
3-Hydroxyphenol
4,5,6-Trichloroguaiacol
Tetrachloroguaiacol

Catechol

Chlorothalonil

Dichlobenil

3-Methylphenylurea

Phenylurea

Fenuron

2-Chlorophenylurea

Monuron
3-(3-Fluorophenyl)-1,1-dimethylurea
Diuron

Linuron
3-(4-Fluorophenyl)-1,1-dimethylurea
Neburon
3-(3-Chlorophenyl)-1,1-dimethylurea
2-Fluorophenylurea
4-Fluorophenylurea
3-Fluorophenylurea
3-Phenyl-1-cyclohexylurea
3-Phenyl-1-methylurea
Monolinuron
4-Bromophenylurea
3-Chlorophenylurea

Chloroxuron

Siduron

Fluometuron
3,4-Dichlorophenylurea
3-Bromophenylurea
Metobromuron
3-(3,4-Dichlorophenyl)-1-methylurea
3-(4-Methylphenyl)-1,1-dimethylurea
3-(4-Methoxyphenyl)-1,1-
dimethylurea
3-Trifluoromethylphenylurea
3-Phenyl-1-cyclopropylurea
Chlorbromuron

Chlortoluron
3-Phenyl-1-cycloheptylurea
Metoxuron
3-(3-Chloro-4-methoxyphenyl)-1-
methylurea

3-(3-Chloro-4-methyl phenyl)-1-
methylurea
3-Chloro-4-methoxyphenylurea

3.73
241
237
2.60
2.54
3.09
2.83
3.61
2.70
1.56
1.50
0.98
2.80
2.85
2.03
3.26
231
1.56
1.50
1.40
161
1.95
1.73
240
2.70
1.43
3.40
1.79
1.32
1.52
177
207
1.29
2.10
2.06
201
3.55
231
2.00
2.53
212
2.10
2.46
151
1.40

1.98
1.74
2.70
2.02
237
1.72
1.84

2.10

2.00

381
2.35
2.03
212
2.18
251
2.24
247
2.03
1.73
177
1.59
2.90
3.32
1.64
2.79
1.99
1.63
1.42
1.67
1.82
2.03
175
243
2.53
1.79
3.06
2.04
154
153
1.50
2.55
1.59
212
1.99
1.79
3.01
272
231
221
1.92
2.34
2.35
191
1.74

2.05
1.97
2.65
2.26
273
207
1.97

217

1.80

0.08
-0.06
-0.34
-0.48
-0.36
-0.58
-0.59
-1.14
-0.67
0.17
0.27
0.61
0.10
0.47
-0.39
-0.47
-0.32
0.07
-0.08
0.27
0.21
0.08
0.02
0.03
-0.17
0.36
-0.34
0.25
0.22
0.01
-0.27
0.48
0.30
0.02
-0.07
-0.22
-0.54
0.41
0.31
-0.32
-0.20
0.24
-0.11
0.40
0.34

0.07
0.23
-0.05
0.24
0.36
0.35
0.13

0.07

-0.20

3.40
2.27
2.09
215
214
247
2.33
2.60
2.10
181
1.89
1.64
2.74
3.04
1.68
2.93
247
177
153
1.83
1.84
217
1.93
2.46
2.57
1.97
311
212
1.65
1.68
1.63
272
1.73
2.28
1.98
1.82
311
291
2.29
217
1.93
2.39
237
211
1.93

1.99
2.08
2.68
240
294
2.23
214

2.30

1.93

-0.33
-0.14
-0.28
-0.45
-0.40
-0.62
-0.50
-1.01
-0.60
0.25
0.39
0.66
-0.06
0.19
-0.35
-0.33
0.16
0.21
0.03
0.43
0.23
0.22
0.20
0.06
-0.13
0.54
-0.29
0.33
0.33
0.16
-0.14
0.65
0.44
0.18
-0.08
-0.19
-0.44
0.60
0.29
-0.36
-0.19
0.29
-0.09
0.60
0.53

0.01
0.34
-0.02
0.38
0.57
0.51
0.30

0.20

-0.07

4.74
240
191
2.16
2.16
2.80
261
3.15
2.06
134
1.59
1.03
3.27
3.92
1.03
3.66
2.83
1.25
0.71
1.38
1.35
2.03
1.58
2.67
291
1.58
4.15
2.03
0.91
0.91
0.91
3.44
117
2.26
1.60
1.35
4.08
3.86
2.35
2.00
1.60
251
2.46
1.93
1.46

1.67
1.97
3.15
2.58
3.93
211
1.90

2.36

1.43



261

262
263
264

265
266
267
268
269
270
271
272
273
274

275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314

11

11
11
11

11
11
11
11
11
11
11
11
11
11

11
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12
12

3-(3-Methoxyphenyl)-1,1-
dimethylurea

Tebuthiuron

Diflubenzuron
3-(3,5-Dimethylphenyl)-1,1-
dimethylurea

VEL 3510

Isouron

Chlorsulfuron

Sulfometuron methyl
3-Methyl-4-fluorophenylurea
3-Methyl-4-bromophenylurea
3-Phenyl-1-cyclopentylurea
M ethabenzthiazuron

3-(3-Chlorophenyl)-1-methylurea
3-(3,5-Dimethyl-4-bromophenyl)-1,1-

dimethylurea
4-Phenoxyphenylurea

Azinphos methyl
Carbophenothion methyl
Chlorfenvinphos
Chlorpyrifos
Chlorpyrifos methyl
Crotoxyphos
Diazinon

Dichlorvos
Dimethoate
Disulfoton
Dowco275

Dyfonate

EPN

Ethion

Ethoprophos
Fenamiphos
Fenamiphos sulfone
Fenamiphos sulfoxide
Fenitrothion
Fensulfothion
Fensulfothion sulfide
Fensulfothion sulfone
Iprofenfos

|sazophos

Leptophos

Malathion
Methidathion
Mevinphos

Parathion

Parathion methyl
Phorate

Piperophos
Profenophos
Terbufos

Terbufos sulfone
Terbufos sulfoxide
Trichlorfon
Demeton-S-methyl
Phosalone

172

1.83
3.83
1.73

251
247
2.19
1.62
175
237
1.93
2.80
1.93
2.53

2.56
2.28
4.67
247
3.70
3.52
2.00
275
1.67
1.20
3.22
241
3.44
3.12
4.06
1.80
251
1.64
1.57
2.63
2.52
3.18
217
240
201
4.50
3.07
153
2.30
3.20
3.00
2.70
344
3.03
2.82
2.18
2.18
1.90
1.49
2.63

1.68

1.93
3.07
2.09

153
1.60
2.34
2.19
1.76
2.18
2.36
242
1.96
2.63

251
2.56
3.72
3.09
3.53
311
1.94
2.78
1.43
1.48
3.27
247
3.24
3.38
3.63
2.67
275
1.73
175
2.77
2.54
3.51
2.46
2.80
2.68
4.40
2.36
2.05
0.79
3.00
2.58
3.07
3.10
3.53
344
248
243
1.19
1.87
3.39

-0.04

0.10
-0.76
0.36

-0.98
-0.87
0.15
0.57
0.01
-0.19
0.43
-0.38
0.03
0.10

-0.05
0.28
-0.95
0.62
-0.17
-0.41
-0.06
0.03
-0.24
0.28
0.05
0.06
-0.20
0.26
-0.43
0.87
0.24
0.09
0.18
0.14
0.02
0.33
0.29
0.40
0.67
-0.10
-0.71
0.52
-1.51
-0.20
-0.42
0.37
-0.34
0.50
0.62
0.30
0.25
-0.71
0.38
0.76

1.89

212
3.01
231

1.68
177
2.24
2.10
1.92
222
251
2.53
2.03
2.76

2.52
2.66
3.69
3.01
341
2.99
2.02
3.07
1.40
175
341
2.65
3.39
3.30
3.66
2.90
2.85
1.76
177
2.82
249
3.60
245
2.90
2.79
4.13
2.56
2.30
0.98
3.01
2.58
3.15
3.40
3.48
3.54
2.52
251
0.80
2.08
3.51

0.17

0.29
-0.82
0.58

-0.83
-0.70
0.05
0.48
0.17
-0.15
0.58
-0.27
0.10
0.23

-0.04
0.38
-0.98
0.54
-0.29
-0.53
0.02
0.32
-0.27
0.55
0.19
0.24
-0.05
0.18
-0.40
1.10
0.34
0.12
0.20
0.19
-0.03
0.42
0.28
0.50
0.78
-0.37
-0.51
0.77
-1.32
-0.19
-0.42
0.45
-0.04
0.45
0.72
0.34
0.33
-1.10
0.59
0.88

1.46

1.78
3.59
248

0.83
151
2.26
2.00
1.45
214
2.95
2.65
1.82
3.37

2.76
2.53
4.21
4.15
4.66
3.68
1.89
3.86
0.60
0.28
3.86
2.93
4.02
4.47
4.75
3.14
3.29
1.26
1.13
3.30
2.35
451
248
3.57
3.26
6.34
2.29
1.58
-0.24
3.73
275
3.37
4.23
4.82
4.24
221
2.10
-0.28
111
4.29



315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333
334
335
336
337
338
339
340
341
342
343

345

12
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
14
14
14
14
14
14
14
14
14
14
14
14
14
14

Dicrotophos

Simazine

Propazine

Ametryn

Terbutryn

Prometon

Atrazine

Ipazine

Trietazin

Dipropetryn
Terbuthylazine
Prometryn

Metribuzin

Cyanazine
sec-Bumeton
Metamitron

NIA 23486

Amitrole

Thiabendazol

Imazalil

Tricyclazol
Triadimefon
Propiconazole
Benzyltriazole
3,4-Dichlorobenzyltriazole
4-n-Butylbenzyltriazole
4-Chlorobenzyltriazole
4-Fluorobenzyltriazole
4-Methoxybenzyltriazole
PP450

Oxadiazon

1.66
2.10
240
2.59
2.85
2.60
2.24
291
2.76
3.07
2.32
2.85
171
2.28
2.78
217
1.70
1.25
3.24
3.73
3.09
271
3.39
1.69
2.33
2.16
1.98
1.87
1.80
1.88
3.51

0.44
221
2.56
2.62
281
2.55
2.39
2.83
2.64
297
261
2.80
181
1.80
2.56
191
242
0.79
2.23
3.00
2.50
2.34
3.00
1.65
248
2.55
213
181
175
2.32
3.39

-1.23
011
0.16
0.03
-0.04
-0.05
0.15
-0.08
-0.12
-0.10
0.29
-0.05
0.10
-0.48
-0.22
-0.26
0.72
-0.46
-1.01
-0.73
-0.59
-0.37
-0.39
-0.04
0.15
0.39
0.15
-0.06
-0.05
0.44
-0.12

0.65
222
2.58
2.74
2.93
2.69
241
2.89
2.70
3.13
2.60
2.92
2.08
2.28
273
2.05
2.62
0.93
2.33
3.15
2.55
251
3.01
175
243
2.69
212
1.92
1.90
231
345

-1.01
0.12
0.18
0.15
0.08
0.09
0.17
-0.02
-0.06
0.06
0.28
0.07
0.37
0.00
-0.05
-0.12
0.92
-0.32
-0.91
-0.58
-0.54
-0.20
-0.38
0.06
0.10
0.53
0.14
0.05
0.10
0.43
-0.06

-1.10
240
3.24
3.32
3.77
3.57
2.82
3.86
344
4.22
3.27
3.73
1.49
251
3.64
1.44
3.10

-0.47
2.00
4.10
248
294
4.13
1.49
2.78
3.51
214
1.69
157
2.52
4.81




Table B. Abbreviations

logKoc logarithm of the soil sorption coefficient normalized to organic carbon [Exp.]

logKow logarithm of the octanol/water partition coefficient [KowWin]

B maximum bonding contribution of a molecular orbital [AM1]

CPSA charged partial surface area

DP3A-1 difference in CPSAs (PPSA1-PNSA1) [Z€firov]

DP3A-2 difference in CPSAs (PPSA2-PNSA?2) [Z€firov]

€10Mo-1 HOMO-1 energy [AM1]

h absolute hardness [AM 1]

EI(C- H) minimum coulombic interaction for a C-H bond [AM 1]

EZX"(C- N) minimum coulombic interaction for a C-N bond [AM1]

EZ"(C) minimum electron-electron repulsion for a C atom [AM 1]

E™ (C) maximum atomic state energy for a C atom [AM1]

Ee(tot) total molecular 1-center electron-nuclear attraction [AM 1]

EX"(H - N) minimum resonance energy for an N-H bond [AM1]

EX™(C- O) maximum resonance energy for a C-O bond [AM1]

EM(C- C) minimum total interaction for a C-C bond [AM1]

#He™ number of occupied electronic levels/ number of atoms[AM1]

FPAHDSA- 11y hydrogen acceptor depended hydrogen donor surface area normalized by total
molecular surface area [Zefirov]

1Y Kier&Hall valence connectivity index (order 1)

o Kier&Hall valence connectivity index (order 2)

SV Kier and Hall valence connectivity index (order 3)

3c Randic index (order 3)

Kk Kier shape index (order 2)

MW molecular weight

#Ora relative number of O atoms

PNSA-1 partial negative surface area [Zefirov]

P maximum s-s bond order [AM1]

P, maximum p-p bond order [AM1]

OOl T~ polarity parameter / square distance [Z€firov]

qun minimum partial charge for aN atom [Zefirov]

RNCG relative negative charge [Z€firov]

\Ve average vaency of an H atom [AM1]

v, maximum valency of an H atom [AM1]

WNSA-1 weighted PNSA (PNSA1* TM SA/1000) [Zefirov]

XYshadow XY shadow index

ZXshadow! ZXrectangle ZX shadow index normalized by the respective rectangle

AM1 AM1 semiempirical parameterization (Mulliken partial charges)

Zefirov partial charges caculated by the Zefirov's scheme, using Sanderson's

electronegativity egualization principle




