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Table 1
Solute descriptors and toxicity of compounds used to construct models.




     Solute descriptor



                        Vibrio                            Pseudo      Scend-       Artemia        Tetra-











                       fischeri                            monas       esmus          salina       hymena












                     putida      quadri-                        pyrifor-
                                                                                                                                                                                                                  cauda                              mis

Compound

                VX
    R2            ( EQ \s(H,2)          EQ \s(H,2)       EQ \s(0,2)    pT5             pT15             pT30            IGC50       IGC50         -log LC50     IGC50
Methanol
0.308
0.278
0.44
0.43
0.47
-3.69
-3.95
-4.00
-2.31
-2.40
-3.13
-2.72

Ethanol
0.449
0.246
0.42
0.37
0.48
-2.89
-2.70
-2.88
-2.15
-2.04
-2.72
-2.31

2-Ethoxyethanol
0.790
0.237
0.50
0.30
0.83
-0.62
-0.65
-0.68





Ethylene glycol
0.508
0.404
0.90
0.58
0.78
-1.02
-1.02
-1.00
-2.21

-3.46


Propan-1-ol
0.590
0.236
0.42
0.37
0.48
-2.22
-2.16
-2.19
-1.65
-1.71

-1.75

Propan-2-ol  
0.590
0.212
0.36
0.33
0.56
-2.77


-1.24
-1.48
-2.44
-1.88

2-Methyl-1-propanol  
0.731
0.217
0.39
0.37
0.48
-1.35
-1.22

-0.58
-0.67

-1.37

2-Methyl-2-propanol  
0.731
0.180
0.30
0.31
0.60






-1.79

Prop-2-en-1-ol
0.547
0.342
0.44
0.44
0.47






-1.92

Butan-1-ol
0.731
0.224
0.42
0.37
0.48
-1.66
-1.70
-1.70
-0.94
-1.07

-1.43

Butan-2-ol 
0.731
0.217
0.36
0.33
0.56
-0.37


-0.83
-0.11



2-Methylbutan-2-ol
0.872
0.194
0.30
0.31
0.60



-0.67
-1.15



Pentan-1-ol
0.872
0.219
0.42
0.37
0.48
0.53

-0.65
-0.40
-0.47

-1.07

Pentan-3-ol  
0.872
0.218
0.36
0.33
0.56

-1.23






Cyclopentanol
0.763
0.427
0.54
0.32
0.56



-0.46
-0.47



1-Hexanol
1.013
0.210
0.42
0.37
0.48
0.68
0.18
0.57
0.22
0.53

-0.38

2-Ethyl-1-hexanol
1.295
0.209
0.39
0.37
0.48






0.17

2-Hexanol
1.013
0.187
0.36
0.33
0.56



0.21
0.15



3-Hexanol
1.013
0.200
0.36
0.33
0.56



-0.01
0.21



Cyclohexanol 
0.904
0.460
0.54
0.32
0.57
-0.06





-0.77

1-Heptanol  
1.154
0.211
0.42
0.37
0.48

1.07

0.24
0.84

0.10

1-Octanol
1.295
0.199
0.42
0.37
0.48
1.34
1.22
1.25
0.42
1.32
0.34
0.58

1-Nonanol
1.435
0.193
0.42
0.37
0.48






0.86

1-Decanol
1.576
0.191
0.42
0.37
0.48
2.08

2.03





1-Dodecanol
1.858
0.175
0.42
0.37
0.48
3.69
3.64
3.51





Glycerol
0.707
0.512
0.90
0.70
1.14



-2.04


















Benzyl alcohol
0.916
0.803
0.87
0.33
0.56
0.23
0.23
0.18





4-Methylbenzyl alcohol
1.057
0.810
0.89
0.33
0.60
0.94
0.93
0.98





4-Nitrobenzyl alcohol
1.090
1.064
1.39
0.44
0.62
0.68
0.66
0.63





4-Hydroxybenzyl alcohol
0.975
0.998
1.15
0.88
0.85
1.35
1.38
1.39





4-Chlorobenzyl alcohol
1.038
0.911
0.96
0.42
0.46
1.14
1.09
1.13



















Acetone
0.547
0.179
0.70
0.04
0.51
-2.44
-2.46
-2.47
-1.47
-2.11

-2.15

Isopropylacetone
0.968
0.111
0.65
0.00
0.51



-0.44
-0.86



2-Butanone
0.688
0.166
0.70
0.00
0.51
-1.68

-1.67



-1.75

3-Methyl-2-butanone
0.829
0.134
0.65
0.00
0.51






-1.17

2-Pentanone  
0.829
0.143
0.68
0.00
0.51






-1.44

3-Pentanone  
0.829
0.154
0.66
0.00
0.51
-0.99





-1.46

Methyl ethyl ketone
0.688
0.166
0.70
0.00
0.51



-1.20
-1.78



4-Methyl-2-pentanone 
0.968
0.111
0.65
0.00
0.51
0.10





-1.21

Cyclopentanone
0.720
0.373
0.86
0.00
0.52



-0.32
-1.35



2-Hexanone
0.968
0.136
0.68
0.00
0.51






-1.34

Cyclohexanone  
0.861
0.403
0.86
0.00
0.56
0.72


-0.26
-0.58



2-Heptanone
1.111
0.123
0.68
0.00
0.51






-0.49

2-Octanone 
1.252
0.108
0.68
0.00
0.51
0.86





-0.15

2-Nonanone
1.392
0.119
0.68
0.00
0.51






0.66

5-Nonanone
1.392
0.103
0.66
0.00
0.51






0.07

2-Decanone  
1.533
0.108
0.68
0.00
0.51
1.30





0.58

2-Dodecanone  
1.815
0.103
0.68
0.00
0.51






1.67

2-Undecanone
1.674
0.101
0.68
0.00
0.51






1.50















Acetophenone
1.014
0.820
1.01
0.00
0.48


0.89



-0.46

4-Bromoacetophenone
1.189
1.100
1.17
0.00
0.45
1.50
1.52
1.52





4-Chloroacetophenone
1.136
0.955
1.09
0.00
0.44
1.36
1.34
1.35





4-Fluoroacetophenone
1.032
0.690
1.02
0.00
0.47
0.48
0.45
0.42





4-Methylacetophenone
1.155
0.842
1.00
0.00
0.52
1.61
1.61
1.63





Propiophenone
1.155
0.800
0.95
0.00
0.51
1.41
1.39
1.37





Benzophenone
1.481
1.447
1.50
0.00
0.50


1.31



0.87















Methyl benzoate
1.073
0.733
0.85
0.00
0.46
1.49
1.51
1.47





Ethyl benzoate
1.214
0.689
0.85
0.00
0.46






-0.01

Phenyl benzoate
1.540
1.330
1.42
0.00
0.47


2.14





Methyl-4-methylbenzoate
1.214
0.730
0.88
0.00
0.47
2.09
2.01
1.90





Methyl-4-hydroxybenzoate
1.131
0.900
1.37
0.69
0.45
1.40
1.39
1.38





Methylacetate
0.606
0.142
0.64
0.00
0.45






-2.00

Ethyl acetate 
0.747
0.106
0.62
0.00
0.45
-1.77
-1.82

-0.87
0.77

-1.30

n-Propyl acetate
0.888
0.092
0.60
0.00
0.45



-0.22
0.59

-1.24

Isopropyl acetate
0.888
0.055
0.57
0.00
0.47



-0.27
-0.21



n-Butyl acetate
1.028
0.071
0.60
0.00
0.45
0.22
0.15
0.07
0.00
0.74

-0.49

Isobutyl acetate
1.028
0.052
0.57
0.00
0.47



-0.24
0.16



n-Pentyl acetate
1.169
0.067
0.60
0.00
0.45



-0.05
0.21



n-Hexyl acetate
1.310
0.056
0.60
0.00
0.45






-0.04

Phenyl acetate
1.073
0.661
1.13
0.00
0.54
1.07
1.11
1.09
0.07
1.66



Benzyl acetate
1.214
0.798
1.06
0.00
0.65
1.66
1.59
1.52





Bornyl acetate
2.313
0.397
0.54
0.00
0.58
2.28
2.67
2.83





Vinyl acetate
0.704
0.223
0.64
0.00
0.43



1.16
-0.63



Methyl propionate
0.747
0.128
0.60
0.00
0.45



-0.57
0.90



Ethyl propionate  
0.888
0.087
0.58
0.00
0.45
-0.78
-0.90

-0.42
0.86



Ethyl butyrate
1.028
0.068
0.58
0.00
0.45



-0.08
0.39



Ethyl hexanoate
1.310
0.043
0.58
0.00
0.45






0.06

Tri-n-butylphosphate
2.239
-0.100
0.90
0.00
1.21



0.43
1.92

















Diethyl ether  
0.731
0.041
0.25
0.00
0.45

-1.88






Isopropyl ether 
1.013
0.000
0.19
0.00
0.45
-0.69







n-Butyl ether  
1.295
0.000
0.25
0.00
0.45
0.32







t-Butylmethyl ether
0.872
0.024
0.19
0.00
0.45
1.03
0.96
0.89





1,4-Dimethoxybenzene
1.116
0.806
1.00
0.00
0.50


1.52





Phenyl ether
1.383
1.216
1.08
0.00
0.02


1.67





1,4-Dioxane
0.681
0.329
0.75
0.00
0.64
-0.84
-0.88
-0.92





Ethylphenyl ether
1.057
0.681
0.70
0.00
0.32
1.36
1.29
1.21





Anisole
0.916
0.710
0.75
0.00
0.29


0.76





4-Nitroanisole
1.090
0.970
1.29
0.00
0.40


0.97





4-Chloroanisole
1.038
0.838
0.86
0.00
0.24
1.65
1.61
1.60





4-Methylanisole
1.057
0.699
0.77
0.00
0.30
1.64
1.61
1.54





Furan
0.602
0.369
0.53
0.00
0.13
-0.40
-0.32
-0.18





2-Methylfuran
0.677
0.372
0.50
0.00
0.14



-0.04
0.31



2,3-Benzofuran
0.905
0.888
0.83
0.00
0.15
1.58
1.53
1.45



















Chloromethane
0.372
0.249
0.00
0.00
0.08



-1.00
-1.46



Dichloromethane 
0.494
0.387
0.57
0.10
0.05

-1.53



-0.78


Trichloromethane
0.617
0.425
0.49
0.15
0.02
-0.64
-0.75
-0.75
-0.02
-0.96
-0.16


Carbontetrachloride  
0.739
0.458
0.38
0.00
0.00

0.66

0.71
-0.59
0.70


1,1-Dichloroethane
0.635
0.322
0.49
0.10
0.10
-0.44

-0.55





1,2-Dichloroethane
0.635
0.416
0.64
0.10
0.11
-0.85
-1.05
-0.97
-0.14
-0.86
0.47


1,1,1-Trichloroethane 
0.758
0.369
0.41
0.00
0.09
0.10
0.10

0.16
-0.51
-1.49


1,1,2-Trichloroethane
0.758
0.499
0.68
0.13
0.08
-0.10

-0.12





1,1,2,2-Tetrachloroethane
0.880
0.595
0.76
0.16
0.12
1.50

1.33


1.15


1,1,1,2-Tetrachloroethane
0.880
0.542
0.63
0.10
0.08
1.92

1.78





Pentachloroethane
1.002
0.648
0.66
0.17
0.06
2.51

2.35





Hexachloroethane
1.125
0.680
0.22
0.00
0.06
2.52
2.79
3.06





1-Chloropropane
0.654
0.216
0.40
0.00
0.10
-1.02

-1.23





2-Chloropropane
0.654
0.177
0.35
0.00
0.12
-0.43

-0.71





1,2-Dichloropropane
0.776
0.371
0.60
0.10
0.11
0.28

0.08





1,3-Dichloropropane
0.776
0.408
0.74
0.00
0.17
0.20

-0.03





1-Chlorobutane
0.795
0.210
0.40
0.00
0.10
-0.72

-0.90





1-Chloropentane
0.936
0.208
0.40
0.00
0.10
-0.33

-0.36





1-Chlorohexane
1.076
0.201
0.40
0.00
0.10
-0.23

-0.33





1-Chlorooctane
1.358
0.191
0.40
0.00
0.10
-0.29

-0.43



















cis-1,2-Dichloroethylene
0.592
0.436
0.61
0.11
0.05
-0.87

-0.97





trans-1,2-Dichloroethylene
0.592
0.425
0.41
0.09
0.05
-1.07

-1.20





Trichloroethylene 
0.715
0.524
0.40
0.08
0.03
-0.09
0.05

0.31

0.64


Tetrachloroethylene 
0.837
0.639
0.28
0.00
0.00
0.99
0.93



0.85
















Acetonitrile
0.404
0.237
0.90
0.07
0.32
-2.77

-2.77
-1.22
-2.25
1.81
-2.28

Propionitrile
0.545
0.162
0.90
0.02
0.36
-1.98

-1.98



-1.97

Benzonitrile
0.871
0.740
1.11
0.00
0.33
1.01
0.99
0.95
0.97
0.14



4-Hydroxybenzonitrile
0.930
0.940
1.63
0.79
0.29
2.24
2.15
2.18



















Benzene
0.716
0.610
0.52
0.00
0.14
0.02
0.00
-0.12
-0.07

-0.21


Ethylbenzene
0.998
0.613
0.51
0.00
0.15
1.21
1.14
1.04
0.95

0.84


Ethenylbenzene
0.955
0.849
0.65
0.00
0.16
1.28


0.16




o-Xylene 
0.998
0.663
0.56
0.00
0.16

1.06



0.65


m-Xylene 
0.998
0.623
0.52
0.00
0.16





0.74


p-Xylene
0.998
0.613
0.52
0.00
0.16


1.27


0.64


1,2,4-Trimethylbenzene
1.139
0.677
0.56
0.00
0.19





1.00


1,3,5-Trimethylbenzene
1.139
0.649
0.52
0.00
0.19





0.93


Isopropylbenzene
1.139
0.602
0.49
0.00
0.16
2.13
2.04
1.91


0.94
0.69

n-Butylbenzene
1.280
0.600
0.51
0.00
0.15






1.25

n-Pentylbenzene
1.421
0.594
0.51
0.00
0.15






1.79

Chlorobenzene
0.839
0.720
0.65
0.00
0.07
1.08
0.99
1.00
0.82

0.44


1,2-Dichlorobenzene
0.961
0.872
0.78
0.00
0.04
1.49
1.47
1.39
0.99

0.99
0.53

1,3-Dichlorobenzene
0.961
0.847
0.73
0.00
0.02
1.65
1.57
1.46


1.12


1,4-Dichlorobenzene
0.961
0.825
0.75
0.00
0.02
1.53
1.48
1.44


1.03


1,2,3-Trichlorobenzene
1.084
1.030
0.86
0.00
0.00
1.99
1.84
1.76


1.89


1,2,4-Trichlorobenzene
1.084
0.980
0.81
0.00
0.00
1.89
1.69
1.66


1.75
1.08

1,3,5-Trichlorobenzene
1.084
0.980
0.73
0.00
0.00
1.15
1.11
1.11


2.28


1,2,3,4-Tetrachlorobenzene
1.206
1.180
0.92
0.00
0.00
1.98
1.81
1.73


2.30


1,2,4,5-Tetrachlorobenzene
1.206
1.160
0.86
0.00
0.00
1.33
1.52
1.68





1,2,3,5-Tetrachlorobenzene
1.206
1.160
0.85
0.00
0.00
1.82
1.79
1.94


2.13


Nitrobenzene
0.891
0.871
1.11
0.00
0.28
0.64
0.62
0.55
1.25
0.57

0.14

1,3-Dinitrobenzene
1.065
1.150
1.60
0.00
0.47
0.72
0.72
0.80
1.08
2.38



1,4-Dinitrobenzene
1.065
1.130
1.63
0.00
0.41
2.65
3.17
3.25



1.30

Bromobenzene
0.891
0.882
0.73
0.00
0.09


1.22



0.08

1,4-Dibromobenzene
1.066
1.150
0.86
0.00
0.04


1.92





1-Bromo-4-nitrobenzene
1.066
1.140
1.27
0.00
0.27
1.16
1.12
1.08





Fluorobenzene
0.734
0.477
0.57
0.00
0.10
-0.30
-0.23
-0.28





Iodobenzene
0.975
1.188
0.82
0.00
0.12


1.80





1-Iodo-4-nitrobenzene
1.149
1.450
1.35
0.00
0.27
1.63
1.65
1.63



















Toluene
0.857
0.601
0.52
0.00
0.14
0.73
0.67
0.67
0.50

0.19


4-Ethyltoluene
1.139
0.630
0.51
0.00
0.18
1.79
1.73
1.66





4-Bromotoluene
1.032
0.879
0.74
0.00
0.09
2.07

1.83





2-Nitrotoluene 
1.032
0.866
1.11
0.00
0.27

1.87

0.88
0.69



3-Nitrotoluene 
1.032
0.874
1.10
0.00
0.25

1.54

1.14
1.49

0.42

4-Nitrotoluene
1.032
0.870
1.11
0.00
0.28

1.10
1.04
0.72
0.96



2-Chlorotoluene
0.979
0.762
0.65
0.00
0.07
1.64
1.58
1.43
0.93




4-Chlorotoluene
0.980
0.705
0.67
0.00
0.07
1.41
1.34
1.29



















Biphenyl
1.324
1.360
0.99
0.00
0.26


1.91


1.59
1.05

2-Aminobiphenyl
1.424
1.600
1.48
0.26
0.58
1.48
1.40
1.40





4-Aminobiphenyl
1.424
1.565
1.48
0.26
0.58
1.52
1.49
1.40



















Formaldehyde
0.265
0.220
0.70
0.00
0.33
0.48
0.55
0.55
0.33




Acetaldehyde 
0.406
0.208
0.67
0.00
0.45
-0.89







2-Propenal
0.504
0.324
0.72
0.00
0.45






1.41

Butanal 
0.688
0.187
0.65
0.00
0.45
0.64


-0.14
-0.06

-0.37

Pentanal
0.829
0.163
0.65
0.00
0.45






-0.13

Hexanal
0.969
0.146
0.65
0.00
0.45






-0.19

Salicylaldehyde 
0.932
0.962
1.15
0.11
0.31
0.87
0.93

1.09
1.40



Benzaldehyde
0.873
0.820
1.00
0.00
0.39
1.24
1.32
1.30
-0.10
0.49

-0.01

4-Chlorobenzaldehyde
0.995
0.930
1.08
0.00
0.36
1.14
1.11
1.13



0.40

4-Cyanobenzaldehyde
1.028
0.950
1.53
0.00
0.50
0.97
0.98
1.02





2-Hydroxybenzaldehyde
0.932
0.962
1.15
0.11
0.31






0.42

4-Hydroxybenzaldehyde
0.932
1.010
1.54
0.79
0.40
1.31
1.20
1.14





4-Nitrobenzaldehyde
1.047
1.080
1.53
0.00
0.51
1.11
1.26
1.35



0.20

2-Methylbenzaldehyde
1.014
0.870
0.96
0.00
0.40






-0.01

4-Ethylbenzaldehyde
1.155
0.873
0.99
0.00
0.41
2.48
2.44
2.38





4-Isopropylbenzaldehyde
1.296
0.859
0.97
0.00
0.45






0.67















Phenol
0.775
0.810
0.89
0.60
0.30
0.50
0.44
0.42
0.17
1.10
-0.27
-0.32

2-Cresol
0.916
0.840
0.86
0.52
0.30
0.68
0.62
0.61
0.52
0.99

-0.29

3-Cresol
0.916
0.822
0.88
0.57
0.34
1.20
1.16
1.14
0.31
0.86



4-Cresol
0.916
0.820
0.87
0.57
0.31
1.72
1.67
1.66



-0.16

2,3-Dimethylphenol
1.057
0.850
0.81
0.53
0.36
1.58
1.56
1.56





2,4-Dimethylphenol
1.057
0.843
0.80
0.53
0.39
1.69
1.67
1.66



0.14

2,5-Dimethylphenol
1.057
0.840
0.79
0.54
0.37
1.14
1.13
1.13





2,6-Dimethylphenol
1.057
0.860
0.79
0.39
0.39
0.70
0.73
0.73


4.04


3,4-Dimethylphenol
1.057
0.830
0.86
0.56
0.39
2.44
2.40
2.40





3,5-Dimethylphenol
1.057
0.820
0.84
0.57
0.36
0.99
0.99
0.99





2,4,6-Trimethylphenol
1.198
0.860
0.78
0.37
0.44
1.08
1.06
1.06



0.42

2,3,5-Trimethylphenol
1.198
0.860
0.84
0.52
0.42
1.19
1.17
1.15





2,3,6-Trimethylphenol
1.198
0.870
0.81
0.37
0.47
1.32
1.29
1.30



0.28

4-Chloro-3-methylphenol
1.038
0.920
1.02
0.65
0.23
2.73
2.71
2.62



0.80

4-Ethylphenol
1.057
0.800
0.90
0.55
0.36
3.47
3.44
3.38



0.21

4-Propylphenol
1.198
0.793
0.88
0.55
0.37






0.64

4-t-Butylphenol 
1.339
0.810
0.89
0.56
0.39
2.85





0.91

4-t-Pentylphenol
1.480
0.810
0.89
0.56
0.41






1.23

2-Chlorophenol
0.898
0.853
0.88
0.32
0.31
0.54
0.51
0.58



0.18

3-Chlorophenol
0.898
0.909
1.06
0.69
0.15
1.11
0.99
0.96





4-Chlorophenol
0.898
0.920
1.08
0.67
0.20
1.18
1.15
1.19



0.54

2,3-Dichlorophenol
1.020
0.960
0.94
0.48
0.20
1.58
1.53
1.52





2,4-Dichlorophenol
1.020
0.960
0.99
0.58
0.14
1.54
1.51
1.47
1.43
1.66

1.04

2,5-Dichlorophenol
1.020
0.960
0.88
0.56
0.19
1.29
1.23
1.24





2,6-Dichlorophenol
1.020
0.900
0.90
0.38
0.24
1.23
1.08
0.73





3,4-Dichlorophenol
1.020
1.020
1.14
0.85
0.03
2.11
1.99
2.00





3,5-Dichlorophenol
1.020
1.020
1.17
0.77
0.00
1.57
1.64
1.62





2,4,6-Trichlorophenol
1.142
1.010
1.01
0.82
0.08
1.52
1.38
1.41



1.41

Pentachlorophenol
1.389
1.217
0.88
0.97
0.00
2.46
2.64
2.71


2.36
2.07

2-Bromophenol
0.950
1.037
0.90
0.35
0.31
0.91

0.92





3-Bromophenol
0.950
1.060
1.15
0.70
0.16
1.65

1.69





4-Bromophenol
0.950
1.080
1.17
0.67
0.20
2.63

2.57





4-Fluorophenol
0.793
0.670
0.97
0.63
0.23


0.76





4-Iodophenol
1.034
1.380
1.22
0.68
0.20


2.94





2-Nitrophenol
0.949
1.015
1.05
0.05
0.37
0.62

0.60
2.19
1.51
4.33
0.67

3-Nitrophenol
0.949
1.050
1.57
0.79
0.23



1.30
1.26



4-Nitrophenol
0.949
1.070
1.72
0.82
0.26
1.11
1.15
1.02
1.54
1.27
3.80
1.43

2-Phenylphenol  
1.383
1.550
1.40
0.56
0.49
1.92





1.09

3-Methoxyphenol  
0.975
0.879
1.17
0.59
0.38
0.35





-0.33

4-Methoxyphenol
0.975
0.900
1.17
0.57
0.48
1.53
1.46
1.43



-0.14

2-Aminophenol
0.875
1.110
1.10
0.60
0.66
-0.28

-0.09





4-Aminophenol
0.875
1.150
1.20
0.65
0.83
2.08
2.13
1.52





1,2-Benzenediol
0.834
0.970
1.07
0.85
0.52
0.54

0.57



0.75

1,3-Benzenediol
0.834
0.980
1.00
1.10
0.58
-0.53

-0.38



-0.65

1-Naphthol
1.144
1.520
1.05
0.60
0.37
1.81
1.79
1.71



0.75

2-Naphthol
1.144
1.520
1.08
0.61
0.40
2.82
2.78
2.72



















Acetic acid
0.465
0.265
0.65
0.61
0.44



-1.68
-1.82



n-Butyric acid
0.747
0.210
0.62
0.60
0.45



-1.00




Benzoic acid
0.932
0.730
0.90
0.59
0.40



-0.59
-1.13



4-Nitrobenzoic acid
1.106
0.990
1.43
0.68
0.44


1.02





4-Chlorobenzoic acid
1.054
0.840
0.97
0.63
0.27
1.44
1.40
1.37





4-Hydroxybenzoic acid
0.990
0.930
0.92
0.87
0.53
1.05
1.07
1.12





4-Iodobenzoic acid
1.190
1.310
1.15
0.64
0.30
0.46
0.44
0.45





Phenylacetic acid
1.073
0.730
0.97
0.60
0.61
-0.53
-0.50
-0.60





Salicylic acid 
0.990
0.890
0.70
0.72
0.41
-0.19







Acetylsalicylic acid
1.288
0.781
0.80
0.49
1.00





-0.33
















Aniline  
0.816
0.960
0.96
0.26
0.41
0.16
0.13

-0.15
1.05

0.11

2-Nitroaniline
0.990
1.180
1.37
0.30
0.36
1.32
1.30
1.28





3-Nitroaniline
0.990
1.200
1.71
0.40
0.35
0.76
0.73
0.66





4-Nitroaniline
0.990
1.220
1.91
0.42
0.38
2.23
2.20
2.14
1.54
1.10

1.12

2-Chloroaniline
0.939
1.033
0.92
0.25
0.31
0.95
0.93
0.91



-0.25

3-Chloroaniline
0.939
1.053
1.10
0.30
0.30
1.01
0.98
0.96





4-Chloroaniline
0.939
1.060
1.13
0.30
0.31
1.60
1.53
1.40





4-Fluoroaniline
0.834
0.760
1.09
0.28
0.40
0.14
0.18
0.19





4-Iodoaniline
1.074
1.414
1.28
0.31
0.40
2.60
2.56
2.49





2-Methylaniline
0.957
0.966
0.92
0.23
0.45


0.91
0.83
1.23



3-Methylaniline
0.957
0.946
0.95
0.23
0.55


0.96





4-Methylaniline
0.957
0.923
0.95
0.23
0.45


1.40



-0.05

2,4-Dimethylaniline
1.098
0.950
0.95
0.20
0.62
0.90
0.87
0.85
1.18
1.38



2,6-Dimethylaniline
1.098
0.972
0.89
0.20
0.46
0.80
0.76
0.66





N-Methylaniline
0.957
0.948
0.90
0.17
0.43
0.96
0.94
0.89



0.06

N,N-Dimethylaniline
1.098
0.957
0.84
0.00
0.42
0.95
0.95
0.95



0.28

N-Ethylaniline
1.098
0.945
0.85
0.17
0.43
1.19
1.14
1.07





NN-Diethylaniline
1.380
0.953
0.80
0.00
0.50






0.67

4-Ethylaniline
1.098
0.942
0.91
0.23
0.56
2.79
2.78
2.76



0.03















Methylamine 
0.349
0.250
0.35
0.16
0.58
-0.05







Ethylamine
0.490
0.236
0.35
0.16
0.61
-2.84

-2.84
0.19
1.29



Dimethylamine  
0.490
0.189
0.30
0.08
0.66

0.23






Diethylamine  
0.772
0.154
0.30
0.08
0.68
-2.72
0.53






n-Propylamine
0.631
0.225
0.35
0.16
0.61






-0.71

n-Butylamine
0.772
0.224
0.35
0.16
0.61
-2.40

-2.40
-1.04
2.14

-0.57

s-Butylamine
0.772
0.170
0.32
0.16
0.63






-0.67

n-Pentylamine
0.913
0.211
0.35
0.16
0.61






-0.48

n-Hexylamine
1.054
0.197
0.35
0.16
0.61
0.78
0.83
0.84



-0.22

Cyclohexylamine
0.945
0.326
0.56
0.16
0.58
-1.63

-0.08
-0.63
2.29



n-Heptylamine
1.195
0.197
0.35
0.16
0.61






0.21

n-Octylamine
1.336
0.187
0.35
0.16
0.61






0.61

Benzylamine
0.957
0.829
0.88
0.10
0.72
0.70
0.80
0.80



-0.24

N,N-Dimethyl benzylamine
1.239
0.668
0.80
0.00
0.69






0.12

Diphenylamine
1.424
0.700
0.88
0.60
0.38
1.78
1.69
1.55





Allylamine  
0.588
0.350
0.49
0.16
0.58
0.46
0.54

-1.09
1.41

















Benzamide
0.973
0.990
1.50
0.49
0.67
0.28
0.30
0.31



-0.91

2-Hydroxybenzamide
1.032
1.140
1.50
0.59
0.52






-0.24

4-Hydroxybenzamide
1.032
1.180
1.70
0.55
0.75
0.33
0.30
0.24





4-Nitrobenzamide
1.147
1.250
2.17
0.75
0.60


0.36



0.18

N-Phenylacetamide
1.113
0.870
1.40
0.50
0.67
-0.39
-0.30
-0.32





Benzenesulfonamide
1.097
1.130
1.55
0.55
0.80
-0.14
-0.20
-0.19





Acetamide
0.506
0.460
1.30
0.54
0.68



-2.23




N,N-Dimethylacetamide
0.788
0.363
1.33
0.00
0.78
-1.74

-1.44





N,N-Dimethylformamide
0.647
0.367
1.31
0.00
0.74
-2.44





















Pyridine
0.675
0.631
0.84
0.00
0.47
-0.58
-0.47
-0.43
-0.63
-0.18

-1.32

2-Cyanopyridine
0.830
0.734
1.44
0.00
0.51
-0.48
-0.19
0.07



-0.83

3-Cyanopyridine
0.830
0.750
1.26
0.00
0.62
-0.79
-0.79
-0.80





4-Cyanopyridine
0.830
0.750
1.21
0.00
0.59
-0.64
-0.60
-0.58





2-Chloropyridine
0.798
0.738
1.03
0.00
0.37
0.21
0.20
0.21





3-Chloropyridine
0.798
0.732
0.83
0.00
0.41
0.23
0.32
0.22





3-Acetylpyridine
0.973
0.795
1.17
0.00
0.76
-0.02
0.06
0.01





4-Acetylpyridine
0.973
0.771
1.13
0.00
0.75
-0.29
-0.28
-0.31



-0.87

4-Aminopyridine
0.775
0.980
1.10
0.41
0.64
0.55
0.60
0.56





2-Methylpyridine
0.816
0.598
0.75
0.00
0.48






-1.01

3-Methylpyridine
0.816
0.631
0.81
0.00
0.44






-0.99

4-Methylpyridine
0.816
0.630
0.82
0.00
0.43






-0.88

4-Ethylpyridine
0.957
0.634
0.80
0.00
0.47
1.35
1.34
1.29





2-Methoxypyridine
0.875
0.641
0.76
0.00
0.47
-0.40
-0.38
-0.38





4-Dimethylaminopyridine
1.057
0.980
1.00
0.00
0.67
0.70
0.76
0.72





4-Pyridinemethanol
0.875
0.680
0.93
0.00
0.53
-0.33
-0.35
-0.37



















Dimethylphthalate
1.429
0.780
1.41
0.00
0.88
1.08
1.03
1.03



-0.44

Diethylphthalate
1.711
0.729
1.40
0.00
0.88
0.29
0.29
0.30



0.23















Naphthalene
1.085
1.340
0.92
0.00
0.20
2.20
2.15
2.14


1.08
-0.12

1-Methylnaphthalene
1.226
1.344
0.90
0.00
0.20





1.75


2-Methylnaphthalene
1.226
1.304
0.92
0.00
0.20





1.48


1-Ethylnaphthalene
1.367
1.371
0.87
0.00
0.20
3.02
2.91
2.81





1-Nitronaphthalene
1.260
1.600
1.51
0.00
0.29
2.93
2.93
2.91





1-Chloronaphthalene
1.208
1.417
1.05
0.00
0.13





1.95


Phenanthrene
1.454
2.060
1.29
0.00
0.26
3.63
3.56
3.39


2.42


Acenaphthylene
1.258
1.604
1.04
0.00
0.20
2.83
2.80
2.73





Diphenylmethane
1.465
1.220
1.04
0.00
0.28
2.07
1.87
1.68





n-Pentane
0.813
0.000
0.00
0.00
0.00





0.78


Cyclopentane
0.705
0.263
0.10
0.00
0.00





0.55


Hexane
0.954
0.000
0.00
0.00
0.00





1.39


Cyclohexane
0.845
0.305
0.10
0.00
0.00
-0.37

-0.43


1.07


Methylcyclohexane
0.986
0.244
0.10
0.00
0.00





1.43


n-Octane
1.236
0.000
0.00
0.00
0.00
-0.80

-0.89


2.46


1-Octylcyanide
1.391
0.159
0.90
0.00
0.36






0.62

Indole
0.946
1.200
1.12
0.44
0.22
1.68
1.69
1.69





2-Butyne
0.586
0.261
0.30
0.00
0.15
-0.18
-0.11
0.05





1-Hexyne
0.868
0.166
0.23
0.13
0.10
-0.30
-0.32
-0.40





Phenyl acetylene
0.912
0.679
0.58
0.12
0.24
1.39
1.35
1.25



















Thiophene
0.641
0.687
0.56
0.00
0.15
-0.25
-0.25
-0.33





Dibenzothiophene
1.379
1.959
1.31
0.00
0.20
3.28
3.23
3.18





Thiazole
0.600
0.800
0.80
0.00
0.45
0.87
0.85
0.80





Benzothiazole
0.969
1.330
1.10
0.00
0.40
1.87
1.85
1.81



-0.03

Methylphenylsulphone 
1.138
1.080
1.85
0.00
0.76
1.69







Thiophenol
0.880
1.000
0.80
0.09
0.16
1.94
2.11
2.10





Dimethyl sulphoxide
0.613
0.522
1.74
0.00
0.88
-3.05
-3.10
-3.10


1.06
-2.49

Carbon disulphide 
0.491
0.876
0.26
0.00
0.03

-0.65




















Pyrrole
0.577
0.613
0.73
0.41
0.29
-0.84
-0.81
-0.79



-1.09

Pyrimidine
0.634
0.606
1.00
0.00
0.65
-0.86
-0.81
-0.81





Pyrazine
0.634
0.670
0.85
0.00
0.81
-0.96
-0.94
-0.95





2-Methylpyrazine
0.775
0.629
0.86
0.00
0.67
-0.67
-0.65
-0.66





1,2,4-Triazole
0.495
0.720
0.98
0.60
0.77
-1.86
-1.87
-1.88





Imidazole
0.536
0.710
0.85
0.42
0.50
-0.53
-0.48
-0.53





Acridine
1.413
2.356
1.32
0.00
0.58
1.43
1.41
1.38





Morpholine
0.722
0.434
0.79
0.06
0.91
0.16
0.23
0.18
-0.55
1.33



Quinoline
1.044
1.268
0.97
0.00
0.51






0.09

Isoquinoline
1.044
1.211
1.00
0.00
0.47
1.88
1.77
1.77





Fluorenone
1.372
1.370
0.91
0.00
0.63
1.70
1.68
1.57



















Urea
0.465
0.500
1.00
0.50
0.90
-2.60

-2.60
-2.22




Carbazole
1.315
1.787
1.42
0.47
0.26
1.09
1.20
1.16





6-Methylquinoline  
1.185
1.309
0.95
0.00
0.52
1.81
1.71






Azobenzene
1.481
0.680
1.20
0.00
0.44
2.29
2.24
2.15





Coumarin
1.062
1.060
1.79
0.00
0.46
1.10
1.09
1.07





2-Aminothiazole
0.700
1.150
1.24
0.40
0.50
-1.15
-1.05
-0.98





Benzyl chloride
0.980
0.821
0.82
0.00
0.33
1.82
1.75
1.63
1.42
0.40



Formanilide
0.273
0.970
1.40
0.50
0.50
1.45
1.44
1.41





Acrolein  
0.526
0.324
0.72
0.00
0.45
1.92







Hydroquinone
0.834
1.063
1.25
1.05
0.58
3.42
3.46
3.46
0.28
2.07



Allyl chloride
0.611
0.327
0.56
0.00
0.05



-0.18
1.08



1-Nitrobutane
0.846
0.227
0.95
0.00
0.29
0.28
0.28
0.28





Paracetamol
1.172
1.060
1.78
1.09
0.81





-0.58


Nicotine
1.371
0.865
0.75
0.00
0.14





-0.48


Theophylline
1.222
1.500
1.60
0.54
1.34





-1.66


Caffeine  
1.363
1.400
1.55
0.00
1.34
0.49




-1.25


Atropine
2.282
1.190
1.94
0.36
1.64





-1.36


Amphetamine
1.240
0.795
0.82
0.13
0.77





-0.61


Phenobarbital
1.700
1.630
1.80
0.73
1.15





-1.63


Propanolol
2.148
1.843
1.50
0.60
1.27





-0.20








































































