	#
	Structure name-new order
	SMILES
	Logc

LC50
Exp.


	1
	1,1,1-Trichloroethane
	CC(Cl)(Cl)Cl
	3

	2
	1,1,2,2-Tetrachloroethane
	C(Cl)(Cl)C(Cl)Cl
	2.23

	3
	1,1,2-Trichloroethane
	C(Cl)(Cl)CCl
	2.82

	4
	1,1-Dichloroethane
	CC(Cl)Cl
	3.31

	5
	1,2,3,4-Tetrachlorobenzene
	Clc1c(Cl)ccc(Cl)c1Cl
	0.65

	6
	1,2,3,5-Tetrachlorobenzene
	Clc1c(Cl)cc(Cl)cc1Cl
	0.57

	7
	1,2,3-Trichlorobenzene
	Clc1c(Cl)cccc1Cl
	1.11

	8
	1,2,3-Trichloropropane
	C(Cl)(CCl)CCl
	2.45

	9
	1,2,4,5-Tetrachlorobenzene
	Clc1cc(Cl)c(Cl)cc1Cl
	0.15

	10
	1,2,4-Trichlorobenzene
	Clc1cc(Cl)ccc1Cl
	1.17

	11
	1,2,7,8-Diepoxyoctane
	C(CCCC1CO1)C2CO2
	1.67

	12
	1,2-Dichlorobenzene
	c1ccc(Cl)c(Cl)c1
	1.6

	13
	1,2-Dichloroethane
	C(Cl)CCl
	3.06

	14
	1,2-Dichloropropane
	C(C)(Cl)CCl
	3.01

	15
	1,2-Dimethylpropylamine
	CC(C)C(C)N
	3.51

	16
	1,2-Ethanediol
	C(O)CO
	5.9

	17
	1,2-Epoxybutane
	C(C)C1CO1
	2.66

	18
	1,2-Epoxydecane
	C(CCCCCC1CO1)CC
	1.32

	19
	1,2-Epoxydodecane
	C(CCCCCCCC1CO1)CC
	0.78

	20
	1,2-Epoxyhexane
	C(CC1CO1)CC
	2.27

	21
	1,2-Epoxyoctane
	C(CCCCC)C1CO1
	1.91

	22
	1,3,5-Trichlorobenzene
	Clc1cc(Cl)cc(Cl)c1
	1.26

	23
	1,3-Dichlorobenzene
	c1c(Cl)cccc1Cl
	1.72

	24
	1,3-Dichloropropane
	C(CCl)CCl
	2.87

	25
	1,3-Dihydroxybenzene
	c1c(O)cccc1O
	2.96

	26
	1,3-Butadienediepoxide
	C1(CO1)C2CO2
	1.49

	27
	1,3-Dichloropropene
	C(CCl)=CCl
	0.66

	28
	1,3-Dinitrobenzene
	[N+](=O)([O-])c1cccc(c1)[N+](=O)[O-]
	1.75

	29
	1,4-Dichlorobenzene
	Clc1ccc(Cl)cc1
	1.44

	30
	1,4-Dimethoxybenzene
	c1cc(OC)ccc1OC
	2.93

	31
	1,4-Dichloro-2-butene
	C(CCl)=CCCl
	-0.16

	32
	1-Adamantaneamine
	NC12CC3CC(C1)CC(C2)C3
	2.22

	33
	1-Amino-2-propanol
	C(C)(O)CN
	4.52

	34
	1-Butanol
	C(O)CCC
	4.37

	35
	1-Chlorobutane
	C(CC)CCl
	3.02

	36
	1-Decanol
	C(CCCCC)CCCCO
	1.19

	37
	1-Dodecanol
	C(CCCCCC)CCCCCO
	0.74

	38
	1-Hexanol
	C(CCC)CCO
	2.98

	39
	1-Methylheptylamine
	C(CCCC)CC(C)N
	1.6

	40
	1-Napthanol
	c1cccc2cccc(O)c12
	1.5

	41
	1-Nonanol
	C(CCCC)CCCCO
	1.6

	42
	1-Octanol
	C(CCCC)CCCO
	2.02

	43
	1-Undecanol
	C(CCCCC)CCCCCO
	0.79

	44
	1-Chloro-2,4-dinitrobenzene
	[N+](=O)([O-])c1cc(ccc1Cl)[N+](=O)[O-]
	-0.19

	45
	1-Chloro-2-butene
	C(C)=CCCl
	1.82

	46
	2,2,2-Trichloroethanol
	C(Cl)(Cl)(Cl)CO
	3.31

	47
	2,2'-Dichlorodiethylether
	O(CCCl)CCCl
	2.54

	48
	2,2-Dimethylpropylamine
	C(C)(C)(C)CN
	3.74

	49
	2,3,4,5-Tetrachlorophenol
	Clc1c(Cl)c(Cl)c(O)cc1Cl
	0.48

	50
	2,3,4,5-Tetrachloroaniline
	Clc1c(Cl)cc(N)c(Cl)c1Cl
	0.19

	51
	2,3,4,6-Tetrachlorophenol
	Clc1c(Cl)cc(Cl)c(O)c1Cl
	0.67

	52
	2,3,4-Trichloroaniline
	Clc1c(Cl)ccc(N)c1Cl
	0.85

	53
	2,3,4-Trimethoxyacetophenone
	C(C)(=O)c1ccc(C)c(C)c1C
	2.92

	54
	2,3,5,6-Tetrachloroaniline
	Clc1c(Cl)cc(Cl)c(Cl)c1N
	0.07

	55
	2,3,5,6-Tetrachlorophenol
	Clc1c(Cl)cc(Cl)c(Cl)c1O
	0.74

	56
	2,3,5-Trichlorophenol
	Clc1c(Cl)cc(Cl)cc1O
	1.08

	57
	2,3,6-Trichloroaniline
	Clc1c(Cl)ccc(Cl)c1N
	1.27

	58
	2,3,6-Trichlorophenol
	Clc1c(Cl)ccc(Cl)c1O
	1.44

	59
	2,3,6-Trimethylphenol
	Cc1c(C)ccc(C)c1O
	1.79

	60
	2,3-Dichloronitrobenzene
	[N+](=O)([O-])c1cccc(Cl)c1Cl
	1.34

	61
	2,3-Dimethylnitrobenzene
	[N+](=O)([O-])c1cccc(C)c1C
	1.61

	62
	2,3-Dichloropropene
	C(=C)(Cl)CCl
	1.01

	63
	2,4,5-Trichloroaniline
	Clc1cc(Cl)c(N)cc1Cl
	1.08

	64
	2,4,5-Trichlorophenol
	Clc1cc(Cl)c(O)cc1Cl
	0.8

	65
	2,4,5-Trichlorotoluene
	Cc1cc(Cl)c(Cl)cc1Cl
	0.94

	66
	2,4,6-Tribromophenol
	Oc1c(Br)cc(Br)cc1Br
	1.3

	67
	2,4,6-Trichlorophenol
	Oc1c(Cl)cc(Cl)cc1Cl
	1.06

	68
	2,4,-Trichlorotoluene     
	C(Cl)c1ccc(Cl)cc1Cl
	0.08

	69
	2,4-Dichloroacetophenone
	C(C)(=O)c1ccc(Cl)cc1Cl
	1.8

	70
	2,4-Dichloroaniline
	Clc1cc(Cl)ccc1N
	1.59

	71
	2,4-Dichloronitrobenzene
	[N+](=O)([O-])c1ccc(Cl)cc1Cl
	1.54

	72
	2,4-Dichlorotoluene
	Clc1cc(Cl)ccc1C
	1.46

	73
	2,4-Dimethylphenol
	Cc1cc(C)ccc1O
	2.14

	74
	2,4-Dichlorophenol
	Clc1cc(Cl)ccc1O
	1.41

	75
	2,5-Dichloroaniline
	c1cc(Cl)c(N)cc1Cl
	1.01

	76
	2,5-Dichloronitrobenzene
	[N+](=O)([O-])c1cc(Cl)ccc1Cl
	1.41

	77
	2,5-Dichlorophenol
	Oc1cc(Cl)ccc1Cl
	1.42

	78
	2,5-Dinitrophenol
	[N+](=O)([O-])c1ccc([N+](=O)[O-])c(O)c1
	1

	79
	2,6-Dichlorophenol
	Oc1c(Cl)cccc1Cl
	1.68

	80
	2,6-Diisopropylaniline
	Nc1c(C(C)C)cccc1(C(C)C)
	1.94

	81
	2,6-Dimethoxytoluene
	Cc1c(OC)cccc1OC
	2.13

	82
	2,6-Dimethylphenol
	Oc1c(C)cccc1C
	2.25

	83
	2-(2-Ethoxyethoxy)-ethanol
	C(COCC)OCCO
	5.3

	84
	2-(2-Butoxyethoxy)ethanol
	C(OCCOCCCC)CO
	3.85

	85
	2-Allylphenol
	C(C=C)c1ccccc1O
	2.04

	86
	2-Aminoethanol
	C(N)CO
	4.54

	87
	2-Butanone
	C(C)(CC)=O
	4.65

	88
	2-Butoxyethanol
	C(CCC)OCCO
	3.92

	89
	2-Chloro-4-methylphenol
	Clc1cc(C)ccc1O
	2.4

	90
	2-Chloro-4-nitroaniline
	[N+](=O)([O-])c1ccc(N)c(Cl)c1
	2.07

	91
	2-Chloro-6-nitrotoluene
	[N+](=O)([O-])c1cccc(Cl)c1C
	1.48

	92
	2-Chloroaniline
	Clc1ccccc1N
	1.69

	93
	2-Chloronitrobenzene
	[N+](=O)([O-])c1ccccc1Cl
	2.28

	94
	2-Decanone
	C(CCCC)CCCC(=O)C
	1.57

	95
	2-Ethoxyethanol
	C(CO)OCC
	5.26

	96
	2-Ethylaniline
	C(C)c1ccccc1N
	2.79

	97
	2-Hydroxy-4-methoxyacetophenone
	C(C)(=O)c1ccc(OC)cc1O
	2.52

	98
	2-Isopropoxyethanol
	C(CO)OC(C)C
	4.72

	99
	2-Methoxyethanol
	C(CO)OC
	5.36

	100
	2-Methoxyethylamine
	C(OC)CN
	3.84

	101
	2-Methyl-2,4-pentanediol
	C(C(C)O)C(C)(C)O
	4.96

	102
	2-Methylaniline
	Cc1ccccc1N
	2.88

	103
	2-Methylphenol
	Cc1ccccc1O
	2.23

	104
	2-Nitroaniline
	[N+](=O)([O-])c1ccccc1N
	1.85

	105
	2-Nitrotoluene
	[N+](=O)([O-])c1ccccc1C
	2.41

	106
	2-Octanone
	C(CCCC)CC(C)=O
	2.45

	107
	2-Phenoxyethanol
	O(CCO)c1ccccc1
	3.4

	108
	2-Phenylphenol
	Oc1ccc(cc1c2ccccc2)
	1.24

	109
	2-Propanol
	CC(C)O
	5.16

	110
	2-Xylene
	Cc1ccccc1C
	2.52

	111
	2-Butenal
	C(=CC)C=O
	0.9

	112
	2-Chlorophenol
	Clc1ccccc1O
	1.94

	113
	2-Ethylbutanal
	C(CC)(CC)C=O
	1.89

	114
	2-Furaldehyde
	C1=CC=C(C=O)O1
	2.04

	115
	2-Methylpropanal
	C(C)(C)C=O
	2.57

	116
	2-s-Butyl-4,6-dinitrophenol
	C(C)(CC)c1cc(cc([N+](=O)[O-])c1O)[N+](=O)[O-]
	0.17

	117
	2-t-Butyl-4-methylphenol
	C(C)(C)(C)c1cc(C)ccc1O
	1.1

	118
	3,3-Dimethyl-2-butanone
	C(C)(C)(C)C(C)=O
	2.94

	119
	3,3-Dimethylbutylamine
	C(C(C)(C)C)CN
	3.78

	120
	3,4,5,6-Tetrachloro-2-hydroxyphenol
	Clc1c(Cl)c(Cl)c(O)c(O)c1Cl
	1

	121
	3,4,5-Trichloro-2,6-dimethoxyphenol
	Clc1c(Cl)c(OC)c(O)c(OC)c1Cl
	1.12

	122
	3,4,5-Trichloro-2-methoxyphenol
	Clc1c(Cl)c(OC)c(O)cc1Cl
	1.03

	123
	3,4,5-Trichlorophenol
	Clc1c(Cl)cc(O)cc1Cl
	0.92

	124
	3,4-Dichloroaniline
	Clc1cc(N)ccc1Cl
	1.61

	125
	3,4-Dichlorotoluene
	Clc1cc(C)ccc1Cl
	1.4

	126
	3,4-Dimethylnitrobenzene
	[N+](=O)([O-])c1ccc(C)c(C)c1
	1.79

	127
	3,4-Dimethylphenol
	Cc1cc(O)ccc1C
	2.08

	128
	3,5-Dichloroaniline
	Clc1cc(N)cc(c1)Cl
	1.38

	129
	3,5-Dichloronitrobenzene
	[N+](=O)([O-])c1cc(Cl)cc(Cl)c1
	1.42

	130
	3,5-Dichlorophenol
	Clc1cc(Cl)cc(O)c1
	1.22

	131
	3-Benzyloxyaniline
	O(Cc1ccccc1)c2cccc(N)c2
	1.66

	132
	3-Chloroaniline
	Clc1cccc(N)c1
	2.02

	133
	3-Chloronitrobenzene
	[N+](=O)([O-])c1cccc(Cl)c1
	1.99

	134
	3-Chlorotoluene
	Cc1cccc(Cl)c1
	2.16

	135
	3-Ethylaniline
	C(C)c1cccc(N)c1
	2.35

	136
	3-Furanmethanol
	COC1=COC=C1
	3.72

	137
	3-Methoxyphenol
	O(C)c1cccc(O)c1
	2.78

	138
	3-Methyl-2-butanone
	C(C)(C)C(C)=O
	4.01

	139
	3-Methylaniline
	Cc1cccc(N)c1
	2.53

	140
	3-Methylphenol
	Cc1cccc(O)c1
	2.52

	141
	3-Nitroaniline
	[N+](=O)([O-])c1cccc(N)c1
	2.76

	142
	3-Nitrophenol
	[N+](=O)([O-])c1cccc(O)c1
	1.93

	143
	3-Nitrotoluene
	[N+](=O)([O-])c1cccc(C)c1
	2.35

	144
	3-Pentanol
	C(O)(CC)CC
	4.05

	145
	3-Pentanone
	C(=O)(CC)CC
	4.26

	146
	3-Xylene
	Cc1cccc(C)c1
	2.55

	147
	3-Chloro-1-butene
	C(C)(Cl)C=C
	1.85

	148
	3-Chlorophenol
	Clc1cccc(O)c1
	1.7

	149
	3-Cyclohexene-1-carboxaldehyde
	C(=O)C1CCC=CC1
	1.01

	150
	3-Methylbutanal
	C(C=O)C(C)C
	2.19

	151
	4,5-Dichloro-2-methoxyphenol
	O(C)c1cc(Cl)c(Cl)cc1O
	1.4

	152
	4-(N-Methoxymethyl)aminophenol
	N(COC)c1ccc(O)cc1
	3.73

	153
	4-Amino-2-nitrophenol
	[N+](=O)([O-])c1cc(N)ccc1O
	2.36

	154
	4-Bromoaniline
	Brc1ccc(N)cc1
	2.44

	155
	4-Butylaniline
	C(CCC)c1ccc(N)cc1
	1.84

	156
	4-Chloro-2-nitrotoluene
	[N+](=O)([O-])c1cc(Cl)ccc1C
	1.56

	157
	4-Chloro-3,5-dimethylphenol
	Cc1c(Cl)c(C)cc(O)c1
	1.34

	158
	4-Chloro-3-methylphenol
	Cc1c(Cl)ccc(O)c1
	1.67

	159
	4-Chloroaniline
	Clc1ccc(N)cc1
	2.33

	160
	4-Chloronitrobenzene
	[N+](=O)([O-])c1ccc(Cl)cc1
	1.58

	161
	4-Chlorophenol
	Clc1ccc(O)cc1
	1.82

	162
	4-Chlorotoluene
	Cc1ccc(Cl)cc1
	1.67

	163
	4-Decylaniline
	C(CCCCCCCCC)c1ccc(N)cc1
	-0.58

	164
	4-Ethoxy-2-nitroaniline
	[N+](=O)([O-])c1cc(O(CC))ccc1N
	2.15

	165
	4-Ethylaniline
	C(C)c1ccc(N)cc1
	2.48

	166
	4-Ethylphenol
	C(C)c1ccc(O)cc1
	1.93

	167
	4-Hexyloxyaniline
	O(CCCCCC)c1ccc(N)cc1
	1.22

	168
	4-Methoxyphenol
	O(C)c1ccc(O)cc1
	2.95

	169
	4-Methyl-2-pentanone
	C(C(C)C)C(C)=O
	3.71

	170
	4-Methylaniline
	Cc1ccc(N)cc1
	2.28

	171
	4-Methylphenol
	Cc1ccc(O)cc1
	2.26

	172
	4-Nitroaniline
	[N+](=O)([O-])c1ccc(N)cc1
	2.77

	173
	4-Nitrophenol
	[N+](=O)([O-])c1ccc(O)cc1
	2.01

	174
	4-Nitrotoluene
	[N+](=O)([O-])c1ccc(C)cc1
	2.33

	175
	4-Nonylphenol
	C(CCCCCCCC)c1ccc(O)cc1
	-0.2

	176
	4-Octylaniline
	C(CCCCCCC)c1ccc(N)cc1
	-0.23

	177
	4-Phenoxyphenol
	O(c1ccccc1)c2ccc(O)cc2
	1.42

	178
	4-Phenylazophenol
	N(=Nc1ccccc1)c2ccc(O)cc2
	0.76

	179
	4-Propylphenol
	C(CC)c1ccc(O)cc1
	1.91

	180
	4-Xylene
	Cc1ccc(C)cc1
	2.52

	181
	4-nitrobenzylbromide
	[N+](=O)([O-])c1ccc(CBr)cc1
	-0.3

	182
	4-hexylresorcinol
	C(CCCCC)c1ccc(O)cc1O
	0.72

	183
	4-n-Butylphenol
	C(CCC)c1ccc(O)cc1
	1.53

	184
	4-n-Pentylphenol
	C(CCCC)c1ccc(O)cc1
	0.88

	185
	4-t-Butylphenol
	C(C)(C)(C)c1ccc(O)cc1
	1.54

	186
	4-t-Pentylphenol
	C(C)(C)(CC)c1ccc(O)cc1
	1.19

	187
	5-Nonanone
	C(=O)(CCCC)CCCC
	2.34

	188
	6-Methyl-5-hepten-2-one
	C(C=C(C)C)CC(C)=O
	2.84

	189
	8-Hydroxyquinoline
	c1ccc(O)c2ncccc12
	-0.99

	190
	Acetone
	C(C)(C)=O
	5.1

	191
	Acetophenone
	C(C)(=O)c1ccccc1
	3.13

	192
	Amylamine
	C(CC)CCN
	3.31

	193
	Aniline
	c1ccccc1N
	3.09

	194
	Benzene
	c1ccccc1
	2.91

	195
	Benzophenone
	C(=O)(c1ccccc1)c2ccccc2
	1.93

	196
	Benzylamine
	C(N)c1ccccc1
	2.98

	197
	Butylamine
	C(CC)CN
	3.56

	198
	Butyldigol
	C(COCCO)OCCCC
	3.85

	199
	Chlorobenzene
	Clc1ccccc1
	2.23

	200
	Chloroform
	C(Cl)(Cl)Cl
	2.93

	201
	Cyclohexanol
	OC1CCCCC1
	3.85

	202
	Cyclohexanone
	C1CCCCC1=O
	3.73

	203
	Decylamine
	C(CCCCCC)CCCN
	0.82

	204
	Diisopropyl Ether
	O(C(C)C)C(C)C
	2.96

	205
	Dibutyl Ether
	O(CCCC)CCCC
	2.4

	206
	Dichloromethane
	C(Cl)Cl
	3.54

	207
	Diethyleneglycol
	O(CCO)CCO
	5.76

	208
	Diethyl Ether
	O(CC)CC
	4.46

	209
	Dipentyl Ether
	O(CCCCC)CCCCC
	1.31

	210
	Diphenyl Ether
	O(c1ccccc1)c2ccccc2
	1.38

	211
	Dodecylamine
	CCCCCCCCCCCCN
	-0.27

	212
	Ethanol
	CCO
	5.44

	213
	Ethylamine
	C(C)N
	3.7

	214
	Furan
	C1=COC=C1
	2.96

	215
	Heptylamine
	C(CCC)CCCN
	2.28

	216
	Hexachloroethane
	C(Cl)(Cl)(Cl)C(Cl)(Cl)Cl
	0.81

	217
	Hexylamine
	C(CCC)CCN
	2.75

	218
	Iso-butanol
	OCC(C)(C)
	4.29

	219
	Methanol
	CO
	5.94

	220
	N,N-Dimethylaniline
	N(C)(C)c1ccccc1
	2.67

	221
	Nitrobenzene
	[N+](=O)([O-])c1ccccc1
	3.03

	222
	Nonylamine
	C(CCCC)CCCCN
	1.18

	223
	Octylamine
	C(CCCC)CCCN
	1.6

	224
	Pentachlorobenzene
	Clc1c(Cl)cc(Cl)c(Cl)c1Cl
	-0.15

	225
	Pentachloroethane
	C(Cl)(Cl)(Cl)C(Cl)Cl
	1.74

	226
	Pentachlorophenol
	Clc1c(Cl)c(Cl)c(O)c(Cl)c1Cl
	0.22

	227
	Pentafluoroaniline
	Fc1c(F)c(F)c(N)c(F)c1F
	2.31

	228
	Phenol
	c1ccc(O)cc1
	2.55

	229
	Propylamine
	C(C)CN
	3.72

	230
	Quinoline
	c12cccnc1cccc2
	2.37

	231
	Tetrachloroethene
	C(Cl)(Cl)=C(Cl)Cl
	1.98

	232
	Tetrachloromethane
	C(Cl)(Cl)(Cl)Cl
	2.64

	233
	Tetrahydrofuran
	C1CCOC1
	4.48

	234
	Toluene
	Cc1ccccc1
	2.87

	235
	Trichloroethene
	ClC=C(Cl)(Cl)
	2.58

	236
	Tridecylamine
	C(CCCCCC)CCCCCCN
	-0.46

	237
	Triethyleneglycol
	C(OCCO)COCCO
	5.65

	238
	Undecylamine
	C(CCCCC)CCCCCN
	0.09

	239
	a,a,a,4-Tetrafluoro-2-methylaniline
	c1c(F)cc(C(F)(F)(F))c(N)c1
	2.22

	240
	a,a,a,4-Tetrafluoro-3-methylaniline
	c1c(F)c(C(F)(F)(F))cc(N)c1
	2.23

	241
	a,a-Dichloro-m-xylene
	Cc1cccc(C(Cl)Cl)c1
	-0.16

	242
	a-Endosulfanc
	ClC2=C(Cl)C3(Cl)C1COS(=O)OCC1C2(Cl)C3(Cl)Cl
	-2.74

	243
	Acrylamide
	C(N)(=O)C=C
	2.69

	244
	Allyl Alcohol
	C(C=C)O
	1.16

	245
	Allylchloride
	C(C=C)Cl
	1.2

	246
	Azinphos-methylc
	COP(=S)(OC)SCn2nnc1ccccc1c2=O
	-0.74

	247
	Benzaldehyde
	C(=O)c1ccccc1
	1.57

	248
	Benzylchloride
	ClCc1ccccc1
	0.49

	249
	Bromophosc
	O(c1cc(Cl)c(Br)cc1Cl)P(=S)(OC)OC
	0.09

	250
	Butanal
	C(CC)C=O
	2.28

	251
	Chloroacetone
	C(C)(=O)CCl
	0.88

	252
	Chlorothionc
	O(c1ccc([N+](=O)[O-])c(Cl)c1)P(=S)(OC)OC
	-0.19

	253
	Cyanophosc
	COP(=S)(OC)Oc1ccc(C#N)cc1
	1.75

	254
	Cyclohexanecarboxaldehyde
	C(=O)C1CCCCC1
	1.91

	255
	Decamethrinc
	CC1(C)C(/C=C(Br)/Br)C1C(=O)OC(C#N)c3cccc(Oc2ccccc2)c3
	-2.34

	256
	Decanal
	C(CCCCC)CCCC=O
	1.31

	257
	Dicapthonc
	COP(=S)(OC)Oc1ccc([N+](=O)([O-]))cc1Cl
	0.43

	258
	Dieldrinc
	ClC12C(Cl)=C(Cl)C(Cl)(C3C4CC(C5OC45)C13)C2(Cl)Cl
	-1.78

	259
	Disulfiramc
	N(CC)(CC)C(=S)SSC(=S)N(CC)CC
	-1.65

	260
	Epibromohydrin
	C(Br)C1CO1
	0.77

	261
	Epichlorohydrin
	C(Cl)C1CO1
	0.85

	262
	Ethanal
	C(C)=O
	2.9

	263
	Ethyl Acrylate
	C(=O)(C=C)OCC
	0.87

	264
	Etrimfosc
	CCOc1cc(OP(=S)(OC)OC)nc(CC)n1
	1.09

	265
	Fenitrothionc
	COP(=S)(OC)Oc1ccc([N+](=O)([O-]))c(C)c1
	1

	266
	Fenthionc
	COP(=S)(OC)Oc1ccc(SC)c(C)c1
	0.89

	267
	Fluoroacetamide
	C(N)(=O)CF
	2.88

	268
	Glycidol
	C(O)C1CO1
	2.83

	269
	Heptanal
	C(CCC)CCC=O
	1.89

	270
	Hexachlorobutadiene
	C(Cl)(=C(Cl)Cl)C(Cl)=C(Cl)Cl
	-0.2

	271
	Hexanal
	C(CCC)CC=O
	1.99

	272
	Iodofenphosc
	COP(=S)(OC)Oc1cc(Cl)c(I)cc1Cl
	0.32

	273
	Lethanec
	C(COCCCC)OCCSC#N
	0.76

	274
	Lindane
	ClC1C(Cl)C(Cl)C(Cl)C(Cl)C1Cl
	-0.69

	275
	Methanal
	C=O
	2.96

	276
	Methidathionc
	COc1nn(CSP(=S)(OC)OC)c(=O)s1
	-0.96

	277
	Methylisocyanothion
	COP(=S)(OC)Oc1ccc(Cl)cc1C#N
	0.23

	278
	Methylparathionc
	COP(=S)(OC)Oc1ccc([N+](=O)([O-]))cc1
	0.61

	279
	Octanal
	C(CCCC)CCC=O
	1.79

	280
	Pentanal
	C(CC)CC=O
	2.18

	281
	Phenthoatec
	CCOC(=O)C(SP(=S)(OC)OC)c1ccccc1
	-0.99

	282
	Phosmetc
	COP(=S)(OC)SCn2c(=O)c1ccccc1c2=O
	-0.12

	283
	Proclonolc
	OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C3CC3
	0.01

	284
	Propanal
	C(C)C=O
	2.41

	285
	Propylene Oxide
	CC1CO1
	2.74

	286
	Ronnelc
	O(c1cc(Cl)c(Cl)cc1Cl)P(=S)(OC)OC
	0

	287
	Rotenonec
	O=C1c2ccc3OC(Cc3c2OC4COc5cc(OC)c(OC)cc5C14)C(C)=C
	-0.84

	288
	s-Butylamine
	CCC(C)N
	3.58

	289
	Styrene Oxide
	C1(CO1)c2ccccc2
	1.77

	290
	t-Butanol
	CC(C)(C)O
	4.68

	291
	t-Butylmethyl Ether
	COC(C)(C)C
	3.91

	292
	t-Octylamine
	CCCCCC(C)(C)N
	2.28

	293
	Thiomedonc
	C(N)(CCSC)C(=O)O
	1.53


