APPENDIX B: DATABASE

Table 4: Fish Acute

Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

A=1.0 A=0.1 A=0.01 A =0.001

Y Y X Y X Y
0 0 0 -1 0 -2 0 -3
-1 -1 -1 -2 -1 -3 -1 -4
-2 -2 -2 -3 -2 -4 -2 -5
-3 -3 -3 -4 -3 -5 -3 -6
-4 -4 -4 -5 -4 -6 -4 -7
-5 -5 -5 -6 -5 -7 -5 -8
-6 -6 -6 -7 -6 -8 -6 -9
-7 -7 -7 -8 -7 -9 -7 -10
Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar Updated in log S, (mol/L)  Fish

(O/N) Modified this report log L(E)C50 (mol/L)

1-Hexanol 111-27-3 0OCccccc (0] Class 1 -1.239 -3.023
1-Heptanol 111-70-6 0ocCccceccc (0} Class 1 -1.947 -3.485
1-Octanol 111-87-5 0OCCcccccce (0] Class 1 -2.373 -4.001
1-Nonanol 143-08 occcececccecc (0] Class 1 -3.052 -4.419
1-Decanol 112-30-1 0OCCccceccececc (0] Class 1 -3.603 -4.838
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

1-Undecanol 112-42-5 occceeccececcecec (6] Class 1 -4.333 -5.236
1-Dodecanol 112-53-8 occceeccccecccc (6] Class 1 -4.985 -5.270
Isotridecanol 27458-92-0 occccececccccec(c)c (o] Class 1 -5.302 -5.561
Cyclohexanol 108-93-0 oc(cccci)caa 0 Class 1 -0.444 -2.153
Benzyl alcohol 100-51-6 OCc(ccecl)cl 0 Class 1 -0.432 -2.371
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)e)c 0 Class 1 -0.324 -2.118
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)e)c 0 Class 1 -0.324 -2.186
Dichloromethane 75-09-2 ciccl 0 Class 1 -0.815 -2.643
Dichloromethane 75-09-2 ciccl 0 Class 1 -0.815 -2.933
Dichloromethane 75-09-2 ciccl (0] Class 1 -0.815 -2.411
Chloroform 67-66-3 clc(cncl 0 Class 1 -1.137 -3.817
Chloroform 67-66-3 cic(cncl 0 Class 1 -1.137 -3.064
Chloroform 67-66-3 cic(cncl 0 Class 1 -1.137 -3.369
Chloroform 67-66-3 clc(cncl 0 Class 1 -1.137 -3.202
Chloroform 67-66-3 cic(cncl 0 Class 1 -1.137 -3.227
Chloroform 67-66-3 clc(cncl 0 Class 1 -1.137 -2.994
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

Carbon tetrachloride 56-23-5 clc(cl(cnci 0 Class 1 -2.260 -3.801
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.915
Trichloroethylene 79-01-6 clc=c(chcl 0 Class 1 -2.078 -3.667
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.509
Trichloroethylene 79-01-6 clc=c(chcl 0 Class 1 -2.078 -3.474
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl 0 Class 1 -3.044 -4.521
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl 0 Class 1 -3.044 -4.521
Tetrachlorethylene 127-18-4 Cl/c(Cl)=C(/cl)cl 0 Class 1 -3.044 -4,093
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl 0 Class 1 -3.044 -3.843
Tetrachlorethylene 127-18-4 Cl/c(Clh=C(/cl)cl 0 Class 1 -3.044 -4.296
1,2-Dichloroethane 107-06-2 clccal (0] Class 1 -1.098 -2.862
1,2-Dichloroethane 107-06-2 Clccal (0] Class 1 -1.098 -2.935
1,2-Dichloroethane 107-06-2 Clccal (0] Class 1 -1.098 -2.924
1,2,4-Trichlorobenzene 120-82-1 Clclcec(Cl)c(Cl)cl 0 Class 1 -3.681 -4.879
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl 0 Class 1 -3.070 -4.281
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (6] Class 1 -3.070 -4.468
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (6] Class 1 -3.070 -4.207
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (6] Class 1 -2.969 -5.118
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -4.544
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (6] Class 1 -2.969 -4.099
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -4.544
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (6] Class 1 -2.969 -4.419
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (6] Class 1 -2.969 -4.845
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -4.845
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Ch)Cl 0 Class 1 -2.975 -4.985
1,2-Dichlorobenzene 95-50-1 clccc(c(c1)Cl)Cl 0 Class 1 -2.975 -4.969
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Ch)Cl 0 Class 1 -2.975 -4.960
1,2-Dichlorobenzene 95-50-1 clccc(c(c1)Cl)Cl 0 Class 1 -2.975 -4.977
1,2-Dichlorobenzene 95-50-1 clccc(c(c1)Cl)Cl 0 Class 1 -2.975 -4.451
1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cnci 0 Class 1 -1.763 -3.917
1,1,2,2-Tetrachloroethane 79-34-5 cic(cnc(cncl 0 Class 1 -1.763 -3.915
1,1,2,2-Tetrachloroethane 79-34-5 cic(cnc(cncl 0 Class 1 -1.763 -3.958
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cnci 0 Class 1 -1.763 -3.797
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)Cl)CI)CI 0 Class 1 -3.487 -5.715
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cl)ch)cl 0 Class 1 -3.487 -4.754
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.403
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -4.080
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.448
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.513
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.377
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.607
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.499
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.666
1,1,2-Trichloroethane 79-00-5 cicc(ancl 0 Class 1 -1.482 -3.523
Chlorobenzene 108-90-7 clccc(cel)Cl 0 Class 1 -2.351 -4.398
n-Pentane 109-66-0 CCCcCcc (6] Class 1 -3.273 -4.229
Cyclohexane 110-82-7 c(cceccr)ca 0 Class 1 -3.209 -4.269
Hex-1-ene 592-41-6 CCCcc=C (6] Class 1 -3.253 -4.177
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)cl Class5 ~ C1ass1 -1.665 -3.589
Diethyl phthalate 84-66-2 0=C(OCC)e(c(ceel)C(=0)0CC)cl Class5 ~ C1ass1 "2.305 4122
Diethy! phthalate 84-66-2 0=C(0CC)c(c(ccc1)C(=0)0CC)cl Classs ~ Class1 -2.305 -4.116
Diethyl phthalate 84-66-2 0=C(OCC)e(c(cee1)C(=0)0CC)cl Class5 ~ C1ass1 2305 -4.268
Diethy! phthalate 84-66-2 0=C(0CC)c(c(ccc1)C(=0)0CC)cl Classs ~ Class1 -2.305 -3.884
Diethyl phthalate 84-66-2 0=C(0CC)c(c(ccc1)C(=0)0CC)c1 Class 5 Class 1 -2.305 -4.124
Dibutyl phthalate 84-74-2 0O=C(OCCCC)c(c(ccc1)C(=0)0Cccl)cl 0 Class 5 Class 1 -4.388 -5.257
Dibutyl phthalate 84-74-2 0=C(OCCCC)c(c(ccc1)C(=0)occcC)cl 0 Class 5 Class 1 -4.388 -5.481
Dibutyl phthalate 84-74-2 0=C(OCCCC)c(c(ccc1)C(=0)0Cccl)cl 0 Class 5 Class 1 -4.388 -5.240
Dibutyl phthalate 84-74-2 0=C(OCCCC)c(c(ccc1)C(=0)occcC)cl 0 Class 5 Class 1 -4.388 -5.763
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -3.126
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -3.319
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.812 -3.015
2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl 0 Class 2 Class 1 -2.497 -3.659
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccc1C)cl Class 2 Class 1 -2.515 -3.630
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccclC)cl Class 2 Class 1 -2.515 -4.268
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

4-Nitrotoluene 99-99-0 N(=0)(=0)c(ccc(c1)C)cl 0 Class 2 Class 1 -2.406 -3.535
2-Ethoxyethyl acetate 111-15-9 0=C(0ccocq)c N Class 2 0.239 -3.519
2-Ethoxyethyl acetate 111-15-9 0=C(0ccoccq)c N Class 2 0.239 -2.827
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.021
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.084
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -3.791

4-Chloro-o-cresol

(4-Chloro-2-methyl phenol) 1570-64-5 CC1=C(C=CC(=C1)Cl)0 N Class 2 -1.565 -4.792
?4Cchr|1?orfoozcrfesfhlyl ohenol) 1570-64-5 CC1=C(C=CC(=C1)CI)O N Class 2 -1.565 -4.355
4-Chloro-o-cresol 1570-64-5 CC1=C(C=CC(=C1)Cl)O N Class 2 -1.565 -4.677
(4-Chloro-2-methyl phenol)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)CI N Class 2 -1.986 -4.922
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.665
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.365
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.086
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.149
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.096
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.303
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)CI N Class 2 -1.986 -4.547
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.329
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.280
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.829
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.144
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.135
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -3.963
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.969
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.290
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.109
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.017
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.804
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4,045
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -3.948
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.310
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.290
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.265
3-Chlorophenol 108-43-0 CIC1=CC(0)=CC=C1 N Class 2 -0.610 -4.508
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.529
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.180
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -4.529
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.828
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.361
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.410
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.377
Bisphenol-A 80-05-7 Oc(ccc(c1)C(c(ccc(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.696
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cce(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.385
Bisphenol-A 80-05-7 Oc(ccc(c1)C(c(ccc(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.317
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -3.944
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -3.410
Phenol 108-95-2 Oc(cccel)cl N Class 2 0.026 -4.024
4,4'-Methylenedianiline 101-77-9 Nc(ccc(c1)Ce(cee(N)c2)c2)cl N Class 2 -1.650 -3.983

ECETOC TR No. 120



Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)
Butyraldehyde 123-72-8 0=CccC N Class 3 -0.159 -3.446
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cicl N Class 3 -5.010 -6.416
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cnci N Class 3 -5.010 -6.462
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cicl N Class 3 -5.010 -6.036
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cncli N Class 3 -5.010 -6.462
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cicl N Class 3 -5.010 -5.906
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cicl N Class 3 -5.010 -5.911
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cncli N Class 3 -5.010 -5.416
Hexachlorobutadiene 87-68-3 cl/c(cn=c(\cnc(\ch=c(/cicl N Class 3 -5.010 -5.763
_ 87-68-3 cl/c(cl=c(\clc(\Cl)=c(/cl)cl N Class 3 -5.010
4-Chlorobenzaldehyde 104-88-1 ClC1=CC=C(C=0)C=C1 N Class 3 -1.966 -4.805
Benzaldehyde 100-52-7 0=Cc(ccccl)cl N Class 3 -1.184 -3.977
Acetaldehyde 75-07-0 0=CC N Class 3 1.744 -2.920
Acrolein 107-02-8 0=CC=C N Class 3 0.570 -6.458
Hexenal 66-25-1 0=Cccccc N Class 3 -1.223 -3.855
Heptanal 111-71-7 0O=CCCccccc N Class 3 -1.961 -3.978
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)
Salicylaldehyde 90-02-8 0=Cc(c(O)cccl)cl N Class 3 -0.856 -4.883
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)Cc(=Ccacl)cl)cl N Class 4 -4.976 -6.001
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Ca1chcl)cl N Class 4 -4.976 -6.268
Endosulfan 115-29-7 CIC2=C(Cl)C3(Cl)c1CoS(=0)occic2(chc3(clcl N Class 4 -5.659 -8.530
Heptachlor 76-44-8 Clc1c=Ccc2cac3(cl)c(=c(clcz2(cnes(cncncl N Class 4 -5.619 -7.780
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Clc3(chclCl N Class 4 -5.619 -6.773
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Cl)c3(chClCl N Class 4 -5.619 -7.458
Heptachlor 76-44-8 Clc1Cc=Cc2c1c3(cl)c(=c(clcz2(chnes(cnccl N Class 4 -5.619 -7.572
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Cl)c3(chclCl N Class 4 -5.619 -7.703
Heptachlor 76-44-8 Clc1c=Ccc2c1c3(clc(=c(clcz2(chnes(cnccl N Class 4 -5.619 -7.210
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Clc3(chclCl N Class 4 -5.619 -7.174
Heptachlor 76-44-8 Clc1c=Ccc2cac3(cl)c(=c(clcz2(cnes(cnccl N Class 4 -5.619 -7.342
_ 76-44-8 Clc1C=Cc2c1c3(cl)c(=c(clc2(ches(cnccl N Class 4 -5.619

Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Clc3(chclCl N Class 4 -5.619 -8.095
Heptachlor 76-44-8 Clc1c=Ccc2cac3(cl)c(=c(clcz2(chnes(cnccl N Class 4 -5.619 -7.996
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Clc3(chclCl N Class 4 -5.619 -7.572
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

Lindane 58-89-9 c(c(c(c(c1enenenen(cicicl N Class 4 -3.734 -6.233
Lindane 58-89-9 c(c(c(c(cienenenen(cicicl N Class 4 -3.734 -7.509
Lindane 58-89-9 c(c(c(c(crenchenal(cical N Class 4 -3.734 -7.032
Lindane 58-89-9 c(c(c(c(c1enenenen(cicicl N Class 4 -3.734 -8.163
Lindane 58-89-9 c(c(c(c(crencnenal(cical N Class 4 -3.734 -6.851
Lindane 58-89-9 c(c(c(c(c1enenenen(cicicl N Class 4 -3.734 -6.708
Lindane 58-89-9 c(c(c(c(cienenenen(cicicl N Class 4 -3.734 -6.318
Lindane 58-89-9 c(c(c(c(crenchenal(cical N Class 4 -3.734 -6.589
Lindane 58-89-9 c(c(c(c(cienenenen(cicicl N Class 4 -3.734 -6.631
Lindane 58-89-9 c(c(c(c(crencnena(cical N Class 4 -3.734 -7.260
Lindane 58-89-9 c(c(c(c(c1enenenen(cicicl N Class 4 -3.734 -4.260
Lindane 58-89-9 c(c(c(c(crencnena(ciccl N Class 4 -3.734 -7.121
Lindane 58-89-9 c(c(c(c(crenchenal(cical N Class 4 -3.734 -8.233

50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983

50-29-3 c(cce(c1)Cl)(c1)C(c(cec(c2)Clhe2)C(Cl)(cl)Cl N Class 4 -6.983

50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log$, (mol/L)  Fish
(0/N) Modified this report log L(E)C50 (mol/L)
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -7.948
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983
DDT 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(cl)Cl N Class 4 -6.983 -8.118
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983 -8.896
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983 -7.868
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983
DDT 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -7.916
_ 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983 -8.294
DDT 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -8.374
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983 -7.948
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log$, (mol/L)  Fish
(0/N) Modified this report log L(E)C50 (mol/L)
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -8.169
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983 -8.072
_ 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983 -7.937
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(Cly(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983
DDT 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -8.374
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983 -8.314
DDT 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -9.294
DDT 50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983 -8.403
DDT 50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cly(Cl)Cl N Class 4 -6.983 -8.050
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cle2)c(cly(cl)Cl N Class 4 -6.983 -7.998
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(Cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Clc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983
50-29-3 c(cec(c1)Cl)(c1)Cc(cec(c2)Cl)e2)c(cl)(Cl)Cl N Class 4 -6.983 -8.456
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Fish
(O/N) Modified this report log L(E)C50 (mol/L)

DDT 50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983 -8.429
DDT 50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983 -8.087
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Ca1chcl)cl N Class 4 -4.976 -6.001
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cec2)C(=0)0CCCC)c2 Class 5 -5.063 -5.319
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cce2)C(=0)0CCCC)c2 Class 5 -5.063 -5.581
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cecc2)C(=0)0CCCC)c2 Class 5 -5.063 -5.662
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cec2)C(=0)0CCCC)c2 Class 5 -5.063 -5.787
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cce2)C(=0)0CCCC)c2 Class 5 -5.063 -5.754
Methyl acetate 79-20-9 0=C(0C)C N Class 5 0.516 -2.393
Trifluralin 1582-09-8 CCCN(CCC)c1c(cc(ccIN(=0)(=0))C(F)(F)F)N(=0)(=0) N Class 5 -4.691 -6.571
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Table 5: Invertebrate Acute

Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

A=1.0 A=0.1 A=0.01 A =0.001

1 Y X Y X Y X Y

0 0 0 -1 0 -2 0 -3

-1 -1 -1 -2 -1 3 -1 -4

2 2 2 -3 2 -4 2 -5

3 3 -3 -4 3 5 -3 -6

-4 -4 -4 -5 -4 -6 -4 -7

-5 -5 -5 -6 -5 -7 -5 -8

-6 -6 -6 -7 -6 -8 -6 -9

-7 -7 -7 -8 -7 -9 -7 -10

Substance name CAS # SMILES WOoE Narc/non-narc Verhaar Updated in log S, (mol/L) Invert

(O/N) Modified this report log L(E)C50 (mol/L)

1-Decanol 112-30-1 0OCCccceececcc 0 Class 1 -3.603 -4.737
1-Dodecanol 112-53-8 occecececcccccc 0 Class 1 -4.985 -5.384
Isotridecanol 27458-92-0 OCccccecececcecc(c)e 0 Class 1 -5.302 -5.710
Cyclohexanol 108-93-0 oc(cccci)caa 0] Class 1 -0.444 -3.770
Benzyl alcohol 100-51-6 OCc(ccecl)cl 0] Class 1 -0.432 -2.672
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)e)c 0] Class 1 -0.324 -2.271
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)

PBDE 32534-81-9 Brclec(c(cc10c2c(cc(cc2)Br)Br)Br)Br 0 Class 1

Dichloromethane 75-09-2 ciccl (o] Class 1 -0.815 -3.498
Dichloromethane 75-09-2 ciccl 0] Class 1 -0.815 -2.892
Dichloromethane 75-09-2 ciccl (o] Class 1 -0.815 -2.587
Chloroform 67-66-3 cic(cnal o] Class 1 -1.137 -2.894
Chloroform 67-66-3 clc(cncl 0] Class 1 -1.137 -3.179
Chloroform 67-66-3 clc(cncl 0 Class 1 -1.137 -3.614
Carbon tetrachloride 56-23-5 cic(cn(cncl (0] Class 1 -2.260 -3.643
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.973
Trichloroethylene 79-01-6 clc=c(clycl 0] Class 1 -2.078 -3.739
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl 0] Class 1 -3.044 -4.290
Tetrachlorethylene 127-18-4 Cl/c(ch=C(/cl)cl (o] Class 1 -3.044 -4.375
Tetrachlorethylene 127-18-4 Cl/c(ch=C(/cl)cl (o] Class 1 -3.044 -3.877
1,2-Dichloroethane 107-06-2 clccal 0 Class 1 -1.098 -2.791
1,2-Dichloroethane 107-06-2 Clccal (0] Class 1 -1.098 -2.740
1,2-Dichloroethane 107-06-2 clccal 0 Class 1 -1.098 -2.485
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)
1,2,4-Trichlorobenzene 120-82-1 Clclccc(Cl)c(Cl)cl 0] Class 1 -3.681 -5.113
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl 0} Class 1 -3.070 -5.088
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl o] Class 1 -3.070 -4.937
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0} Class 1 -2.969 -5.322
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 o] Class 1 -2.969 -4.126
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Ch)Cl 0 Class 1 -2.975 -5.348
1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cnci 0 Class 1 -1.763 -3.863
1,1,2,2-Tetrachloroethane 79-34-5 cic(cnc(cncl (0] Class 1 -1.763 -3.827
1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cnci 0 Class 1 -1.763 -4.256
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cl)ch)cl 0] Class 1 -3.487 -5.596
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)Cl)CI)CI 0 Class 1 -3.487 -5.003
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cl)chcl 0] Class 1 -3.487 -4.827
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cl)chcl (0] Class 1 -3.487 -5.083
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.365
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -4.250
1,1,2-Trichloroethane 79-00-5 clcc(ancl 0 Class 1 -1.482 -3.870
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)

1,1,2-Trichloroethane 79-00-5 clcc(anal 0 Class 1 -1.482 -3.492
1,1,2-Trichloroethane 79-00-5 clcc(ancl 0 Class 1 -1.482 -3.492
Chlorobenzene 108-90-7 clccc(ccl)Cl o] Class 1 -2.351 -3.636
n-Pentane 109-66-0 CCCcCcCC 0} Class 1 -3.273 -4.427
n-Heptane 142-82-5 CCccccecc (0} Class 1 -4.469 -4.825
n-Octane 111-65-9 Cccccececcec 0} Class 1 -5.238 -5.581
n-Octane 111-65-11 Cccccececcec 0} Class 1 -5.238 -5.581
n-Octane 111-65-12 Cccccceecc 0] Class 1 -5.238 -5.478
n-Nonane 111-84-2 Cccccececcecce 0} Class 1 -5.766 -5.807
n-Nonane 111-84-3 Ccccccceeccec 0] Class 1 -5.766 -5.807
2-Methylbutane 78-78-4 cc(c)cc 0} Class 1 -3.179 -4.427
Cyclohexane 110-82-7 c(cceccr)ca (o] Class 1 -3.209 -4.971
Cyclohexane 110-82-7 c(cceccr)ca (o] Class 1 -3.209 -4.348
Hex-1-ene 592-41-6 CCCcCc=C 0} Class 1 -3.253 -4.282
Dec-1-ene 872-05-9 Ccccecceece=c 0] Class 1

Dodec-1-ene 112-41-4 Cccccececececcece=C 0} Class 1
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)
Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)c1 Class 5 Class 1 -1.665 -3.626
Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)c1 Class 5 Class 1 -1.665 -3.452
Diethyl phthalate 84-66-2 0=C(0CC)c(c(ccc1)C(=0)0CC)c1 Class 5 Class 1 -2.305 -3.412
Diethyl phthalate 84-66-2 0=C(0CC)c(c(ccc1)C(=0)0CC)c1 Class 5 Class 1 -2.305 -4.334
Dibutyl phthalate 84-74-2 0=C(OCCCC)c(c(ccc1)C(=0)occcC)cl (o] Class 5 Class 1 -4.388 -4.969
Dibutyl phthalate 84-74-2 0O=C(OCCCC)c(c(ccc1)C(=0)0Cccl)cl 0] Class 5 Class 1 -4.388 -4.646
Dibutyl phthalate 84-74-2 0O=C(OCCCC)c(c(ccc1)C(=0)0Cccl)cl 0] Class 5 Class 1 -4.388 -5.746
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl (0] Class 2 Class 1 -1.811 -3.546
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -3.659
2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl 0] Class 2 Class 1 -2.497 -4.405
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccclC)cl Class 2 Class 1 -2.515 -4.268
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccc1C)cl Class 2 Class 1 -2.515 -4.262
4-Nitrotoluene 99-99-0 N(=0)(=0)c(ccc(c1)C)cl (0] Class 2 Class 1 -2.406 -4.514
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cce(0)c2)c2)(C)C)cd N Class 2 -1.594 -5.317
Bisphenol-A 80-05-7 Oc(ccc(c1)C(c(ccc(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.350
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cce(0)c2)c2)(C)C)cd N Class 2 -1.594 -5.376
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)

Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -5.765
Aniline 62-53-3 Nc(ccecl)cl N Class 2 -0.425 -5.765
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.248
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0] Class 2 -2.238 -4.766
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -3.940
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0] Class 2 -2.238 -4.371
Phenol 108-95-2 Oc(ccecl)cl N Class 2 0.026 -4.482
4,4'-Methylenedianiline 101-77-9 Nc(cce(c1)Ce(cec(N)c2)c2)cl N Class 2 -1.650 -4.905
?4C$;?£?O°2crf:t°r:yl ohenol) 1570-64-5 CC1=C(C=CC(=C1)CI)O N Class 2 -1.565 -5.154
4-Chloro-o-cresol 1570-64-5 CC1=C(C=CC(=C1)Cl)O N Class 2 -1.565 -4.899
(4-Chloro-2-methyl phenol)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -5.848
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -5.931
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.812
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.762
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -3.417
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.704
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.397
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.848
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -5.566
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -5.033
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.747
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.240
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.694
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.317
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.393
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.711
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.496
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.426
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -4.277
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.166
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.160
Acetaldehyde 75-07-0 0=CC N Class 3 1.744 -2.885
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)
Heptanal 111-71-7 0O=CCccccc N Class 3 -1.961 -4.442
Nonanal 124-19-6 0O=CCccccececc N Class 3 -3.126 -4.920
Hexachlorobutadiene 87-68-3 cl/c(ch=c(\cnc(\ch=c(/cnci N Class 3 -5.010 -6.302
Hexachlorobutadiene 87-68-3 cl/c(ch=c(\cnc(\ch=c(/cicl N Class 3 -5.010 -6.018
Heptachlor 76-44-8 clc1c=Ccc2c1c3(clc(=c(cl)c2(cne3(chalcl N Class 4 -5.619 -6.900
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Cl)c3(chclCl N Class 4 -5.619 -6.949
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Clc3(chclCl N Class 4 -5.619 -6.606
Heptachlor 76-44-8 clc1c=Ccc2c1c3(clc(=c(cl)c2(cne3(chelcl N Class 4 -5.619 -6.856
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Cl)c3(chClCl N Class 4 -5.619 -6.856
Heptachlor 76-44-8 Clc1C=Cc2c1e3(Clc(=c(cl)c2(cne3(chelcl N Class 4 -5.619 -6.809
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Cl)c3(chClCl N Class 4 -5.619 -8.317
Heptachlor 76-44-8 clc1c=Ccc2c1c3(clc(=c(cl)c2(cne3(chalcl N Class 4 -5.619 -8.531
Lindane 58-89-9 c(c(c(c(ciencncnaycicial N Class 4 -3.734 -5.801
Lindane 58-89-9 c(c(c(c(caencnencncicnel N Class 4 -3.734 -5.606
Lindane 58-89-9 c(c(c(c(ciencncnaycicial N Class 4 -3.734 -7.464
Lindane 58-89-9 c(c(c(c(caencnencncicnel N Class 4 -3.734 -7.464
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)
Lindane 58-89-9 c(c(c(c(caenenencncicnel N Class 4 -3.734 -9.233
Lindane 58-89-9 c(c(c(c(caencnencncicnel N Class 4 -3.734 -5.464
Lindane 58-89-9 c(c(c(c(crcnenencn(cicncl N Class 4 -3.734 -7.765
Lindane 58-89-9 c(c(c(c(caencnencncicnel N Class 4 -3.734 -5.731
Lindane 58-89-9 c(c(c(c(crcncncncn(cicncl N Class 4 -3.734 -5.890
DDT 50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983 -7.877
DDT 50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)ec2)C(Cl)(Cl)Cl N Class 4 -6.983 -8.508
DDT 50-29-3 c(cce(c1)Cl)(c1)C(c(cec(c2)Clhe2)C(Cl)(cl)Cl N Class 4 -6.983 -8.319
DDT 50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983 -8.197
DDT 50-29-3 c(cee(c1)Cl)(c1)C(c(cec(c2)Clhe2)C(Cl)(cl)Cl N Class 4 -6.983 -8.271
DDT 50-29-3 c(ccc(c1)Cl)(c1)C(c(cce(c2)Cl)c2)C(Cl)(Cl)Cl N Class 4 -6.983 -8.550
DDT 50-29-3 c(cce(c1)Cl)(c1)C(c(cec(c2)Cle2)C(Cl)(cl)Cl N Class 4 -6.983 -8.152
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Ca1chcl)cl N Class 4 -4.976 -5.921
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)Cc(=Ccacl)cl)cl N Class 4 -4.976 -6.312
Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)c1 Class 5 -1.665 -3.626
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cecc2)C(=0)0CCCC)c2 Class 5 -5.063 -5.239
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log L(E)C50 (mol/L)
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cecc2)C(=0)0CCCC)c2 Class 5 -5.063 -4.926
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(cecc2)C(=0)0CCCC)c2 Class 5 -5.063 -5.453
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)c)c(c(ccec2)C(=0)0CCCC)c2 Class 5 -5.063 -5.280
Butyl benzyl phthalate 85-68-7 0O=C(0Cc(ccccl)cl)c(c(cecc2)C(=0)0CCCC)c2 Class 5 -5.063 -5.540
Atrazine 1912-24-9 n(c(nc(n1)NC(C)C)NCC)c1Cl N Class 5 -2.321 -3.871
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Table 6: Algae Acute

A=1.0 A=0.1 A =0.01 A =0.001

X Y X Y X Y

-1 0 -2 0 -3
-1 -1 -1 2 -1 3 -1 -4
-2 -2 -2 -3 -2 -4 -2 -5
-3 -3 -3 -4 -3 -5 -3 -6
-4 -4 -4 5 -4 -6 -4 -7
-5 -5 -5 -6 -5 -7 -5 -8
-6 -6 -6 -7 -6 -8 -6 -9
-7 -7 -7 -8 -7 -9 -7 -10
Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar Updated in log S, (mol/L) Algae
(O/N) Modified this report log L(E)C50 (mol/L)

1-Hexanol 111-27-3 0OCcCcccc (0] Class 1 -1.239 -3.106
1-Octanol 111-87-5 0cccccccec (0] Class 1 -2.373 -3.968
1-Dodecanol 112-53-8 0cCcccecececcccc (0] Class 1 -4.985
Isotridecanol 27458-92-0 0Ccccececececececc(e)c (0] Class 1 -5.302 -5.829
Cyclohexanol 108-93-0 oc(ccecl)ca 0 Class 1 -0.444 -3.535
Benzyl alcohol 100-51-6 OCc(ccccl)cl 0 Class 1 -0.432 -2.335
Pentanol 94624-12-1 Cc(cce)o (0] Class 1 -0.591 -3.037
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)c)c 0 Class 1 -0.324 -2.254
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)c)c 0 Class 1 -0.324 -2.042
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Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar  Updated in log S, (mol/L)  Algae
(O/N) Modified this report log L(E)C50 (mol/L)
Chloroform 67-66-3 clc(cncl 0 Class 1 -1.137 -3.953
Carbon tetrachloride 56-23-5 Clc(cly(cncl 0 Class 1 -2.260 -3.886
Trichloroethylene 79-01-6 ClCc=C(CI)Cl 0 Class 1 -2.078 -3.557
Trichloroethylene 79-01-6 Clc=C(cl)cl 0 Class 1 -2.078 -2.466
Trichloroethylene 79-01-6 ClC=C(CI)CI 0 Class 1 -2.078 -2.876
Tetrachlorethylene 127-18-4 Cl/c(Cl)=c(/cl)cl 0 Class 1 -3.044 -4.659
Tetrachlorethylene 127-18-4 Cl/c(Cl)=C(/cl)cl 0 Class 1 -3.044 -4.199
1,2-Dichloroethane 107-06-2 clcccl (0] Class 1 -1.098 -2.775
1,2-Dichloroethane 107-06-2 clcccl (0] Class 1 -1.098 -2.667
1,2,4-Trichlorobenzene 120-82-1 Clclccc(Cl)c(Cl)c1 0 Class 1 -3.681 -5.113
1,2,4-Trichlorobenzene 120-82-1 Clclcec(Cl)c(Cl)c1 0 Class 1 -3.681 -4.503
1,2,4-Trichlorobenzene 120-82-1 Clclccc(Cl)c(Cl)c1 0 Class 1 -3.681 -4.511
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (6] Class 1 -3.070 -4.341
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -4.963
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -3.676
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Cl)Cl 0 Class 1 -2.975 -4.825
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=Ca1)cI)cl)Cl 0 Class 1 -3.487 -5.305
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cI)cl)Cl 0 Class 1 -3.487 -5.055
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Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar  Updated in log S, (mol/L)  Algae
(O/N) Modified this report log L(E)C50 (mol/L)
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cI)cl)ClI 0 Class 1 -3.487 -5.217
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -5.396
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -3.347
1,1,2-Trichloroethane 79-00-5 clcc(clcl 0 Class 1 -1.482 -2.710
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -2.824
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -2.824
1,1,2-Trichloroethane 79-00-5 clcc(clcl 0 Class 1 -1.482 -2.895
1,1,2-Trichloroethane 79-00-5 clcc(clcl 0 Class 1 -1.482 -2.824
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -3.369
Chlorobenzene 108-90-7 clcec(ccl)Cl 0 Class 1 -2.351 -3.954
n-Pentane 109-66-0 Cccccc (0] Class 1 -3.273 -3.983
Cyclohexane 110-82-7 c(ccecci)caa 0 Class 1 -3.209 -3.956
Hex-1-ene 592-41-6 CCCcc=C (6] Class 1 -3.253 -4.272
Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)c1 Class 5 Class 1 -1.665 -3.136
Diethyl phthalate 84-66-2 0=C(0OCC)c(c(ccc1)C(=0)0CC)c1 Class 5 Class 1 -2.305 -4.143
Dibutyl phthalate 84-74-2 0=C(0OCCCC)c(c(ccc1)C(=0)0Ccccl)cl 0 Class 5 Class 1 -4.388 -5.842
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -3.835
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -3.643
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Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar  Updated in log S, (mol/L)  Algae
(O/N) Modified this report log L(E)C50 (mol/L)

2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl 0 Class 2 Class 1 -2.497 -3.795
4-Nitrotoluene 99-99-0 N(=0)(=0)c(ccc(c1)C)cl 0 Class 2 Class 1 -2.406 -3.795
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -3.993
4-Nitrochlorobenzene 100-00-5 [0-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.010
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.507
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -3.940
4-Nitrochlorobenzene 100-00-5 [0-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.010
Bisphenol-A 80-05-7 Oc(cec(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.927
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -5.359
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -2.726
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -2.094
Phenol 108-95-2 Oc(ccecl)cl N Class 2 0.026 -3.188
4,4'-Methylenedianiline 101-77-9 Nc(ccc(c1)Ce(cee(N)c2)c2)cl N Class 2 -1.650 -4.139
4-Chloro-o-cresol 1570-64-5 CC1=C(C=CC(=C1)CN)O N Class 2 -1.565 -3.984
(4-Chloro-2-methyl phenol)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -4.528
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -5.033
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -4.867
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -4.829
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Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar  Updated in log S, (mol/L)  Algae
(O/N) Modified this report log L(E)C50 (mol/L)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.704
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -5.168
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -5.556
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.410
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.264
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -2.879
3-Chlorophenol 108-43-0 ClC1=CC(0)=CC=C1 N Class 2 -0.610 -3.647
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -3.647
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -3.529
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -4.109
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -4.127
4-Nitrophenol 100-02-7 N(=0)(=0)c(ccc(0)cl)cl N Class 2 0.028 -3.638
4-Nitrophenol 100-02-7 N(=0)(=0)c(ccc(0)cl)cl N Class 2 0.028 -4.126
Acrolein 107-02-8 0=CC=C N Class 3 0.570 -5.963
Heptanal 111-71-7 0O=Ccccccce N Class 3 -1.961 -4.595
4-Chlorobenzaldehyde 104-88-1 ClC1=CC=C(C=0)C=C1 N Class 3 -1.966 -4.219
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Cacl)clcl N Class 4 -4.976

Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Cacl)clcl N Class 4 -4.976
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Substance name CAS # SMILES WOoE Narc/non-narc  Verhaar  Updated in log S, (mol/L)  Algae
(O/N) Modified this report log L(E)C50 (mol/L)
_ 118-74-1 c1(c(c(c(c(cacnehcnchcncl N Class 4 -5.717
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(ccec2)C(=0)0CCCC)c2 Class 5 -5.063 -5.717
Atrazine 1912-24-9 n(c(nc(n1)NC(C)C)NCC)ci1Cl N Class 5 -2.321 -6.700
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Table 7: Fish Chronic

A=1.0 A=0.1 A=0.01 A =0.001

X Y X Y X Y

-1 0 -2 0 -3
-1 -1 -1 2 -1 3 -1 -4
-2 -2 -2 -3 -2 -4 -2 -5
-3 -3 -3 -4 -3 -5 -3 -6
-4 -4 -4 5 -4 -6 -4 -7
-5 -5 -5 -6 -5 -7 -5 -8
-6 -6 -6 -7 -6 -8 -6 -9
-7 -7 -7 -8 -7 -9 -7 -10
Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)

Phenanthrene 85-01-8 c(c(c(c(cl)cece2)c2)cce3)(cl)c3 Class 1 -4.666 -7.552
Phenanthrene 85-01-8 c(c(c(c(c1)cece2)c2)cce3)(cl)c3 Class 1 -4.666 -6.503
Phenanthrene 85-01-8 c(c(c(c(c1)cee2)c2)cee3)(c1)c3 Class 1 -4.666 -6.736
Phenanthrene 85-01-8 c(c(c(c(c1)cee2)c2)cee3)(c1)c3 Class 1 -4.666 -6.608
Phenanthrene 85-01-8 c(c(c(c(cl)cece2)c2)cce3)(cl)c3 Class 1 -4.666 -6.552
1-Methylphenanthrene 832-69-9 clccc2c3ccec(C)e3ecc2cl Class 1 -4.884 -6.284
1,7-Dimethylphenanthrene 483-87-4 Cc3cccc2c3ceclc2ecc(cl)C Class 1 -5.488 -7.110
2,7-Dimethylphenanthrene 1576-69-8 c(cc(clec2)c(cece3C)c2ce3)c(c1)C Class 1 -5.488 -7.201
2-Ethylphenanthrene 3674-74-6 c(ccclc(cecc2CC)c3c2)cclec3 Class 1 -5.564 -6.917
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Toluene 108-88-3 c(ccecl)(c1)C Class 1 -2.243 -4.818
Toluene 108-88-3 c(ccecl)(c1)C Class 1 -2.243 -4.459
Toluene 108-88-3 c(ccecl)(c1)C Class 1 -2.243 -4.818
Toluene 108-88-3 c(ccecl)(c1)C Class 1 -2.243 -4.126
Dibenzothiophene 132-65-0 s(c(c(cleccee2)cce3)c3)c12 Class 1 -4.366 -6.265
_ 483-65-8 c(ccclc(cec2C(C)C)ec3c2)c(C)clec3 Class 1 -6.531
Naphthalene 91-20-3 c(c(ccel)cee2)(cl)c2 Class 1 -3.419 -6.066
Naphthalene 91-20-3 c(c(ccel)ece2)(cl)c2 Class 1 -3.419 -6.029
Naphthalene 91-20-3 c(c(ccel)cee2)(cl)c2 Class 1 -3.419 -5.528
Naphthalene 91-20-3 c(c(ccel)cee2)(cl)c2 Class 1 -3.419 -5.455
Acenaphthene 83-32-9 c(c(cccl)eece2)(c1CC3)c23 Class 1 -3.920 -5.472
Acenaphthene 83-32-9 c(c(cccl)eece2)(c1CC3)c23 Class 1 -3.920 -6.489
Acenaphthene 83-32-9 c(c(ccecl)cce2)(c1CC3)c23 Class 1 -3.920 -5.667
Acenaphthene 83-32-9 c(c(ccecl)cce2)(c1CC3)c23 Class 1 -3.920 -6.382
_ 50-32-8 c(c(c(ccl)cec2)c2cee3)(c3cc(clecc5)c5)cl14 Class 1 -6.767
Benzo[k]fluoranthene 207-08-9 c2ccclcc3c(cclc2)cdccec5eccc3c45 Class 1 -7.074 -9.040
Dichloromethane 75-09-2 ciccl (0] Class 1 -0.815 -3.010
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Dichloromethane 75-09-2 ciccl 0 Class 1 -0.815 -2.777
Carbon tetrachloride 56-23-5 Clc(cly(cncl 0 Class 1 -2.260 -4.789
Trichloroethylene 79-01-6 Clc=C(cl)cl 0 Class 1 -2.078 -4.359
Tetrachlorethylene 127-18-4 Cl/C(Cl)=C(/cl)cl 0 Class 1 -3.044 -4.851
Tetrachlorethylene 127-18-4 Cl/c(Cl)=C(/cl)cl 0 Class 1 -3.044 -4.921
1,2,4-Trichlorobenzene 120-82-1 Clclcec(Cl)c(Cl)c1 0 Class 1 -3.681 -6.657
1,2,4-Trichlorobenzene 120-82-1 Clclcec(Cl)c(Cl)c1 0 Class 1 -3.681 -5.844
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (6] Class 1 -3.070 -5.167
1,4-Dichlorobenzene 106-46-7 ClC1=CcC=C(Cl)c=C1 (6] Class 1 -2.969 -5.866
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)Cc=C1 0 Class 1 -2.969 -5.411
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Cl)Cl 0 Class 1 -2.975 -5.599
1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cncl 0 Class 1 -1.763 -3.882
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cI)cl)ClI 0 Class 1 -3.487 -5.754
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)cI)cl)Cl 0 Class 1 -3.487 -5.861
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -4.239
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -4.648
1,1,2-Trichloroethane 79-00-5 clcc(clcl 0 Class 1 -1.482 -3.866
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -3.663
Chlorobenzene 108-90-7 clccc(ccl)Cl (0} Class 1 -2.351 -4.370
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -4.391
2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl 0 Class 2 Class 1 -2.497 -4.858
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccclC)cl Class 2 Class 1 -2.515 -4.836
4-Nitrotoluene 99-99-0 N(=0)(=0)c(ccc(c1)C)cl 0 Class 2 Class 1 -2.406 -5.234
Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)c1 Class 5 Class 1 -1.665 -4.247
e sz Oodocodwkbopcds s aw1
Dibutyl phthalate 84-74-2 0O=C(OCCCC)c(c(ccc1)C(=0)OCcccC)cl (0} Class 5 Class 1 -4.388 -6.445
Bisphenol-A 80-05-7 Oc(cec(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -7.154
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -6.539
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -5.552
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -5.378
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -4.714
Phenol 108-95-2 Oc(ccecl)cl N Class 2 0.026 -6.087
?4Cé‘r']f;f’0°2c::t°r:yl ohenol) 1570-64-5 CC1=C(C=CC(=C1)CN)O N Class 2 -1.565 -5.455
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -6.704
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -5.138
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -6.908
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -6.908
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.507
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -5.604
Acrolein 107-02-8 0=CC=C N Class 3 0.570 -6.691
Hexachlorobutadiene 87-68-3 Cl/c(cl=c(\chc(\ch=c(/cncl N Class 3 -5.010 -7.603
Hexachlorobutadiene 87-68-3 cl/c(cl)=c(\cnc(\ch=c(/clcl N Class 3 -5.010 -7.434
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Cacl)cl)cl N Class 4 -4.976 -6.658
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Cacl)chcl N Class 4 -4.976 -6.867
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Cacl)cl)cl N Class 4 -4.976 -6.867
Pentachlorobenzene 608-93-5 CIC1=CC(=C(Cl)C(=Cacl)cl)cl N Class 4 -4.976 -6.658
Hexachlorobenzene 118-74-1 c1(c(c(c(c(cacnehcnchcncl N Class 4 -5.717 -7.773
Hexachlorobenzene 118-74-1 c1(c(c(c(c(cacnchcnchcncl N Class 4 -5.717 -7.875
_ 118-74-1 c1(c(c(c(c(c1chcncncncncl N Class 4 -5.717
Hexachlorobenzene 118-74-1 c1(c(c(c(c(c1chcncncncncl N Class 4 -5.717 -7.886
118-74-1 c1(c(c(c(c(cacnehcnchcncl N Class 4 -5.717
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.640
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -8.103
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -6.792
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.027
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -7.010
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.195
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.346
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -7.279
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -7.195
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.823
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -7.045
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.457
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.580
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.580
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.753
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -7.425
Lindane 58-89-9 c(c(c(c(ciencnenc(caacl N Class 4 -3.734 -8.561
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(ccec2)C(=0)0CCCC)c2 Class 5 -5.063 -6.194
Butyl benzyl phthalate 85-68-7 0=C(0Cc(ccccl)cl)c(c(ccec2)C(=0)0CCCC)c2 Class 5 -5.063 -6.319
Fluoranthene 206-44-0 c(c(cccl)cce2)(clc(c3cecd)cd)c23 Class 5 -5.072 -6.963
Fluoranthene 206-44-0 c(c(cccl)cce2)(clc(c3cecd)cd)c23 Class 5 -5.072 -7.493
Fluoranthene 206-44-0 c(c(cccl)cec2)(clc(c3cecd)cd)c23 Class 5 -5.072 -6.289
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Table 8: Invertebrate Chronic

Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

A=1.0 A=0.1 A=0.01 A =0.001

X Y X Y X Y

-1 0 -2 0 -3
-1 -1 -1 2 -1 3 -1 -4
-2 -2 -2 -3 -2 -4 -2 -5
-3 -3 -3 -4 -3 -5 -3 -6
-4 -4 -4 5 -4 -6 -4 -7
-5 -5 -5 -6 -5 -7 -5 -8
-6 -6 -6 -7 -6 -8 -6 -9
-7 -7 -7 -8 -7 -9 -7 -10
Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
1-Octanol 111-87-5 0OCcCcccecc (0] Class 1 -2.373 -5.115
1-Decanol 112-30-1 0OCCcccececcc (0] Class 1 -3.603 -6.158
1-Dodecanol 112-53-8 occceecececccccc (0] Class 1 -4.985 -7.124
1-Tetradecanol 112-72-1 occcecececcccccecc (0] Class 1 -5.907 -8.127
1-Pentadecanol 629-76-5 0cCccccececcececcccc (0] Class 1 -6.162 -7.467
_ 112-92-5 0OCCcccececcccccccccc (0] Class 1

Benzyl alcohol 100-51-6 OCc(ccccl)cl 0 Class 1 -0.432 -3.326
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)c)c 0 Class 1 -0.324 -3.530
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)c)c 0 Class 1 -0.324 -3.238
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Phenanthrene 85-01-8 c(c(c(c(cl)cece2)c2)cce3)(cl)c3 Class 1 -4.666 -7.137
Phenanthrene 85-01-8 c(c(c(c(c1)cece2)c2)cce3)(c1)c3 Class 1 -4.666 -6.570
Phenanthrene 85-01-8 c(c(c(c(c1)cee2)c2)cee3)(c1)c3 Class 1 -4.666 -6.495
Phenanthrene 85-01-8 c(c(c(c(c1)cee2)c2)cee3)(c1)c3 Class 1 -4.666 -6.503
Phenanthrene 85-01-8 c(c(c(c(c1)cece2)c2)cce3)(cl)c3 Class 1 -4.666 -6.746
Phenanthrene 85-01-8 c(c(c(c(c1)cee2)c2)cee3)(c1)c3 Class 1 -4.666 -5.996
Perhydrophenanthrene C(C(C(c(c1)cee2)ez)cees)(cr)es Class 1 -6.671 -7.077
Benzene 71-43-2 c(ccecl)cl Class 1 -1.096 -4.420
Toluene 108-88-3 c(ccecl)(c1)C Class 1 -2.243 -5.097
Toluene 108-88-3 c(ccecl)(c1)C Class 1 -2.243 -4.964
Ethylbenzene 100-41-4 c(ccecl)(c1)CC Class 1 -2.798 -5.046
m-Xylene 108-38-3 c(cceclC)(c1)C Class 1 -2.819 -4.905
p-Xylene 106-423 c(ccc(c1)C)(c1)C Class 1 -2.816 -4.830
Isopropylbenzene 98-82-8 c(ccecl)(c1)C(C)C Class 1 -3.292 -5.536
1,3,5-Trimethylbenzene 108-67-8 c(cc(cc1C)C)(c1)C Class 1 -3.397 -5.478
Biphenyl 92-52-2 c(c(cceecl)cl)(ccee2)c2 Class 1 -3.911 -5.958
Naphthalene 91-20-3 c(c(ccel)cee2)(cl)c2 Class 1 -3.419 -5.397
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Naphthalene 91-20-3 c(c(ccel)cee2)(cl)c2 Class 1 -3.419 -5.330
Acenaphthylene 208-96-8 clccc2cccc3c2c1C=C3 Class 1 -3.308 -6.376
Acenaphthene 83--32-9 c(c(ccecl)cce2)(c1CC3)c23 Class 1 -3.920 -6.565
Fluorene 86-73-7 c(c(c(cleec2)c2)cee3)(c3)C1 Class 1 -4.104 -6.823
Pyrene 129-00-0 c(c(c(ccl)cec2)c2cece3)(clceccd)c34 Class 1 -4.927 -7.984
Benzo[a]pyrene 50-32-8 c(c(c(ccl)cec2)c2cee3)(c3cec(clccc5)c5)cl4 Class 1 -6.767 -8.703
Benzo[ghi]perylene 191-24-2 cl6ccec2cecc3cccdecc5ecccbe5c4c3c12 Class 1 -6.523 -9.528
_ 193-39-5 c(c(c(c(cececl)c2)cdcece3)c3ccd)(c2c(c5cceh)ch)cas Class 1
Dibenz[ah]anthracene 53-70-3 c(c(c(c(cl)cec2)c2)cc(c3c(c(cd)cce5)c5)cd)(c1)c3 Class 1 -5.629 -9.967
Chloroform 67-66-3 clc(cncl 0 Class 1 -1.137 -4.278
Carbon tetrachloride 56-23-5 Clc(cly(cncl 0 Class 1 -2.260 -4.682
Tetrachlorethylene 127-18-4 Cl/c(Cl)=c(/cl)cl 0 Class 1 -3.044 -5.512
Tetrachlorethylene 127-18-4 Cl/C(Cl)=C(/cl)cl 0 Class 1 -3.044 -5.175
Chlorobutane 109-69-3 Cicccc (0] Class 1 -2.925 -4.218
1,2-Dichloroethane 107-06-2 clcccl (0] Class 1 -1.098 -3.954
1,2,4-Trichlorobenzene 120-82-1 Clclccc(Cl)c(Cl)c1 0 Class 1 -3.681 -6.259
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl 0 Class 1 -3.070 -5.328
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (6] Class 1 -3.070 -5.435
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (6] Class 1 -3.070 -5.468
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -5.825
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0 Class 1 -2.969 -5.690
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Cl)Cl 0 Class 1 -2.975 -5.427
1,2-Dichlorobenzene 95-50-1 cleccc(c(c1)Cl)cl 0 Class 1 -2.975 -5.368
1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cncl 0 Class 1 -1.763 -4.386
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)Cl)Cl)cl 0 Class 1 -3.487 -5.459
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=C1)Cl)Cl)Cl 0 Class 1 -3.487 -6.028
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=Ca)cI)cl)ClI 0 Class 1 -3.487 -5.958
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -3.870
1,1,2-Trichloroethane 79-00-5 clcc(cncl (0] Class 1 -1.482 -3.620
Chlorobenzene 108-90-7 clccc(ccl)Cl 0 Class 1 -2.351 -5.546
Chlorobenzene 108-90-7 clccc(ccl)Cl 0 Class 1 -2.351 -5.050
Dec-1-ene 872-05-9 Ccccecececece=c (6] Class 1 -5.545 -6.859
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -4.675
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -4.811
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl 0 Class 2 Class 1 -2.497 -5.438
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccciC)cl Class 2 Class 1 -2.515 -4.218
4-Nitrotoluene 99-99-0 N(=0)(=0)c(ccc(c1)C)cl 0 Class 2 Class 1 -2.406 -5.292
Dimethyl phthalate 131-11-3 0=C(0C)c(c(ccc1)C(=0)0C)c1 Class 5 Class 1 -1.665 -4.306
Diethyl phthalate 84-66-2 0=C(0CC)c(c(ccc1)C(=0)0CC)c1 Class 5 Class 1 -2.305 -3.949
Diethyl phthalate 84-66-2 0=C(0OCC)c(c(ccc1)C(=0)0CC)c1 Class 5 Class 1 -2.305 -5.365
Dibutyl phthalate 84-74-2 0=C(OCCCC)c(c(ccc1)C(=0)OCCCC)cl 0 Class 5 Class 1 -4.388 -5.462
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.732
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.896
4-Nitrochlorobenzene 100-00-5 [0-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -5.919
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.942
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -4.692
Bisphenol-A 80-05-7 Oc(cec(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -6.961
Bisphenol-A 80-05-7 Oc(cec(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -6.128
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -7.367
Phenol 108-95-2 Oc(ccecl)cl N Class 2 0.026 -5.311
4,4'-Methylenedianiline 101-77-9 Nc(ccc(c1)Ce(cec(N)c2)c2)cl N Class 2 -1.650 -7.577
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)

4-Chloro-o-cresol 1570-64-5 CC1=C(C=CC(=C1)CI)O N Class 2 -1.565 -5.406
(4-Chloro-2-methyl phenol)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -7.397
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -7.511
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -7.210
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -7.431
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -7.461
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -7.130
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)cl N Class 2 -1.986 -6.227
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -5.410
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -5.310
Acrolein 107-02-8 0=CC=C N Class 3 0.570 -6.520
Salicylaldehyde 90-02-8 0=Cc(c(O)cccl)cl N Class 3 -0.856 -5.973

118-74-1 cl(c(c(c(c(cacnehcnchcncl N Class 4 -5.717
118-74-1 c1(c(c(c(c(c1Chchncncncncl N Class 4 -5.717

Hexachlorobenzene 118-74-1 c1(c(c(c(c(c1chcncncncncl N Class 4 -5.717 -8.199
Hexachlorobenzene 118-74-1 c1(c(c(c(c(cacnehcnchcncl N Class 4 -5.717 -7.782
Hexachlorobenzene 118-74-1 cl(c(c(c(c(cacnchcnchcncl N Class 4 -5.717 -7.756
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
118-74-1 c1(c(c(c(c(c1chcncncncncl N Class 4 -5.717
118-74-1 c1(c(c(c(c(c1Chcncncncncl N Class 4 -5.717
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -6.948
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -6.124
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.606
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -6.332
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -6.857
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.124
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -7.170
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.221
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.481
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.425
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.221
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)cacl N Class 4 -3.474 -7.425
Pentachlorophenol 87-86-5 Oclc(Cl)c(Cl)c(Cl)c(Cl)c1Cl N Class 4 -3.474 -6.425
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)c2(chc3(chclCl N Class 4 -5.619 -7.396
Lindane 58-89-9 c(c(c(c(ciencnenc(caacl N Class 4 -3.734 -6.464
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Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updatedin  log S, (mol/L) Invert
(O/N) Modified this report log EC10/NOEC
(mol/L)
Lindane 58-89-9 c(c(c(c(cienenanchcichcl N Class 4 -3.734 -6.723
Lindane 58-89-9 c(c(c(c(cenenanchcichcl N Class 4 -3.734 -5.738
Butyl benzyl phthalate 85-68-7 0O=C(0OCc(cccel)cl)c(c(ccec2)C(=0)0CCCC)c2 Class 5 -5.063 -6.080
Butyl benzyl phthalate 85-68-7 0O=C(0OCc(cccel)cl)c(c(ccec2)C(=0)0CCCC)c2 Class 5 -5.063 -6.048
Fluoranthene 206-44-0 c(c(cccl)cec2)(clc(c3cecd)cd)c23 Class 5 -5.072 -8.238
Fluoranthene 206-44-0 c(c(cccl)cce2)(clc(c3cecd)cd)c23 Class 5 -5.072 -7.005
Fluoranthene 206-44-0 c(c(cccl)cce2)(clc(c3cecd)cd)c23 Class 5 -5.072 -7.075
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Table 9: Algae Chronic

Activity-Based Relationships for Aquatic Ecotoxicology Data: Use of the Activity Approach to Strengthen MoA Predictions

A=1.0 A=0.1 A=0.01 A =0.001

X Y X Y X Y

-1 0 -2 0 -3
-1 -1 -1 2 -1 3 -1 -4
-2 -2 -2 -3 -2 -4 -2 -5
-3 -3 -3 -4 -3 -5 -3 -6
-4 -4 -4 5 -4 -6 -4 -7
-5 -5 -5 -6 -5 -7 -5 -8
-6 -6 -6 -7 -6 -8 -6 -9
-7 -7 -7 -8 -7 -9 -7 -10
Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updated in log S, (mol/L) Algae
(O/N) Modified this report log EC10/NOEC (mol/L)

1-Hexanol 111-27-3 occccecc 0 Class 1 -1.239 -3.968
1-Dodecanol 112-53-8 0Cccccececcccc 0 Class 1 -4.985 -6.668
Isotridecanol 27458-92-0 0Ccccececececececc(e)e 0 Class 1 -5.302 -5.969
Benzyl alcohol 100-51-6 OCc(ccecl)cl o] Class 1 -0.432 -2.543
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)c)c 0] Class 1 -0.324 -3.238
tert-Butyl methyl ether 1634-04-4 o(c(c)(c)c)c 0] Class 1 -0.324 -2.273
Ethylbenzene 100-41-4 c(ccecl)(c1)CC Class 1 -2.798 -4.495
Chloroform 67-66-3 clc(cncl o] Class 1 -1.137 -4.521
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)CI 0 Class 1 -3.070 -4.825
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updated in log S, (mol/L) Algae
(O/N) Modified this report log EC10/NOEC (mol/L)
1,4-Dichlorobenzene 106-46-7 Clc1=Cc=C(Cl)c=C1 0} Class 1 -2.969 -5.411
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=Ca)cI)cl)ClI (0] Class 1 -3.487 -5.916
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=Ca)cl)cl)ClI 0] Class 1 -3.487 -5.897
1,1,2-Trichloroethane 79-00-5 clcc(cncl 0 Class 1 -1.482 -3.705
Chlorobenzene 108-90-7 clcec(ccl)Cl 0] Class 1 -2.351 -4.219
n-Pentane 109-66-0 CCcccc 0] Class 1 -3.273 -4.557
Cyclohexane 110-82-7 c(cccci)caa 0 Class 1 -3.209 -4.952
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 Class 1 -1.811 -4.126
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl (0] Class 2 Class 1 -1.812 -4.161
2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl o] Class 2 Class 1 -2.497 -4.218
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)C=C1 N Class 2 -0.498 -5.604
Bisphenol-A 80-05-7 Oc(cec(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -5.225
Bisphenol-A 80-05-7 Oc(cec(c1)C(c(cec(0)c2)c2)(C)C)cl N Class 2 -1.594 -5.756
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -3.106
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -3.288
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -5.210
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.829
Acetaldehyde 75-07-0 0=CC N Class 3 1.744 -2.644
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Substance name CAS # SMILES WoE Narc/non-narc  Verhaar Updated in log S, (mol/L) Algae
(O/N) Modified this report log EC10/NOEC (mol/L)
Acrolein 107-02-8 0=CC=C N Class 3 0.570 -6.748
Heptanal 111-71-7 0O=Cccccecc N Class 3 -1.961 -5.094
Heptachlor 76-44-8 CIC1C=CC2C1C3(Cl)C(=C(Cl)C2(Cl)C3(Cl)Cl)Cl N Class 4 -5.619 -7.122
Lindane 58-89-9 c(c(c(c(cienenencn(ciclcl N Class 4 -3.734 -5.066
Lindane 58-89-9 c(c(c(c(cienenencn(ciclcl N Class 4 -3.734 -5.233
Lindane 58-89-9 c(c(c(c(crenenenen(ciccl N Class 4 -3.734 -6.163
Atrazine 1912-24-9 n(c(nc(n1)NC(C)C)NCC)ci1Cl N Class 5 -2.321 -7.292
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Table 11: Koy v LC50

Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)

1-Hexanol 111-27-3 0ccccce 0 Class 1 -1.239 -3.023

1-Heptanol 111-70-6 Occcceccc 0] Class 1 -1.947 -3.485

1-Octanol 111-87-5 Occceccce (0} Class 1 -2.373 -4.001

1-Nonanol 143-08 0ccceccececc 0} Class 1 -3.052 -4.419

1-Decanol 112-30-1 occccececcccce 0] Class 1 -3.603 -4.838

1-Undecanol 112-42-5 occcceccccececce 0] Class 1 -4.333 -5.236

1-Dodecanol 112-53-8 occceccccececcec 0] Class 1 -4.985 -5.270

Isotridecanol 27458-92-0 OCCCCCccccec(c)c 0} Class 1 -5.302 -5.561 5.19

Cyclohexanol 108-93-0 oc(cceci)ce (0} Class 1 -0.444 -2.153 1.25

Benzyl alcohol 100-51-6 OCc(ccecl)cl 0] Class 1 -0.432 -2.371 1.05

Pentanol 94624-12-1 CC(CCC)O 0] Class 1 -0.591 -3.174 1.35

tert-Butyl methyl ether 1634-04-4  O(C(C)(C)C)C 0] Class 1 -0.324 -2.118 1.1

tert-Butyl methyl ether 1634-04-4  O(C(C)(C)C)C 0] Class 1 -0.324 -2.186 1.1

Dichloromethane 75-09-2 ciccl (o] Class 1 -0.815 -2.643 1.25
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)
Dichloromethane 75-09-2 ciccl 0 Class 1 -0.815 -2.933 1.25
Dichloromethane 75-09-2 ciccl (o] Class 1 -0.815 -2.228 1.25
Dichloromethane 75-09-2 ciccl (0] Class 1 -0.815 -2.411 1.25
Dichloromethane 75-09-2 ciccl 0 Class 1 -0.815 -2.587 1.25
Chloroform 67-66-3 cic(cncl o] Class 1 -1.137 -3.817 1.97
Chloroform 67-66-3 cic(cncl 0] Class 1 -1.137 -3.064 1.97
Chloroform 67-66-3 cic(cnal (0} Class 1 -1.137 -3.369 1.97
Chloroform 67-66-3 cic(cnal (0} Class 1 -1.137 -3.202 1.97
Chloroform 67-66-3 cic(cncl 0] Class 1 -1.137 -3.227 1.97
Chloroform 67-66-3 cic(cncl 0] Class 1 -1.137 -2.994 1.97
Carbon tetrachloride 56-23-5 cic(cn(cncl (0] Class 1 -2.260 -3.801 2.83
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.915 2.53
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.667 2.53
Trichloroethylene 79-01-6 cic=c(clcl (0] Class 1 -2.078 -3.380 2.53
Trichloroethylene 79-01-6 cic=c(clcl (0] Class 1 -2.078 -3.403 2.53
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.509 2.53
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)
Trichloroethylene 79-01-6 cic=c(clcl (0] Class 1 -2.078 -3.474 2.53
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.294 2.53
Trichloroethylene 79-01-6 Clc=c(cl)Cl 0 Class 1 -2.078 -3.341 2.53
Tetrachlorethylene 127-18-4 Cl/c(Clh=C(/cl)cl o] Class 1 -3.044 -4.521 2.53
Tetrachlorethylene 127-18-4 Cl/c(Cl)=C(/cl)cl 0] Class 1 -3.044 -4.521 2.53
Tetrachlorethylene 127-18-4 Cl/c(Clh=C(/cl)cl o] Class 1 -3.044 -4.093 2.53
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl (] Class 1 -3.044 -4.106 2.53
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl (] Class 1 -3.044 -3.311 2.53
Tetrachlorethylene 127-18-4 Cl/c(Clh=C(/cl)cl o] Class 1 -3.044 -3.757 2.53
Tetrachlorethylene 127-18-4 Cl/c(Clh=C(/cl)cl o] Class 1 -3.044 -3.843 2.53
Tetrachlorethylene 127-18-4 Cl/c(cl=C(/cl)cl o] Class 1 -3.044 -4.296 2.53
Tetrachlorethylene 127-18-4 Cl/c(cl)=C(/cl)cl (] Class 1 -3.044 -3.955 2.53
Chlorobutane 109-69-3 clcccc 0} Class 1 -2.925 -3.113 2.66
1,2-Dichloroethane 107-06-2 Clccal (0} Class 1 -1.098 -2.862 1.45
1,2-Dichloroethane 107-06-2 Clccal (0} Class 1 -1.098 -2.362 1.45
1,2-Dichloroethane 107-06-2 cicccl (0} Class 1 -1.098 -2.935 1.45
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)
1,2-Dichloroethane 107-06-2 Clccal (0} Class 1 -1.098 -2.924 1.45
1,2,4-Trichlorobenzene 120-82-1 CLC1Ccc(cL)c(cL)ce (0} Class 1 -3.681 -4.879 4.05
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl 0} Class 1 -3.070 -4.281 3.44
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl (0] Class 1 -3.070 -4.468 3.44
1,3-Dichlorobenzene 541-73-1 C1=CC(=CC(=C1)Cl)Cl 0] Class 1 -3.070 -4.207 3.44
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -5.118 3.44
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0} Class 1 -2.969 -5.074 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0} Class 1 -2.969 -5.031 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -4.611 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -4.015 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -4.099 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(cl)c=C1 0} Class 1 -2.969 -4.955 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(cl)c=C1 0} Class 1 -2.969 -4.544 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -4.419 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -4.298 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0} Class 1 -2.969 -4.845 3.37
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 (0] Class 1 -2.969 -4.514 3.37
1,4-Dichlorobenzene 106-46-7 ClC1=CC=C(Cl)c=C1 0} Class 1 -2.969 -4.845 3.37
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Ch)Cl 0 Class 1 -2.975 -4.985 3.38
1,2-Dichlorobenzene 95-50-1 clccc(c(c1)Cl)Cl (0] Class 1 -2.975 -4.969 3.38
1,2-Dichlorobenzene 95-50-1 clccc(c(c1)Cl)Cl (0] Class 1 -2.975 -4.960 3.38
1,2-Dichlorobenzene 95-50-1 clccc(c(c1)Cl)Cl (0] Class 1 -2.975 -4.977 3.38
1,2-Dichlorobenzene 95-50-1 clcec(c(c1)Ch)Cl 0 Class 1 -2.975 -4.451 3.38
1,1,2,2-Tetrachloroethane 79-34-5 clc(cnc(cnci 0 Class 1 -1.763 -3.917 2.39
1,1,2,2-Tetrachloroethane 79-34-5 cic(cnc(cncl (0] Class 1 -1.763 -3.915 2.39
1,1,2,2-Tetrachloroethane 79-34-5 cic(cnc(cncl (0] Class 1 -1.763 -3.958 2.39
1,1,2,2-Tetrachloroethane 79-34-5 cic(cnc(cncl (0] Class 1 -1.763 -3.797 2.39
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=Cc1)chclCl o} Class 1 -3.487 -5.715 4.139
1,2,3-Trichlorobenzene 87-61-6 C1=CC(=C(C(=Cc1)chclcl o} Class 1 -3.487 -4.754 4.139
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -3.404 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -4.080 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.448 2.46
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)

1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -3.513 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.268 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.274 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -3.377 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -3.607 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc (0] Class 1 -2.028 -2.955 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.499 2.46
1,1,1-Trichloroethane 71-55-6 c(cn(cn(cnc 0 Class 1 -2.028 -3.666 2.46
1,1,2-Trichloroethane 79-00-5 cicc(ancl 0 Class 1 -1.482 -3.523 1.89
Chlorobenzene 108-90-7 clccc(ccl)Cl 0] Class 1 -2.351 -4.398 2.84
n-Pentane 109-66-0 Cccccce 0] Class 1 -3.273 -4.229 3.45
Cyclohexane 110-82-7 c(ccecer)ca (0} Class 1 -3.209 -4.269 3.38
Hex-1-ene 592-41-6 CCCcc=C (0} Class 1 -3.253 -4.177 3.39
2-Ethoxyethyl acetate 111-15-9 0=C(0ccoccq)c N Class 1 0.239 -3.519 0.6
2-Ethoxyethyl acetate 111-15-9 0=C(0ccoccq)c N Class 1 0.239 -2.827 0.6
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 -1.811 -3.126 1.9
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl (0] Class 2 -1.811 -3.319 19
Nitrobenzene 98-95-3 N(=0)(=0)c(ccccl)cl 0 Class 2 -1.812 -3.015 1.9
2-Nitrotoluene 88-72-2 N(=0)(=0)c(c(ccc1)C)cl 0 Class 2 -2.497 -3.387 2.3
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccc1C)cl Class 2 -2.515 -3.630 2.4
3-Nitrotoluene 99-08-1 N(=0)(=0)c(cccclC)cl Class 2 -2.515 -4.268 2.4
4-Nitrotoluene 99-99-0 N(=0)(=0)c(ccc(c1)C)cl (0] Class 2 -2.406 -3.305 2.4
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 (] Class 2 -2.238 -4.021 2.39
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 (] Class 2 -2.238 -4.084 2.39
4-Nitrochlorobenzene 100-00-5 [O-][N+](=0)C1=CC=C(Cl)C=C1 0 Class 2 -2.238 -3.791 2.39
4-Chloro-o-cresol (4-Chloro-2-methyl phenol) 1570-64-5  CC1=C(C=CC(=C1)Cl)O N Class 2 -1.565 -4.792 3.09
4-Chloro-o-cresol (4-Chloro-2-methyl phenol) 1570-64-5  CC1=C(C=CC(=C1)Cl)O N Class 2 -1.565 -4.355 3.09
4-Chloro-o-cresol (4-Chloro-2-methyl phenol) 1570-64-5  CC1=C(C=CC(=C1)Cl)O N Class 2 -1.565 -4.677 3.09
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)CI N Class 2 -1.986 -4.922 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.665 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.365 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)CI N Class 2 -1.986 -4.086 2.7
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)

3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.149 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.096 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)CI N Class 2 -1.986 -4.303 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.547 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.329 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.280 2.7
3,4-Dichloroaniline 95-76-1 C1=CC(=C(C=C1N)Cl)Cl N Class 2 -1.986 -4.829 2.7
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.144 2.15
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.135 2.15
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.963 2.15
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.969 2.15
2-Chlorophenol 95-57-8 CIC1=C(0)C=CCc=C1 N Class 2 -0.654 -4.290 2.15
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.109 2.15
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.017 2.15
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.804 2.15
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.045 2.15
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)

2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -3.948 2.15
2-Chlorophenol 95-57-8 CIC1=C(0)C=CC=C1 N Class 2 -0.654 -4.310 2.15
2-Chlorophenol 95-57-8 CIC1=C(0)C=CCc=C1 N Class 2 -0.654 -4.290 2.15
2-Chlorophenol 95-57-8 ClC1=C(0)C=CC=C1 N Class 2 -0.654 -4.265 2.15
3-Chlorophenol 108-43-0 ClC1=CC(0)=CC=C1 N Class 2 -0.610 -4.508 2.50
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.529 2.39
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.180 2.39
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.529 2.39
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.828 2.39
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.361 2.39
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.410 2.39
4-Chlorophenol 106-48-9 0C1=CC=C(Cl)c=C1 N Class 2 -0.498 -4.377 2.39
Bisphenol-A 80-05-7 Oc(cce(c1)C(c(cecc(0)c2)c2)(C)C)cd N Class 2 -1.594 -4.696 2.39
Bisphenol-A 80-05-7 Oc(ccc(c1)C(c(ccc(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.385 3.4
Bisphenol-A 80-05-7 Oc(ccc(c1)C(c(ccc(0)c2)c2)(C)C)cl N Class 2 -1.594 -4.317 3.4
Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -3.944 09
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Substance name CAS # SMILES WoE Narc/non-narc (O/N)  Verhaar Modified log S, (mol/L) Fish log Kow
log L(E)C50 (mol/L)

Aniline 62-53-3 Nc(cceel)cl N Class 2 -0.425 -3.410 0.9

Phenol 108-95-2 Oc(ccecl)cl N Class 2 0.026 -4.024 1.5

4,4'-Methylenedianiline 101-77-9 Nc(ccc(c1)Ce(cee(N)c2)c2)cl N Class 2 -1.650 -3.983 1.6
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