APPENDIX

Structural alerts (in SMARTS strings) found for class 1 toxicity

C(OCCCC)c1cccc(c1)

c1cc(c(O)c(c1)C(C)C)

Oc1ccc(cc1C)Cl

O=Cc1cccc(Oc2ccc(cc2))c1

Nc1ccc(cc1)CCCCCCCC

O=[N+]([O-])c1c(cc(c(c1)[N+](=O)[O-])Cl)Cl

NCCCCCCCCCCCC

O(CC)P(=S)(OCC)SCS

CC[Sn](CC)(CC)CC

c1cc(ccc1CCl)

O=CC=CC(=O)

N#CCC#N

[c]([Cl,Br,F])[c]([Cl,Br,F])[c]([Cl,Br,F])

CCC(=O)OC[a]

Structural alerts (in SMARTS strings) found for class 2 toxicity

Oc1ccc(cc1)Cl

C(C)CCCCCCCCC

c1ccc(Oc2ccccc2)cc1

C(=O)Oc1ccccc1

C(OCC=C)CC

c1c(cccc1CC)CC

O(CC)P(=S)(O)

C=CC=C

C(=O)OCCCC

O=[N+]([O-])c1cc(cc(c1)C)

c1cc(c(cc1C))C

SCC

O(c1ccccc1)CCCC

c1cccc2ccccc12

c1cc(ccc1O)Br

c1ccccc1c2ccccc2

O=Cc1c(F)cccc1

O=C(OC)CC

[*;D1]#C[C;!D4][!C;D1]

*[C;D2][C;D2][C;D2][C;D2][C;D2][C;D2]*

[s;R]

[$([c]([Cl,Br,F])[c]([Cl,Br,F])),$([c]([Cl,Br,F])[c][c]([Cl,Br,F]))]
Structural alerts (in SMARTS strings) found for class 3 toxicity

C(OC)c1ccc(cc1)

NCCCCCC

c1cc(c(cc1)C)C

Fc1ccccc1

O=C(OCCC)C

c1ccc(cc1)Br

O=[N+]([O-])c1cc(N)ccc1

c1ccc(cc1)CCCC

C=CCCC

c1ccc(cc1)Cl

Oc1ccc(cc1)C

c1cc(ccc1N(C)C)

c1cc(N)ccc1O

CCCCCCCC

C(C(Cl))Cl

O=P(OCC)(OCC)OCC

N(CCC)(CCC)C

o1c(ccc1)

C#CCC(O)

C(CCCl)C

OCC#CC

O=[C;D2][C;D2]

C=C

c1ccccc1
