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Table 1SC. List of 379 chemicals with their structure, chemical name, CAS number, Smiles, Ames test result, and quantitative weight of evidence (qWoE) value.
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	1
	[image: ]

	Acetaldehyde
	75-07-0
	CC=O
	NEG.
	-7.964

	2
	[image: ]

	Acetaldehyde methylformylhydrazone
	16568-02-8
	C/C=N/N(C)C=O
	NEG.
	0.678

	3
	[image: ]
	Acetamide
	60-35-5
	CC(=O)N
	NEG.
	2.522

	4
	[image: ]
	Acetaminophen
	103-90-2
	CC(=O)Nc1ccc(cc1)O
	NEG.
	6.319

	5
	[image: ]
	Acetoxime
	127-06-0
	CC(=NO)C
	NEG.
	2.216

	6
	[image: ]
	Aldrin
	309-00-2
	C1[C@@H]2C=C[C@H]1[C@H]3[C@@H]2[C@]4(C(=C([C@@]3(C4(Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-10.871

	7
	[image: ]

	Allyl isovalerate
	2835-39-4
	CC(C)CC(=O)OCC=C
	NEG.
	-7.964

	8
	[image: ]
	3-Amino-1,2,4-triazole (Amitrole)
	61-82-5
	c1[nH]c(nn1)N
	NEG.
	-16.354

	9
	[image: ]

	11-Aminoundecanoic acid
	2432-99-7
	C(CCCCCN)CCCCC(=O)O
	NEG.
	-14.582

	10
	[image: ]
	Aniline 
	62-53-3
	c1ccc(cc1)N
	NEG.
	-4.095


(Continued)
Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	11
	[image: ]
	Aroclor 1254
	27323-18-8
	Clc1ccccc1c2ccccc2
	NEG.
	0.836

	12
	[image: ]
	Atrazine
	1912-24-9
	CCNc1nc(nc(n1)Cl)NC(C)C
	NEG.
	-13.447

	13
	[image: ]
	Bemitradine
	88133-11-3
	CCOCCc2c(c1ccccc1)nc(N)n3ncnc23
	NEG.
	12.936

	14
	[image: ]
	Benomyl
	17804-35-2
	CCCCNC(=O)n1c2ccccc2nc1NC(=O)OC
	NEG.
	12.936

	15
	[image: ]
	Benzaldehyde
	100-52-7
	c1ccc(cc1)C=O
	NEG.
	-7.964

	16
	[image: ]
	Benzene
	71-43-2
	c1ccccc1
	NEG.
	-2.961

	17
	[image: ]
	Benzofuran
	271-89-6
	c1ccc2c(c1)cco2
	NEG.
	-2.961

	18
	[image: ]
	1,4-Benzoquinone
	106-51-4
	C1=CC(=O)C=CC1=O
	NEG.
	-7.964


(Continued)


Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	19
	[image: ]
	Benzyl acetate
	140-11-4
	CC(=O)OCc1ccccc1
	NEG.
	-4.095

	20
	[image: ]
	o-Benzyl-p-chlorophenol
	120-32-1
	c1ccc(cc1)Cc2cc(ccc2O)Cl
	NEG.
	-20.065

	21
	[image: ]
	Bromodichloromethane
	75-27-4
	C(Cl)(Cl)Br
	NEG.
	2.058

	22
	[image: ]
	tert-Butyl alcohol
	75-65-0
	CC(C)(C)O
	NEG.
	-7.964

	23
	[image: ]
	Butylated hydroxytoluene
	128-37-0
	Cc1cc(c(c(c1)C(C)(C)C)O)C(C)(C)C
	NEG.
	-13.447

	24
	[image: ]
	Butylbenzyl phthalate
	85-68-7
	CCCCOC(=O)c1ccccc1C(=O)OCc2ccccc2
	NEG.
	-7.964

	25
	[image: ]
	Carbamyl hydrazine 
	57-56-7
	C(=O)(N)NN
	NEG.
	2.450

	26
	[image: ]
	Carbazole
	86-74-8
	c1ccc2c(c1)c3ccccc3[nH]2
	NEG.
	25.849


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	27
	[image: ]
	Carboxymethylnitrosourea
	60391-92-6
	C(C(=O)O)N(C(=O)N)N=O
	NEG.
	19.554

	28
	[image: ]

	Catechol
	120-80-9
	c1ccc(c(c1)O)O
	NEG.
	7.453

	29
	[image: ]
	Chlordane, analytical grade
	57-74-9
	C1C2C(C(C1Cl)Cl)C3(C(=C(C2(C3(Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-20.065

	30
	[image: ]
	Chlorendic acid
	115-28-6
	C1(C(C2(C(=C(C1(C2(Cl)Cl)Cl)Cl)Cl)Cl)C(=O)O)C(=O)O
	NEG.
	-20.065

	31
	[image: ]
	Chlorinated paraffins: C12
	108171-26-2
	CCC(C(C(CC(C(C(C)Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-13.447

	32
	[image: ]
	Chlorobenzene
	108-90-7
	Clc1ccccc1
	NEG.
	-13.447

	33
	[image: ]
	Chlorobenzilate
	510-15-6
	CCOC(=O)C(c1ccc(cc1)Cl)(c2ccc(cc2)Cl)O
	NEG.
	-14.582

	34
	[image: ]
	Chloromethyl methyl ether
	107-30-2
	COCCl
	NEG.
	8.761

	35
	[image: ]
	3-Chloro-2-methylpropene, technical grade
	563-47-3
	CC(=C)CCl
	NEG.
	7.453


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	36
	[image: ]
	3-(p-Chlorophenyl)-1,1-dimethylurea (AKA monuron)
	150-68-5
	CN(C)C(=O)Nc1ccc(cc1)Cl
	NEG.
	-7.964

	37
	[image: ]

	Chlorothalonil
	1897-45-6
	C(#N)c1c(c(c(c(c1Cl)Cl)Cl)C#N)Cl
	NEG.
	-20.065

	38
	[image: ]
	5-Chloro-o-toluidine
	95-79-4
	Cc1ccc(cc1N)Cl
	NEG.
	12.936

	39
	[image: ]

	4-Chloro-o-toluidine 
	5922-60-1
	Cc1cc(Cl)ccc1N
	NEG.
	-2.961

	40
	[image: ]
	2-Chloro-1,1,1-trifluoroethane
	75-88-7
	FC(F)(F)CCl
	NEG.
	2.522

	41
	[image: ]

	Chlorpromazine hydrochloride
	69-09-0
	CN(C)CCCN1c2ccccc2Sc3c1cc(cc3)Cl
	NEG.
	-3.033

	42
	[image: ]
	Cinnamyl anthranilate
	87-29-6
	c1ccc(cc1)/C=C/COC(=O)c2ccccc2N
	NEG.
	-4.560

	43
	[image: ]
	Citrinin
	518-75-2
	C[C@@H]1[C@H](OC=C2C1=C(C(=O)C(=C2O)C(=O)O)C)C
	NEG.
	-7.964


(Continued)


Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	44
	[image: ]
	C,I, Vat yellow 4
	128-66-5
	c1ccc2c(c1)-c3ccc4c5c3c(ccc5-c6ccccc6C4=O)C2=O
	NEG.
	2.522

	45
	[image: ]

	Clofibrate
	637-07-0
	CCOC(=O)C(C)(C)Oc1ccc(cc1)Cl
	NEG.
	-7.964

	46
	[image: ]
	Cyclosporin A
	59865-13-3
	CC[C@H]1C(=O)N(CC(=O)N([C@H](C(=O)N[C@H](C(=O)N([C@H](C(=O)N[C@H](C(=O)N[C@@H](C(=O)N([C@H](C(=O)N([C@H](C(=O)N([C@H](C(=O)N([C@H](C(=O)N1)[C@@H]([C@H](C)C/C=C/C)O)C)C(C)C)C)CC(C)C)C)CC(C)C)C)C)C)CC(C)C)C)C(C)C)CC(C)C)C)C
	NEG.
	-7.964

	47
	[image: ]

	p,p'-DDD
	72-54-8
	c1cc(ccc1C(c2ccc(cc2)Cl)C(Cl)Cl)Cl
	NEG.
	2.450

	48
	[image: ]

	p,p'-DDE
	72-55-9
	c1cc(ccc1C(=C(Cl)Cl)c2ccc(cc2)Cl)Cl
	NEG.
	-7.964

	49
	[image: ]
	DDT
	50-29-3
	c1cc(ccc1C(c2ccc(cc2)Cl)C(Cl)(Cl)Cl)Cl
	NEG.
	-13.447

	50
	[image: ]
	Daminozide
	1596-84-5
	CN(C)NC(=O)CCC(=O)O
	NEG.
	-3.033


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	51
	[image: ]

	Dapsone
	80-08-0
	c1cc(ccc1N)S(=O)(=O)c2ccc(cc2)N
	NEG.
	2.522

	52
	[image: ]

	Dieldrin
	60-57-1
	C1[C@@H]2[C@H]3[C@@H]([C@H]1[C@H]4[C@@H]2O4)[C@]5(C(=C([C@@]3(C5(Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-4.253

	53
	[image: ]
	Diethylstilbestrol 
	56-53-1
	CC/C(=C(/CC)\c1ccc(cc1)O)/c2ccc(cc2)O
	NEG.
	-16.354

	54
	[image: ]

	1,2-Dihydro-2,2,4-trimethylquinoline
	147-47-7
	CC1=CC(Nc2c1cccc2)(C)C
	NEG.
	2.522

	55
	[image: ]

	5,5-Diphenylhydantoin
	57-41-0
	c1ccc(cc1)C2(C(=O)NC(=O)N2)c3ccccc3
	NEG.
	-2.961

	56
	[image: ]

	Ethionamide
	536-33-4
	CCc1cc(C(N)=S)ccn1
	NEG.
	-3.711

	57
	[image: ]
	Ethyl acrylate
	140-88-5
	CCOC(=O)C=C
	NEG.
	-14.582


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	58
	[image: ]
	Fluvastatin
	93957-54-1
	CC(C)n1c2ccccc2c(c1/C=C/[C@@H](C[C@@H](CC(=O)O)O)O)c3ccc(cc3)F
	NEG.
	6.161

	59
	[image: ]
	Furosemide
	54-31-9
	c1cc(oc1)CNc2cc(c(cc2C(=O)O)S(=O)(=O)N)Cl
	NEG.
	-13.447

	60
	[image: ]
	Hexachlorobutadiene
	87-68-3
	C(=C(Cl)Cl)(C(=C(Cl)Cl)Cl)Cl
	NEG.
	15.435

	61
	[image: ]
	Isomazole
	86315-52-8
	COc1cc(ccc1c2[nH]c3cnccc3n2)S(=O)C
	NEG.
	-2.961

	62
	[image: ]
	D-Limonene
	5989-27-5
	CC1=CC[C@@H](CC1)C(=C)C
	NEG.
	-4.253

	63
	[image: ]
	Methyl tert-butyl ether
	1634-04-4
	CC(C)(C)OC
	NEG.
	2.522

	64
	[image: ]
	Methyl carbamate
	598-55-0
	COC(=O)N
	NEG.
	7.453

	65
	[image: ]
	Methylphenidate 
	113-45-1
	COC(=O)C(c1ccccc1)C2CCCCN2
	NEG.
	-7.964

	66
	[image: ]
	Nitrilotriacetic acid
	139-13-9
	C(C(=O)O)N(CC(=O)O)CC(=O)O
	NEG.
	-7.964


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	67
	[image: ]
	Ochratoxin A
	303-47-9
	C[C@@H]1Cc2c(cc(c(c2C(=O)O1)O)C(=O)N[C@@H](Cc3ccccc3)C(=O)O)Cl
	NEG.
	-20.065

	68
	[image: ]
	Phenesterin
	3546-10-9
	C[C@H](CCCC(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CC=C4[C@@]3(CC[C@@H](C4)OC(=O)Cc5ccc(cc5)N(CCCl)CCCl)C)C
	NEG.
	-3.033

	69
	[image: ]
	Piperonyl sulphoxide
	120-62-7
	CCCCCCCCS(=O)C(C)Cc1ccc2c(c1)OCO2
	NEG.
	-14.582

	70
	[image: ]
	Procarbazine
	671-16-9
	CC(C)NC(=O)c1ccc(cc1)CNNC
	NEG.
	2.450

	71
	[image: ]
	Progesterone
	57-83-0
	CC(=O)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CCC4=CC(=O)CC[C@]34C)C
	NEG.
	-20.065

	72
	[image: ]

	Pyridine
	110-86-1
	c1ccncc1
	NEG.
	2.522

	73
	[image: ]

	Safrole
	94-59-7
	C=CCc1ccc2c(c1)OCO2
	NEG.
	-14.582


(Continued)


Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	74
	[image: ]

	Sulfamethoxazole
	723-46-6
	Cc1cc(no1)NS(=O)(=O)c2ccc(cc2)N
	NEG.
	-4.095

	75
	[image: ]

	Tetrachloroethylene
	127-18-4
	Cl/C(Cl)=C(Cl)\Cl
	NEG.
	9.124

	76
	[image: ]

	Thiourea
	62-56-6
	C(=S)(N)N
	NEG.
	-14.582

	77
	[image: ]

	Trichloracetic acid
	76-03-9
	O=C(O)C(Cl)(Cl)Cl
	NEG.
	-4.168

	78
	[image: ]

	1,2,4-Trimethylbenzene
	95-63-6
	Cc1ccc(c(c1)C)C
	NEG.
	-2.961

	79
	[image: ]


	Vinylidine chloride
	75-35-4
	C=C(Cl)Cl
	NEG.
	15.435

	80
	[image: ]

	Zearalenone
	17924-92-4
	C[C@H]1CCCC(=O)CCC/C=C/c2cc(cc(c2C(=O)O1)O)O
	NEG.
	2.058

	81
	[image: ]

	Decabromodiphenyl oxide
	1163-19-5
	c1(c(c(c(c(c1Br)Br)Br)Br)Br)Oc2c(c(c(c(c2Br)Br)Br)Br)Br
	NEG.
	-7.964


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	82
	[image: ]
	Dehydroepiandrosterone
	53-43-0
	C[C@]12CC[C@H]3[C@H]([C@@H]1CCC2=O)CC=C4[C@@]3(CC[C@@H](C4)O)C
	NEG.
	-16.354

	83
	[image: ]
	Diethylene glycol
	111-46-6
	C(COCCO)O
	NEG.
	-7.964

	84
	[image: ]
	3,4-Dihydrocoumarin
	119-84-6
	c1ccc2c(c1)CCC(=O)O2
	NEG.
	2.522

	85
	[image: ]
	1,4-dioxane
	123-91-1
	C1COCCO1
	NEG.
	-7.964

	86
	[image: ]
	DL-Ethionine
	67-21-0
	CCSCCC(C(=O)O)N
	NEG.
	-14.582

	87
	[image: ]
	FD&C Green 2
	5141-20-8
	CCN(Cc1cccc(c1)S(=O)(=O)[O])c2ccc(cc2)C(=C3C=CC(=[NPOS.](CC)Cc4cccc(c4)S(=O)(=O)[O-])C=C3)c5ccc(cc5)S(=O)(=O)[O]
	NEG.
	-1.363

	88
	[image: ]
	Furan
	110-00-9
	c1ccoc1
	NEG.
	-20.065

	89
	[image: ]
	Furfuryl Alcohol
	98-00-0
	OCc1ccco1
	NEG.
	-3.033

	90
	[image: ]
	Griseofulvin
	126-07-8
	C[C@@H]1CC(=O)C=C([C@]12C(=O)c3c(cc(c(c3O2)Cl)OC)OC)OC
	NEG.
	-4.253

	91
	[image: ]
	gamma-1,2,3,4,5,6-Hexachlorocyclohexane (AKA Lindane)
	58-89-9
	[C@@H]1([C@@H]([C@@H]([C@H]([C@@H]([C@@H]1Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-9.736


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	92
	[image: ]
	1'-Hydroxyestragole
	51410-44-7
	COc1ccc(cc1)C(C=C)O
	NEG.
	-4.095

	93
	[image: ]
	Kepone (AKA Chlordecone)
	143-50-0
	C1(=O)C2(C3(C4(C1(C5(C2(C3(C(C45Cl)(Cl)Cl)Cl)Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-14.582

	94
	[image: ]
	4-Methoxyphenol (AKA Hydroquinone monomethyl ether)
	150-76-5
	COc1ccc(cc1)O
	NEG.
	7.453

	95
	[image: ]
	N-Methylolacrylamide
	924-42-5
	C=CC(=O)NCO
	NEG.
	12.936

	96
	[image: ]
	Oxymetholone
	434-07-1
	C[C@]12CC[C@H]3[C@H]([C@@H]1CC[C@]2(C)O)CC[C@@H]4[C@@]3(C/C(=C/O)/C(=O)C4)C
	NEG.
	-13.447

	97
	[image: ]
	Phenylbutazone
	50-33-9
	CNc1ccc(cc1)Br
	NEG.
	8.833

	98
	[image: ]
	Probenecid
	57-66-9
	CCCN(CCC)S(=O)(=O)c1ccc(cc1)C(=O)O
	NEG.
	-13.447

	99
	[image: ]
	Styrene 
	100-42-5
	C=Cc1ccccc1
	NEG.
	-20.065

	100
	[image: ]
	Succinic anhydride
	108-30-5
	C1CC(=O)OC1=O
	NEG.
	-13.447


(Continued)
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	Structure
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	WoE Pos. or Neg.

	101
	[image: ]
	Sulfamethazine
	57-68-1
	Cc1cc(nc(n1)NS(=O)(=O)c2ccc(cc2)N)C
	NEG.
	-9.578

	102
	[image: ]
	2,3,7,8-Tetrachlorodibenzo-p-dioxin
	1746-01-6
	c1c2c(cc(c1Cl)Cl)Oc3cc(c(cc3O2)Cl)Cl
	NEG.
	-13.447

	103
	[image: ]
	Tetrahydrofuran
	109-99-9
	C1CCOC1
	NEG.
	-7.964

	104
	[image: ]
	p-Tolylurea
	622-51-5
	Cc1ccc(cc1)NC(=O)N
	NEG.
	-4.095

	105
	[image: ]
	Triethanolamine
	102-71-6
	C(CO)N(CCO)CCO
	NEG.
	-7.964

	106
	[image: ]

	4-Vinylcyclohexene
	100-40-3
	C=CC1CCC=CC1
	NEG.
	-13.447

	107
	[image: ]
	Diazepam
	439-14-5
	CN1c2ccc(cc2C(=NCC1=O)c3ccccc3)Cl
	NEG.
	-7.964

	108
	[image: ]
	1,4-Dichlorobenzene
	106-46-7
	c1cc(ccc1Cl)Cl
	NEG.
	-14.582


(Continued)
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	No.
	Structure
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	Smiles
	Ames
	WoE Pos. or Neg.

	109
	[image: ]
	Dicofol
	115-32-2
	OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl
	NEG.
	-14.582

	110
	[image: ]
	N,N'-Diethyl-2-thiourea
	105-55-5
	CCNC(=S)NCC
	NEG.
	-7.964

	111
	[image: ]
	17-B-Estradiol
	50-28-2
	C[C@]12CC[C@@H]3c4ccc(cc4CC[C@H]3[C@@H]1CC[C@@H]2O)O
	NEG.
	-9.736

	112
	[image: ]
	Ethyl alcohol
	64-17-5
	CCO
	NEG.
	-7.964

	113
	[image: ]
	Ethylbenzene
	100-41-4
	CCc1ccccc1
	NEG.
	-2.961

	114
	[image: ]
	Ethylene glycol monobutyl ether
	111-76-2
	CCCCOCCO
	NEG.
	-10.871

	115
	[image: ]
	Fumonisin B1
	116355-83-0
	CCCC[C@@H](C)[C@H]([C@H](C[C@@H](C)C[C@@H](CCCC[C@H](C[C@@H]([C@H](C)N)O)O)O)OC(=O)C[C@@H](CC(=O)O)C(=O)O)OC(=O)C[C@@H](CC(=O)O)C(=O)O
	NEG.
	-7.964

	116
	[image: ]
	Dihydrosafrole
	94-58-6
	CCCc1ccc2c(c1)OCO2
	NEG.
	-6.846

	117
	[image: ]
	Ethinyl estradiol
	57-63-6
	C[C@]12CC[C@@H]3c4ccc(cc4CC[C@H]3[C@@H]1CC[C@]2(C#C)O)O
	NEG.
	-4.253


(Continued)
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	118
	[image: ]
	Indolidan
	100643-96-7
	CC1(c2cc(ccc2NC1=O)C3=NNC(=O)CC3)C
	NEG.
	-9.578

	119
	[image: ]
	Methylhydrazine
	60-34-4
	CNN
	NEG.
	-4.253

	120
	[image: ]
	Pentachloroethane
	76-01-7
	C(C(Cl)(Cl)Cl)(Cl)Cl
	NEG.
	-7.964

	121
	[image: ]
	Saccharin, sodium
	128-44-9
	c1ccc2c(c1)C(=O)[NH]S2(=O)=O
	NEG.
	-14.582

	122
	[image: ]
	Triamterene
	396-01-0
	c1ccc(cc1)c2c(nc3c(n2)c(nc(n3)N)N)N
	NEG.
	8.833

	123
	[image: ]
	Vinyl acetate
	108-05-4
	CC(=O)OC=C
	NEG.
	-14.582

	124
	[image: ]
	Diethanolamine
	111-42-2
	C(CO)NCCO
	NEG.
	-13.447

	125
	[image: ]
	Di(2-ethylhexyl)adipate
	103-23-1
	CCCCC(CC)COC(=O)CCCCC(=O)OCC(CC)CCCC
	NEG.
	-7.964

	126
	[image: ]
	o-Ethoxybenzamide
	938-73-8
	CCOc1ccccc1C(=O)N
	NEG.
	0.836

	127
	[image: ]
	Hexamethylmelamine
	531-18-0
	C(N(CO)c1nc(nc(n1)N(CO)CO)N(CO)CO)O
	NEG.
	-3.033

	128
	[image: ]
	alpha-Methylbenzyl alcohol
	98-85-1
	CC(c1ccccc1)O
	NEG.
	-2.961


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	129
	[image: ]
	N-Nitrosodiphenylamine
	86-30-6
	c1ccc(cc1)N(c2ccccc2)N=O
	NEG.
	2.522

	130
	[image: ]
	Reserpine
	50-55-5
	COc1ccc2c(c1)[nH]c3c2CCN4[C@@H]3C[C@H]5[C@@H](C4)C[C@H]([C@@H]([C@H]5C(=O)OC)OC)OC(=O)c6cc(c(c(c6)OC)OC)OC
	NEG.
	-14.582

	131
	[image: ]
	2,4,6-Trichloroaniline
	634-93-5
	c1c(cc(c(c1Cl)N)Cl)Cl
	NEG.
	-13.447

	132
	[image: ]
	Uracil
	66-22-8
	O=C1C=CNC(=O)N1
	NEG.
	-14.582

	133
	[image: ]
	Di(2-ethylhexyl)phthalate
	117-81-7
	CCCCC(CC)COC(=O)c1ccccc1C(=O)OCC(CC)CCCC
	NEG.
	-7.964

	134
	[image: ]
	Diethylstilbestrol dipropanate
	130-80-3
	CC/C(=C(/CC)\c1ccc(cc1)OC(=O)CC)/c2ccc(cc2)OC(=O)CC
	NEG.
	-20.065

	135
	[image: ]
	Hematoxylin
	517-28-2
	c1cc(c(c2c1[C@@H]3c4cc(c(cc4C[C@@]3(CO2)O)O)O)O)O
	NEG.
	6.161

	136
	[image: ]
	Luteoskyrin
	21884-44-6
	Cc1cc(c2c(c1O)C(=O)C34C5C6C(C3C(=C7C6(C(C5O)C(=C4C2=O)O)C(=O)c8c(c(cc(c8O)C)O)C7=O)O)O)O
	NEG.
	7.453


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	137
	[image: ]
	Nitrobenzene
	98-95-3
	c1ccc(cc1)[NPOS.](=O)[O-]
	NEG.
	2.522

	138
	[image: ]
	Pyrimethamine
	58-14-0
	CCc1c(c(nc(n1)N)N)c2ccc(cc2)Cl
	NEG.
	9.051

	139
	[image: ]
	1,1,2-Trichloroethane
	79-00-5
	C(C(Cl)Cl)Cl
	NEG.
	15.435

	140
	[image: ]
	Trimethylthiourea
	2489-77-2
	CNC(=S)N(C)C
	NEG.
	-7.964

	141
	[image: ]
	N,N-Dimethylaniline
	121-69-7
	CN(C)c1ccccc1
	NEG.
	-2.961

	142
	[image: ]
	Estragole
	140-67-0
	COc1ccc(cc1)CC=C
	NEG.
	-4.095

	143
	[image: ]
	Ethionine
	13073-35-3
	CCSCC[C@@H](C(=O)O)N
	NEG.
	-10.871

	144
	[image: ]
	Heptachlor
	76-44-8
	C1=CC(C2C1C3(C(=C(C2(C3(Cl)Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-13.447

	145
	[image: ]
	4-Methylcatechol
	452-86-8
	Cc1ccc(c(c1)O)O
	NEG.
	-4.095

	146
	[image: ]
	Phenolphthalein
	77-09-8
	c1ccc2c(c1)C(=O)OC2(c3ccc(cc3)O)c4ccc(cc4)O
	NEG.
	-7.964


(Continued)

Table 1SC. (Continued).
	No.
	Structure
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	Smiles
	Ames
	WoE Pos. or Neg.

	147
	[image: ]
	Thioacetamide
	62-55-5
	CC(=S)N
	NEG.
	-5.483

	148
	[image: ]
	2,4,6-Trichlorophenol
	88-06-2
	c1c(cc(c(c1Cl)O)Cl)Cl
	NEG.
	-14.582

	149
	[image: ]
	Hexachlorobenzene
	118-74-1
	c1(c(c(c(c(c1Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-20.065

	150
	[image: ]
	beta-1,2,3,4,5,6-Hexachlorocyclohexane
	319-85-7
	[C@@H]1([C@@H]([C@H]([C@@H]([C@H]([C@@H]1Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-9.736

	151
	[image: ]
	Mirex
	2385-85-5
	C12(C3(C4(C5(C3(C(C1(C5(C2(C4(Cl)Cl)Cl)Cl)Cl)(Cl)Cl)Cl)Cl)Cl)Cl)Cl
	NEG.
	-4.253

	152
	[image: ]
	Monocrotaline
	315-22-0
	C[C@H]1C(=O)O[C@@H]2CCN3[C@@H]2C(=CC3)COC(=O)[C@]([C@]1(C)O)(C)O
	NEG.
	0.678

	153
	[image: ]
	Sesamol
	533-31-3
	c1cc2c(cc1O)OCO2
	NEG.
	2.522

	154
	[image: ]
	Hexachloroethane
	67-72-1
	C(C(Cl)(Cl)Cl)(Cl)(Cl)Cl
	NEG.
	-2.961

	155
	[image: ]
	Hexanamide
	628-02-4
	CCCCCC(=O)N
	NEG.
	-13.447


(Continued)
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	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	156
	[image: ]
	Hydroquinone
	123-31-9
	c1cc(ccc1O)O
	NEG.
	-14.582

	157
	[image: ]
	1-Nitroso-3,5-dimethyl-4-benzoylpiperazine
	61034-40-0
	CC1CN(CC(N1C(=O)c2ccccc2)C)N=O
	NEG.
	12.936

	158
	[image: ]
	Oxazepam
	604-75-1
	c1ccc(cc1)C2=NC(C(=O)Nc3c2cc(cc3)Cl)O
	NEG.
	-20.065

	159
	[image: ]
	Pentachloronitrobenzene
	82-68-8
	c1(c(c(c(c(c1Cl)Cl)Cl)Cl)Cl)[NPOS.](=O)[O-]
	NEG.
	12.936

	160
	[image: ]
	Trichloroethylene (with and without epichlorohydrin)
	79-01-6
	C(=C(Cl)Cl)Cl
	NEG.
	15.435

	161
	[image: ]
	o-Toluenesulfonamide
	88-19-7
	Cc1ccccc1S(=O)(=O)N
	NEG.
	-9.578

	162
	[image: ]
	1'-Hydroxysafrole
	5208-87-7
	C=CC(c1ccc2c(c1)OCO2)O
	NEG.
	-14.582

	163
	[image: ]
	Isophorone
	78-59-1
	C/C1=C/C(=O)CC(C)(C)C1
	NEG.
	-7.964

	164
	[image: ]
	Isoprene
	78-79-5
	CC(=C)C=C
	NEG.
	-13.447


(Continued)
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	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	165
	[image: ]
	Melamine
	108-78-1
	c1(nc(nc(n1)N)N)N
	NEG.
	-1.653

	166
	[image: ]
	Methyleugenol
	93-15-2
	COc1ccc(cc1OC)CC=C
	NEG.
	-4.095

	167
	[image: ]
	Nafenopin
	3771-19-5
	CC(C)(C(=O)O)Oc1ccc(cc1)C2CCCc3c2cccc3
	NEG.
	-13.447

	168
	[image: ]
	Naphthalene
	91-20-3
	c1ccc2ccccc2c1
	NEG.
	3.641

	169
	[image: ]
	Toluene
	108-88-3
	Cc1ccccc1
	NEG.
	2.522

	170
	[image: ]
	12-O-Tetradecanoylphorbol 13-acetate
	16561-29-8
	CCCCCCCCCCCCCC(=O)O[C@@H]1[C@H]([C@]2([C@@H](C=C(C[C@]3([C@H]2C=C(C3=O)C)O)CO)[C@H]4[C@@]1(C4(C)C)OC(=O)C)O)C
	NEG.
	-14.582

	171
	[image: ]
	Nitromethane
	75-52-5
	C[NPOS.](=O)[O-]
	NEG.
	2.522

	172
	[image: ]
	Piperonyl butoxide
	51-03-6
	CCCCOCCOCCOCc1cc2c(cc1CCC)OCO2
	NEG.
	-14.582

	173
	[image: ]
	Polybrominated biphenyl mixture
	67774-32-7
	c1c(c(cc(c1Br)Br)Br)c2cc(c(cc2Br)Br)Br
	NEG.
	-20.065


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	174
	[image: ]
	Prednisolone
	50-24-8
	C[C@]12C[C@@H]([C@H]3[C@H]([C@@H]1CC[C@@]2(C(=O)CO)O)CCC4=CC(=O)C=C[C@]34C)O
	NEG.
	-7.964

	175
	[image: ]
	1,1,1,2-Tetrachloroethane
	630-20-6
	C(C(Cl)(Cl)Cl)Cl
	NEG.
	9.124

	176
	[image: ]
	1,1,2,2-Tetrachloroethane
	79-34-5
	C(C(Cl)Cl)(Cl)Cl
	NEG.
	-7.964

	177
	[image: ]
	N-Acetoxy-2-acetylaminofluorene
	6098-44-8
	CC(=O)N(c1ccc-2c(c1)Cc3c2cccc3)OC(=O)C
	POS.
	2.522

	178
	[image: ]
	1'-Acetoxysafrole
	34627-78-6
	CC(=O)OC(C=C)c1ccc2c(c1)OCO2
	POS.
	-7.964

	179
	[image: ]
	2-Acetylaminofluorene
	53-96-3
	CC(=O)Nc1ccc-2c(c1)Cc3c2cccc3
	POS.
	12.936

	180
	[image: ]
	1-Acetyl-2-phenylhydrazine
	114-83-0
	CC(=O)NNc1ccccc1
	POS.
	2.522

	181
	[image: ]
	Acrylonitrile
	107-13-1
	C=CC#N
	POS.
	-7.964

	182
	[image: ]
	Allyl glycidyl ether
	106-92-3
	C=CCOCC1CO1
	POS.
	8.833

	183
	[image: ]
	2-Aminoanthracene
	613-13-8
	c1ccc2cc3cc(ccc3cc2c1)N
	POS.
	19.247


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	184
	[image: ]
	2-Aminoanthraquinone
	117-79-3
	c1ccc2c(c1)C(=O)c3ccc(cc3C2=O)N
	POS.
	19.247

	185
	[image: ]
	4-Aminoazobenzene
	60-09-3
	c1ccc(cc1)/N=N/c2ccc(cc2)N
	POS.
	12.472

	186
	[image: ]
	4-Aminobiphenyl
	92-67-1
	c1ccc(cc1)c2ccc(cc2)N
	POS.
	19.538

	187
	[image: ]
	1-Amino-2,4-dibromoanthraquinone
	81-49-2
	c1ccc2c(c1)C(=O)c3c(cc(c(c3C2=O)N)Br)Br
	POS.
	8.833

	188
	[image: ]
	2-Amino-3,4-dimethylimidazo[4,5-f]quinoline (MeIQ)
	77094-11-2
	Cc1cc2c(cccn2)c3c1n(c(n3)N)C
	POS.
	19.247

	189
	[image: ]
	2-Amino-3,8-dimethylimidazo[4,5-f]quinoxaline (MeIQx)
	77500-04-0
	Cc1cnc2ccc3c(c2n1)nc(n3C)N
	POS.
	19.538

	190
	[image: ]
	2-Aminodipyrido[1,2-a:3',2'-d]imidazole (Glu-P-2)
	67730-10-3
	c1ccn2c(c1)nc3c2nc(cc3)N
	POS.
	19.538

	191
	[image: ]
	3-Amino-4-ethoxyacetanilide
	17026-81-2
	CCOc1ccc(cc1N)NC(=O)C
	POS.
	12.936


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	192
	[image: ]
	3-Amino-9-ethylcarbazole 
	132-32-1
	CCn1c2ccccc2c3c1ccc(c3)[N]
	POS.
	12.936

	193
	[image: ]
	2-Aminofluorene
	153-78-6
	c1ccc-2c(c1)Cc3c2ccc(c3)N
	POS.
	25.849

	194
	[image: ]

	2-Amino-6-methyldipyridol[1,2-a:3',2'-d]imidazole (Glu-P-1)
	67730-11-4
	Cc1cccn2c1nc3c2nc(cc3)N
	POS.
	19.247

	195
	[image: ]
	2-Amino-3-methylimidazo[4,5-f]quinoline (IQ)
	76180-96-6
	Cn1c2ccc3c(c2nc1N)cccn3
	POS.
	19.247

	196
	[image: ]
	3-Amino-1-methyl-5H-pyrido[4,3-b]indole acetate 
(Trp-P-2 acetate)
	72254-58-1
	Cc1c2c3ccccc3[nH]c2cc(n1)N
	POS.
	19.247

	197
	[image: ]
	2-Amino-4-(5-nitro-2-furyl)thiazole
	38514-71-5
	c1cc(oc1c2csc(n2)N)[NPOS.](=O)[O-]
	POS.
	19.538

	198
	[image: ]
	2-Amino-4-nitrophenol
	99-57-0
	c1cc(c(cc1[NPOS.](=O)[O-])N)O
	POS.
	19.538
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	Ames
	WoE Pos. or Neg.

	199
	[image: ]
	2-Amino-5-nitrophenol
	121-88-0
	c1cc(c(cc1[NPOS.](=O)[O-])O)N
	POS.
	25.849

	200
	[image: ]
	4-Amino-2-nitrophenol
	119-34-6
	c1cc(c(cc1N)[NPOS.](=O)[O-])O
	POS.
	2.522

	201
	[image: ]
	2-Amino-5-nitrothiazole
	121-66-4
	c1c(sc(n1)N)[NPOS.](=O)[O-]
	POS.
	19.247

	202
	[image: ]
	2-Amino-9H-pyrido(2,3-b)indole (A-alpha-C)
	26148-68-5
	c1ccc2c(c1)c3ccc(nc3[nH]2)N
	POS.
	12.936

	203
	[image: ]
	o-Anisidine
	90-04-0
	COc1ccccc1N
	POS.
	8.833

	204
	[image: ]
	Aristolochic acid
	313-67-7
	COc1cccc2c1cc(c3c2c4c(cc3C(=O)O)OCO4)[NPOS.](=O)[O-]
	POS.
	25.849

	205
	[image: ]
	Azaserine
	115-02-6
	C([C@@H](C(=O)O)N)OC(=O)C=[NPOS.]=[N-]
	POS.
	19.074

	206
	[image: ]
	Azathioprine
	446-86-6
	Cn1cnc(c1Sc2c3c(nc[nH]3)ncn2)[NPOS.](=O)[O-]
	POS.
	12.936
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	207
	[image: ]
	Azobenzene
	103-33-3
	c1ccc(cc1)/N=N/c2ccccc2
	POS.
	6.161

	208
	[image: ]
	Azoxymethane
	25843-45-2
	C/N=[NPOS.](/C)\[O-]
	POS.
	2.058

	209
	[image: ]
	Benzidine
	92-87-5
	c1cc(ccc1c2ccc(cc2)N)N
	POS.
	19.247

	210
	[image: ]
	Benzyl chloride
	100-44-7
	c1ccc(cc1)CCl
	POS.
	2.522

	211
	[image: ]
	2,2-Bis(bromomethyl)-1,3-propanediol, technical grade
	3296-90-0
	C(C(CO)(CBr)CBr)O
	POS.
	2.522

	212
	[image: ]
	Bis(2-chloro-1-methylethyl)ether, technical grade
	108-60-1
	CC(CCl)OC(C)CCl
	POS.
	19.538

	213
	[image: ]
	Bis-2-chloroethylether
	111-44-4
	C(CCl)OCCCl
	POS.
	12.936

	214
	[image: ]
	Bis(dimethylamino)benzophenone (Michler's ketone)
	90-94-8
	CN(C)c1ccc(cc1)C(=O)c2ccc(cc2)N(C)C
	POS.
	2.522

	215
	[image: ]
	2-Bromoethanol
	540-51-2
	C(CBr)O
	POS.
	19.247

	216
	[image: ]
	7-Bromomethyl-12-methylbenz[a]anthracene
	16238-56-5
	Cc1c2ccccc2c(c3c1c4ccccc4cc3)CBr
	POS.
	19.247


(Continued)
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	217
	[image: ]
	1,3-Butadiene
	106-99-0
	C=CC=C
	POS.
	-7.964

	218
	[image: ]
	N-Butyl-N-(4-hydroxybutyl)nitrosamine
	3817-11-6
	CCCCN(CCCCO)N=O
	POS.
	8.761

	219
	[image: ]
	N-n-Butyl-N-nitrosourea
	869-01-2
	CCCCN(C(=O)N)N=O
	POS.
	2.450

	220
	[image: ]
	beta-Butyrolactone
	3068-88-0
	CC1CC(=O)O1
	POS.
	-7.964

	221
	[image: ]
	Captafol
	2425-06-1
	C1C=CCC2C1C(=O)N(C2=O)SC(C(Cl)Cl)(Cl)Cl
	POS.
	-13.447

	222
	[image: ]
	Captan
	133-06-2
	C1C=CCC2C1C(=O)N(C2=O)SC(Cl)(Cl)Cl
	POS.
	-3.033

	223
	[image: ]
	Carbaryl
	63-25-2
	CNC(=O)Oc1cccc2c1cccc2
	POS.
	12.936

	224
	[image: ]
	Chloral hydrate
	302-17-0
	C(C(Cl)(Cl)Cl)(O)O
	POS.
	6.319

	225
	[image: ]
	Chloramben
	133-90-4
	c1c(cc(c(c1C(=O)O)Cl)N)Cl
	POS.
	-20.065


(Continued)
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	226
	[image: ]
	Chlorambucil
	305-03-3
	c1cc(ccc1CCCC(=O)O)N(CCCl)CCCl
	POS.
	12.936

	227
	[image: ]
	Chlornaphazine
	494-03-1
	c1ccc2cc(ccc2c1)N(CCCl)CCCl
	POS.
	12.936

	228
	[image: ]
	Chloroacetaldehyde
	107-20-0
	C(C=O)Cl
	POS.
	9.051

	229
	[image: ]
	p-Chloroaniline
	106-47-8
	c1cc(ccc1N)Cl
	POS.
	2.522

	230
	[image: ]
	Chlorodibromomethane
	124-48-1                
	C(Cl)(Br)Br
	POS.
	12.472

	231
	[image: ]
	Chloroethane
	75-00-3
	CCCl
	POS.
	8.833

	232
	[image: ]
	3-Chloromethyl)pyridine 
	3099-31-8
	c1cc(cnc1)CCl.Clc1cc(cnc1)CCl
	POS.
	-4.095

	233
	[image: ]
	1-Chloro-4-nitrobenzene
	100-00-5
	c1cc(ccc1[NPOS.](=O)[O-])Cl
	POS.
	25.849

	234
	[image: ]
	4-Chloro-m-phenylenediamine
	5131-60-2
	c1cc(c(cc1N)N)Cl
	POS.
	12.936
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	235
	[image: ]
	4-Chloro-o-phenylenediamine
	95-83-0
	c1cc(c(cc1Cl)N)N
	POS.
	19.247

	236
	[image: ]
	Chlorozotocin
	54749-90-5
	C(CCl)N(C(=O)N[C@@H](C=O)[C@H]([C@@H]([C@@H](CO)O)O)O)N=O
	POS.
	19.538

	237
	[image: ]
	C,I, Disperse blue 1
	2475-45-8
	c1cc(c2c(c1N)C(=O)c3c(ccc(c3C2=O)N)N)N
	POS.
	12.538

	238
	[image: ]
	C,I, Disperse yellow 3
	2832-40-8
	Cc1ccc(c(c1)N=Nc2ccc(cc2)NC(=O)C)O
	POS.
	-2.961

	239
	[image: ]
	C,I, Pigment red 3
	2425-85-6
	Cc1ccc(c(c1)[NPOS.](=O)[O-])/N=N/c2c3ccccc3ccc2O
	POS.
	12.472

	240
	[image: ]
	C,I, Solvent yellow 3 (o-aminoazotoluene)
	97-56-3
	Cc1ccccc1/N=N/c2ccc(c(c2)C)N
	POS.
	6.161

	241
	[image: ]
	m-Cresidine
	102-50-1
	Cc1cc(ccc1N)OC
	POS.
	12.936
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	WoE Pos. or Neg.

	242
	[image: ]
	p-Cresidine
	120-71-8
	Cc1ccc(c(c1)N)OC
	POS.
	19.538

	243
	[image: ]
	Crotonaldehyde
	123-73-9
	C/C=C\C=O
	POS.
	8.660

	244
	[image: ]
	Cytembena
	21739-91-3
	COc1ccc(cc1)C(=O)/C(=C\C(=O)[O-])/Br.[NaPOS.]
	POS.
	13.086

	245
	[image: ]
	2,4-Diaminophenol
	95-86-3
	c1cc(c(cc1N)N)O
	POS.
	19.538

	246
	[image: ]
	2,4-Diaminotoluene
	202-453-1
	Cc1ccc(cc1N)N
	POS.
	19.247

	247
	[image: ]
	Dibromodulcitol
	10318-26-0
	C([C@H]([C@@H]([C@@H]([C@H](CBr)O)O)O)O)Br
	POS.
	12.472

	248
	[image: ]
	1,2-dibromoethane
	106-93-4
	C(CBr)Br
	POS.
	12.936

	249
	[image: ]
	1,3-Dibutyl-1-nitrosourea
	56654-52-5
	CCCCNC(=O)N(CCCC)N=O
	POS.
	15.362

	250
	[image: ]
	Dichloroacetic acid
	79-43-6
	C(C(=O)O)(Cl)Cl
	POS.
	-1.653

	251
	[image: ]
	1,2-Dichloroethane
	107-06-2
	C(CCl)Cl
	POS.
	0.615


(Continued)
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	252
	[image: ]
	Dichloromethane
	75-09-2
	C(Cl)Cl
	POS.
	-4.253

	253
	[image: ]
	2,6-Dichloro-p-phenylenediamine
	609-20-1
	c1c(cc(c(c1Cl)N)Cl)N
	POS.
	15.435

	254
	[image: ]
	1,2-Dichloropropane
	78-87-5
	CC(CCl)Cl
	POS.
	2.522

	255
	[image: ]
	1,3-Dichloropropene (AKA Telone II)
	542-75-6
	C(C=CCl)Cl
	POS.
	12.936

	256
	[image: ]
	Diglycidyl resorcinol ether, technical grade
	101-90-6
	c1cc(cc(c1)OCC2CO2)OCC3CO3
	POS.
	19.247

	257
	[image: ]
	1,2-Dihydro-2-(5-nitro-2-thienyl)quinazolin-4(3H)-one
	33389-33-2
	c1ccc2c(c1)C(=O)NC(N2)c3ccc(s3)[NPOS.](=O)[O-]
	POS.
	19.247

	258
	[image: ]
	3,3'-Dimethoxybenzidine-4,4'-diisocyante
	91-93-0
	COc1cc(ccc1N=C=O)c2ccc(c(c2)OC)N=C=O
	POS.
	19.688

	259
	[image: ]
	N,N-Dimethyl-4-aminoazobenzene
	60-11-7
	CN(C)c1ccc(cc1)/N=N/c2ccccc2
	POS.
	-4.253

	260
	[image: ]
	trans-2-[(Dimethylamino)methylimino]-5-
[2-(5-nitro-2-furyl)vinyl]-1,3,4-oxadiazole
	55738-54-0
	CN(C)/C=N/C1=NN=C(O1)/C=C/C2=CC=C(O2)[NPOS.](=O)[O-]
	POS.
	12.936

	261
	[image: ]
	Dimethylcarbamoyl chloride
	79-44-7
	CN(C)C(=O)Cl
	POS.
	2.450


(Continued)
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	262
	[image: ]
	1,1-Dimethylhydrazine
	57-14-7
	CN(C)N
	POS.
	2.522

	263
	[image: ]
	2-(2,2-Dimethylhydrazino)-4-(5-nitro-2-furyl)thiazole
	26049-69-4
	CN(C)Nc1nc(cs1)c2ccc(o2)[NPOS.](=O)[O-]
	POS.
	19.538

	264
	[image: ]
	Dimethylnitramine
	4164-28-7
	CN(C)[NPOS.](=O)[O-]
	POS.
	12.936

	265
	[image: ]
	1,2-Dimethyl-5-nitroimidazole
	551-92-8
	Cc1ncc(n1C)[N+](=O)[O-]
	POS.
	12.936

	266
	[image: ]
	Dimethylvinyl chloride
	513-37-1
	CC(=CCl)C
	POS.
	12.936

	267
	[image: ]
	Dinitrosohomopiperazine
	55557-00-1
	C1CN(CCN(C1)N=O)N=O
	POS.
	19.538

	268
	[image: ]
	Dinitrosopiperazine
	140-79-4
	C1CN(CCN1N=O)N=O
	POS.
	25.849

	269
	[image: ]
	2,4-Dinitrotoluene
	121-14-2
	Cc1ccc(cc1[N+](=O)[O-])[N+](=O)[O-]
	POS.
	19.247
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	270
	[image: ]
	Epichlorhydrin
	106-89-8
	C1C(O1)CCl
	POS.
	12.936

	271
	[image: ]
	1,2-Epoxybutane
	106-88-7
	CCC1CO1
	POS.
	2.522

	272
	[image: ]
	Ethylene imine (AKA Aziridine)
	151-56-4
	C1CN1
	POS.
	-1.653

	273
	[image: ]
	Ethyl methanesulphonate
	62-50-0
	CCOS(=O)(=O)C
	POS.
	25.849

	274
	[image: ]
	Ethylnitrosocyanamide
	38434-77-4
	CCN(C#N)N=O
	POS.
	25.849

	275
	[image: ]
	Furylfuramide (AF-2)
	3688-53-7
	c1cc(oc1)/C(=C/c2ccc(o2)[N+](=O)[O-])/C(=O)N
	POS.
	19.074

	276
	[image: ]
	trans-1,4-Dichlorobutene-2
	110-57-6
	C(/C=C/CCl)Cl
	POS.
	6.161

	277
	[image: ]
	Glycidaldehyde
	765-34-4
	C1C(O1)C=O
	POS.
	12.936

	278
	[image: ]
	Glycidol
	556-52-5
	C1C(O1)CO
	POS.
	19.538

	279
	[image: ]
	N-Hexylnitrosourea
	18774-85-1
	CCCCCCN(C(=O)N)N=O
	POS.
	9.051
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Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	280
	[image: ]
	Hydrazobenzene
	122-66-7
	c1ccc(cc1)NNc2ccccc2
	POS.
	12.936

	281
	[image: ]
	N-Hydroxy-2-acetylaminofluorene
	53-95-2
	CC(=O)N(c1ccc-2c(c1)Cc3c2cccc3)O
	POS.
	19.247

	282
	[image: ]
	4-Hydroxyaminoquinoline-N-oxide
	4637-56-3
	c1ccc2c(c1)c(cc[n+]2[O-])NO
	POS.
	2.522

	283
	[image: ]
	1-(2-Hydroxyethyl)-3-[(5-nitrofurfurylidene)
amino]-2-imidazolidinone
	5036-03-3
	c1cc(oc1/C=N/N2CCN(C2=O)CCO)[N+](=O)[O-]
	POS.
	25.849

	284
	[image: ]
	2-Hydroxyethylhydrazine
	109-84-2
	C(CO)NN
	POS.
	-1.363

	285
	[image: ]
	Iodinated glycerol
	5634-39-9
	CC(C1OCC(O1)CO)I
	POS.
	2.522

	286
	[image: ]
	Isobutyl nitrite
	542-56-3
	CC(C)CON=O
	POS.
	19.538

	287
	[image: ]
	Lasiocarpine
	303-34-4
	C/C=C(/C)\C(=O)O[C@H]1CCN2[C@@H]1C(=CC2)COC(=O)[C@]([C@H](C)OC)(C(C)(C)O)O
	POS.
	-14.582

	288
	[image: ]
	Melphalan
	148-82-3
	c1cc(ccc1C[C@@H](C(=O)O)N)N(CCCl)CCCl
	POS.
	6.161


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	289
	[image: ]
	3-Methoxy-4-aminoazobenzene
	3544-23-8
	COc1cc(ccc1N)/N=N/c2ccccc2
	POS.
	6.161

	290
	[image: ]
	Methylazoxymethanol acetate
	592-62-1
	CC(=O)OC/N=[N+](\C)/[O-]
	POS.
	8.833

	291
	[image: ]
	3-Methylcholanthrene
	56-49-5
	Cc1ccc2cc3c4ccccc4ccc3c5c2c1CC5
	POS.
	19.247

	292
	[image: ]
	3'-Methyl-4-dimethylaminoazobenzene
	55-80-1
	Cc1cccc(c1)/N=N/c2ccc(cc2)N(C)C
	POS.
	12.472

	293
	[image: ]
	4,4'-Methylenebis(2-chloroaniline)
	101-14-4
	c1cc(c(cc1Cc2ccc(c(c2)Cl)N)Cl)N
	POS.
	12.936

	294
	[image: ]
	4,4'-Methylenebis(N,N-dimethylaniline)
	101-61-1
	CN(C)c1ccc(cc1)Cc2ccc(cc2)N(C)C
	POS.
	2.522

	295
	[image: ]
	4,4'-Methylene-bis(2-methylaniline)
	838-88-0
	Cc1cc(ccc1N)Cc2ccc(c(c2)C)N
	POS.
	8.833

	296
	[image: ]
	Methyl iodide
	74-88-4
	CI
	POS.
	-9.736

	297
	[image: ]
	Methyl methanesulphonate
	66-27-3
	COS(=O)(=O)C
	POS.
	19.247


(Continued)
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	298
	[image: ]
	2-Methyl-1-nitroanthraquinone
	129-15-7
	Cc1ccc2c(c1[N+](=O)[O-])C(=O)c3ccccc3C2=O
	POS.
	12.936

	299
	[image: ]
	4-Methyl-1-[(5-nitrofurfurylidene)amino]-2-imidazoline
	21638-36-8
	CC1CN(C(=O)N1)/N=C/C2=CC=C(O2)[N+](=O)[O-]
	POS.
	25.849

	300
	[image: ]
	N-Methyl-N-nitrosobenzamide
	63412-06-6
	CN(C(=O)c1ccccc1)N=O
	POS.
	13.377

	301
	[image: ]
	Methylnitrosocyanamide
	33868-17-6
	CN(C#N)N=O
	POS.
	15.435

	302
	[image: ]
	Metronidazole
	443-48-1
	Cc1nc(cn1CCO)[N+](=O)[O-]
	POS.
	8.833

	303
	[image: ]
	Mitomycin C
	50-07-7
	CC1=C(C(=O)C2=C(C1=O)N3C[C@H]4[C@@H]([C@@]3([C@@H]2COC(=O)N)OC)N4)N
	POS.
	19.247

	304
	

	4-Morpholino-2-(5-nitro-2-thienyl)quinazoline
	58139-48-3
	c1ccc2c(c1)c(nc(n2)c3ccc(s3)[N+](=O)[O-])N4CCOCC4
	POS.
	19.538

	305
	[image: ]
	1,5-Naphthalenediamine
	2243-62-1
	c1cc2c(cccc2N)c(c1)N
	POS.
	19.247
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	306
	[image: ]
	2-Naphthylamine
	91-59-8
	c1ccc2cc(ccc2c1)N
	POS.
	15.435

	307
	[image: ]
	Nithiazide
	139-94-6
	CCNC(=O)Nc1ncc(s1)[N+](=O)[O-]

	POS.
	25.849

	308
	[image: ]
	5-Nitroacenaphthene
	602-87-9
	c1cc2c3c(ccc(c3c1)[N+](=O)[O-])CC2
	POS.
	12.936

	309
	[image: ]
	3-Nitro-p-acetophenetide
	1777-84-0
	CCOc1ccc(cc1[N+](=O)[O-])NC(=O)C
	POS.
	25.849

	310
	[image: ]
	5-Nitro-o-anisidine
	99-59-2
	COc1ccc(cc1N)[N+](=O)[O-]
	POS.
	25.849

	311
	[image: ]
	o-Nitroanisole
	91-23-6
	COc1ccccc1[N+](=O)[O-]
	POS.
	8.833

	312
	[image: ]
	6-Nitrobenzimidazole
	94-52-0
	c1cc2c(cc1[N+](=O)[O-])[nH]cn2
	POS.
	12.472

	313
	[image: ]
	p-Nitrobenzoic acid
	62-23-7
	c1cc(ccc1C(=O)O)[N+](=O)[O-]
	POS.
	2.522

	314
	[image: ]
	4-Nitrobiphenyl
	92-93-3
	c1ccc(cc1)c2ccc(cc2)[N+](=O)[O-]
	POS.
	2.522


(Continued)
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	315
	[image: ]
	Nitrofen
	1836-75-5
	c1cc(ccc1[N+](=O)[O-])Oc2ccc(cc2Cl)Cl
	POS.
	12.936

	316
	[image: ]
	5-Nitro-2-furaldehyde semicarbazone (AKA Nitrofurazone)
	59-87-0
	c1cc(oc1/C=N/NC(=O)N)[N+](=O)[O-]
	POS.
	12.472

	317
	[image: ]
	1-[(5-Nitrofurfurylidene)amino]hydantoin 
(AKA Nitrofurantoin)
	67-20-9
	c1cc(oc1/C=N/N2CC(=O)NC2=O)[N+](=O)[O-]
	POS.
	12.763

	318
	[image: ]
	N-{[3-(5-Nitro-2-furyl)-1,2,4-oxadiazole-
5-yl]-methyl}acetamide
	36133-88-7
	CC(=O)NCc1nc(no1)c2ccc(o2)[N+](=O)[O-]
	POS.
	19.247

	319
	[image: ]
	N-[5-(5-Nitro-2-furyl)-1,3,4-thiadazol-2-yl]acetamide
	2578-75-8
	CC(=O)Nc1nnc(s1)c2ccc(o2)[N+](=O)[O-]

	POS.
	19.538


(Continued)
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	320
	[image: ]
	4-(5-Nitro-2-furyl)thiazole
	53757-28-1
	c1cc(oc1c2cscn2)[N+](=O)[O-]
	POS.
	25.849

	321
	[image: ]
	N-[4-(5-Nitro-2-furyl)-2-thiazolyl]acetamide
	531-82-8
	CC(=O)Nc1nc(cs1)c2ccc(o2)[N+](=O)[O-]
	POS.
	19.538

	322
	[image: ]
	N-[4-(5-Nitro-2-furyl)-2-thiazolyl]formamide
	24554-26-5
	c1cc(oc1c2csc(n2)NC=O)[N+](=O)[O-]
	POS.
	12.936

	323
	[image: ]
	N,N'-[6-(5-Nitro-2-furyl)-s-triazine-2,4-diyl]
bisacetamide
	51325-35-0
	CC(=O)Nc1nc(nc(n1)NC(=O)C)c2ccc(o2)[N+](=O)[O-]
	POS.
	6.319

	324
	[image: ]
	Nitrogen mustard
	51-75-2
	CN(CCCl)CCCl
	POS.
	12.936

	325
	[image: ]
	2-Nitro-p-phenylenediamine
	5307-14-2
	c1cc(c(cc1N)[N](=O)[O-])N
	POS.
	19.538

	326
	[image: ]
	8-Nitroquinoline
	607-35-2
	c1cc2cccnc2c(c1)[N+](=O)[O-]
	POS.
	19.538
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	327
	[image: ]
	4-Nitroquinoline-N-oxide
	56-57-5
	c1ccc2c(c1)c(cc[n+]2[O-])[N+](=O)[O-]
	POS.
	2.522

	328
	[image: ]
	Nitroso-Baygon
	38777-13-8
	CC(C)Oc1ccccc1OC(=O)N(C)N=O
	POS.
	19.247

	329
	[image: ]
	N-Nitrosodiethanolamine
	1116-54-7
	C(CO)N(CCO)N=O
	POS.
	12.936

	330
	[image: ]
	N-Nitrosodiethylamine (diethylnitrosamine)
	55-18-5
	CCN(CC)N=O
	POS.
	12.936

	331
	[image: ]
	1-Nitroso-5,6-dihydrouracil
	16813-36-8
	C1CN(C(=O)NC1=O)N=O
	POS.
	19.538

	332
	[image: ]
	N-Nitroso-2,3-dihydroxypropyl-2-hydroxypropyl-amine
	89911-79-5
	CC(CN(CC(CO)O)N=O)O
	POS.
	12.936

	333
	[image: ]
	p-Nitrosodiphenylamine
	156-10-5
	c1ccc(cc1)Nc2ccc(cc2)N=O
	POS.
	19.247

	334
	

	N-Nitrosodipropylamine
	621-64-7
	CCCN(CCC)N=O
	POS.
	19.538

	335
	[image: ]
	Nitrosoethylmethylamine
	10595-95-6
	CCN(C)N=O
	POS.
	2.522

	336
	[image: ]
	Nitrosoethylurethan
	614-95-9
	CCN(C(=O)OCC)N=O
	POS.
	19.538

	337
	

	1-Nitrosohydantoin
	42579-28-2
	C1C(=O)NC(=O)N1N=O
	POS.
	12.936
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	338
	[image: ]
	N-Nitrosomorpholine
	59-89-2
	C1COCCN1N=O
	POS.
	19.247

	339
	[image: ]
	N-Nitrosopiperazine
	5632-47-3
	C1CN(CCN1)N=O
	POS.
	19.538

	340
	

	N-Nitrosopiperidine
	100-75-4
	C1CCN(CC1)N=O
	POS.
	19.247

	341
	

	N-Nitrosopyrrolidine
	930-55-2
	C1CCN(C1)N=O
	POS.
	25.849

	342
	

	Nitroso-1,2,3,6-tetrahydropyridine
	55556-92-8
	C1CN(CC=C1)N=O
	POS.
	25.849

	343
	

	N-Nitrosothiomorpholine
	26541-51-5
	C1CSCCN1N=O
	POS.
	19.538

	344
	

	5-Nitro-o-toluidine
	99-55-8
	Cc1ccc(cc1N)[N+](=O)[O-]
	POS.
	15.435

	345
	

	4,4'-Oxydianiline
	101-80-4
	c1cc(ccc1N)Oc2ccc(cc2)N
	POS.
	12.936

	346
	[image: ]
	Phenacetin
	62-44-2
	CCOc1ccc(cc1)NC(=O)C
	POS.
	14.055


(Continued)
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	347
	[image: ]
	Phenobarbital
	50-06-6
	CCC1(C(=O)NC(=O)NC1=O)c2ccccc2
	POS.
	2.522

	348
	

	Phenoxybenzamine 
	59-96-1
	CC(COc1ccccc1)N(CCCl)Cc2ccccc2
	POS.
	-9.651

	349
	[image: ]
	1-Phenyl-3,3-dimethyltriazene
	7227-91-0
	CN(C)/N=N/c1ccccc1
	POS.
	19.538

	350
	[image: ]
	Phenylethylhydrazine 
	65-64-5
	CC(c1ccccc1)NN
	POS.
	19.538

	351
	[image: ]
	Phenylglycidyl ether
	122-60-1
	c1ccc(cc1)OCC2CO2
	POS.
	12.936

	352
	[image: ]
	Phenylhydrazine
	100-63-0
	c1ccc(cc1)NN
	POS.
	6.161

	353
	[image: ]
	o-Phenylphenol
	90-43-7
	c1ccc(cc1)c2ccccc2O
	POS.
	3.641

	354
	[image: ]
	Pivalolactone
	1955-45-9
	CC1(COC1=O)C
	POS.
	-13.447

	355
	

	Primaclone (primidone)
	125-33-7
	CCC1(C(=O)NCNC1=O)c2ccccc2
	POS.
	2.522

	356
	[image: ]
	Propane sultone
	1120-71-4
	C1COS(=O)(=O)C1
	POS.
	8.833
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	357
	

	beta-Propiolactone
	57-57-8
	C1COC1=O
	POS.
	-13.447

	358
	[image: ]
	1,2-Propylene oxide
	75-56-9
	CC1CO1
	POS.
	12.936

	359
	[image: ]
	N-Propyl-N-nitrosourea
	816-57-9
	CCCN(C(=O)N)N=O
	POS.
	12.936

	360
	

	Quercetin
	117-39-5
	c1cc(c(cc1c2c(c(=O)c3c(cc(cc3o2)O)O)O)O)O
	POS.
	12.936

	361
	[image: ]
	p-Quinone dioxime
	105-11-3
	C1=CC(=NO)C=CC1=NO
	POS.
	19.247

	362
	[image: ]
	Senkirkine
	2318-18-5
	C/C=C\1/C[C@H]([C@@](C(=O)OC/C/2=C/CN(CC[C@H](C2=O)OC1=O)C)(C)O)C
	POS.
	2.143

	363
	[image: ]
	Streptozotocin
	18883-66-4
	CN(C(=O)N[C@@H]1[C@H]([C@@H]([C@H](O[C@@H]1O)CO)O)O)N=O
	POS.
	2.522

	364
	[image: ]
	Sulfallate
	95-06-7
	CCN(CC)C(=S)SCC(=C)Cl
	POS.
	-3.033

	365
	[image: ]
	Tertanitromethane
	509-14-8
	C([N+](=O)[O-])([N+](=O)[O-])([N+](=O)[O-])[N+](=O)[O-]
	POS.
	2.522


(Continued)

Table 1SC. (Continued).
	No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	366
	[image: ]
	4,4'-Thiodianiline
	139-65-1

	c1cc(ccc1N)Sc2ccc(cc2)N
	POS.
	12.936

	367
	[image: ]
	2,4-Toluene diisocyanate
	584-84-9
	Cc1ccc(cc1N=C=O)N=C=O
	POS.
	6.755

	368
	

	o-Toluidine 
	95-53-4
	Cc1ccccc1N
	POS.
	2.522

	369
	

	R-(+)-Tolterodine
	75-25-2
	Cc1ccc(c(c1)[C@H](CCN(C(C)C)C(C)C)c2ccccc2)O
	POS.
	-2.961

	370
	[image: ]
	N-(Trichloromethylthio)phthalimide
	133-07-3
	c1ccc2c(c1)C(=O)N(C2=O)SC(Cl)(Cl)Cl
	POS.
	-3.033

	371
	[image: ]
	1,2,3-Trichloropropane
	96-18-4
	C(C(CCl)Cl)Cl
	POS.
	8.833

	372
	[image: ]
	2,2,2-Trifluoro-N-[4-(5-nitro-2-furyl)-2-thiazolyl
acetamide
	42011-48-3
	c1cc(oc1c2csc(n2)NC(=O)C(F)(F)F)[N+](=O)[O-]
	POS.
	12.630

	373
	[image: ]
	2,4,5-Trimethylaniline
	137-17-7
	Cc1cc(c(cc1C)N)C
	POS.
	19.247


(Continued)

Table 1SC. (Continued).
	[bookmark: _GoBack]No.
	Structure
	Chemical name
	CAS No.
	Smiles
	Ames
	WoE Pos. or Neg.

	374
	

	Trinitroglycerin
	55-63-0
	C(C(CO[N+](=O)[O-])O[N+](=O)[O-])O[N+](=O)[O-]
	POS.
	-1.363

	375
	[image: ]
	Urethane
	51-79-6
	CCOC(=O)N
	POS.
	-7.964

	376
	[image: ]
	Vinyl bromide
	593-60-2
	C=CBr
	POS.
	12.763

	377
	

	Vinyl carbamate
	15805-73-9
	C=COC(=O)N
	POS.
	3.641

	378
	[image: ]
	Vinyl chloride
	75-01-4
	C=CCl
	POS.
	25.849

	379
	

	2,4-Xylidine 
	95-68-1
	Cc1ccc(c(c1)C)N
	POS.
	12.763
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