CAS NAME SMILES
100210|TEREPHTHALIC_ACID OC(=0)c1cec(C(=0)O)ccd
51412|BENZYL_ALCOHOL,_alpha-(AMINOMET|c1(0)c(O)cc(C(O)CN)ccd

599791

SALICYLAZOSULFAPYRIDINE

S(=0)(=0)(Nc1ccc(N=Nc2cc(C(=0)0)c(O)c

95318|2-BENZOTHIAZOLESULFENAMIDE,_ N-§S1C(SNC(C)(C)C)=Nc2cicccc2
78831|ISOBUTYL-ALCOHOL- OCC(C)C
1467794|DIMETHYL_CYANAMIDE N(C)(C)C#N
126078 |GRISEOFULVIN Clc1c2¢(c(0OC)cc10C)C(=0)C1(02)C(C)CC(
20702776 |NEOHESPERIDIN_DIHYDROCHALCON|O1C(OC2C(0Oc3cc(O)c(C(=0)CCcicc(O)c(
58946|CHLOROTHIAZIDE Clc1¢c(S(=0)(=0)N)cc2c(c1)N=CNS2(=0)=(
64186|FORMIC_ACID 0C=0
74895|MONOMETHYLAMINE NC
131113|DIMETHYL_PHTHALATE 0O(C)C(=0)c1c(C(=0)OC)ccect
74851|ETHYLENE C=C
3524683|PENTAERYTHRITOL_TRIACRYLATE |O(CC(COC(=0)C=C)(COC(=0)C=C)CO)C
121540|BENZETHONIUM_CHLORIDE N(C)(C)(CCOCCOc1cec(C(C)(C)CC(C)(C)(]
84662|PHTHALIC_ACID__DIETHYL_ESTER |O(CC)C(=0)c1¢c(C(=0)OCC)cccct
84742|DIBUTYL_PHTHALATE O(CCCC)C(=0)c1c(C(=0)OCCCC)cceccl
103117|ETHYLHEXYL_ACRYLATE;2- O(CC(CCCC)CC)C(=0)C=C
18662538|NITRILOTRIACETIC_ACID_TRISODIUM|OC(=0)CN(CC(=0)0)CC(=0)O
52288|CODEINE_PHOSPHATE P(=0)(0)(0)OC1(H)C2(H)Oc3c4c(ccc30C
5466773|2-ETHYLHEXYL-4-METHOXY-CINNAMA[O(C)c1ccc(C=CC(=0)OCC(CCCC)CC)ccH
84617|PHTHALIC_ACID, DICYCLOHEXYL_ES]O(C1CCCCC1)C(=0)c1c(C(=0)0OC2CCCC
105873|GERANYL_ACETATE O(CC=C(C)CCC=C(C)C)C(=0)C
2682204 |4-ISOTHIAZOLIN-3-ONE, 2-METHYL- |S1N(C)C(=0)C=C1
643221|ERYTHROMYCIN_STEARATE N(C)(C)C1C(0O)C(OC2C(0)(C)CC(C)C(=0)
25322683|POLYETHYLENE_GLYCOL_#1000 OCCO
14371109|CINNAMALDEHYDE, (E)- 0O=CC=Cc1ccccct
84640|MYRISTIC_ACID O(C1CCCCC1)C(=0)c1c(C(=0)OCCCC)cc
84695|DIISOBUTYL_PHTHALATE O(CC(C)C)C(=0)c1c(C(=0)OCC(C)C)ccce
84753 |DI(N-HEXYL)PHTHALATE O(CCCCCC)C(=0)c1c(C(=0)OCCCCCC)c
117088| TETRACHLOROPHTHALIC_ANHYDRIDIClc1c2¢c(c(Cl)c(Cl)c1C)C(=0)0C2=0
119062|DITRIDECYL_PHTHALATE O(CCCCCCCCCCCCC)C(=0)c1c(C(=0)O(
301133|TRIS_(2-ETHYLHEXYL)_PHOSPHITE |P(OCC(CCCC)CC)(OCC(CCCC)CC)OCC(
1034419|CHLORDECONE_ALCOHOL CIC12C3(Cl)C4(CIC5(CHC(CH(C1(CHC4A(C
1241947[2-ETHYLHEXYL_DIPHENYL_PHOSPHA|P(=0)(OCC(CCCC)CC)(Oc1cceccct)Ocicct
11097691|AROCLOR_1254 Clec1c(Clyee(-c2cc(Cl)e(Cl)ee2)c(Clyei
25637994|HEXABROMOCYCLODODECANE BrC1CC(Br)CC(Br)CC(Br)CC(Br)CC(Br)C1
28553120|DIISONONYL_PHTHALATE O(CCCCCCC(C)C)C(=0)c1c(C(=0)0OCCC(
32534819|PENTABROMODIPHENYL_OXIDE Brc1c(Oc2¢c(Br)cc(Br)cc2)c(Br)cc(Br)c
32588764|1,2-BIS(TETRABROMOPHTHALIMIDE)E{Brc1c2c(c(Br)c(Br)c1Br)C(=O)N(CCN1C(=(
56803373| TERT-BUTYLPHENYL_DIPHENYL_PHO[P(=0)(Oc1ccc(C(C)(C)C)cc1)(Ocicececct)C
122623|DI(2-ETHYLHEXYL)SEBACATE O(CC(CCCC)CC)C(=0)CCCCCCCCC(=0)
316427 |EMETHINE_HYDROCHLORIDE N12C(CC(CC3NCCc4c3cc(OC)c(0OC)c4)C(
1325377|DIRECT_YELLOW_ 11 N(=0)(=0)c1cc(C)c(S(=0)(=0)O)cct
3648202|DIUNDECYL_PHTHALATE O(CCCCCCCCCCC)C(=0)c1c(C(=0)0CC
4337659|MONO(2-ETHYLHEXYL)_ADIPATE O(CC(CCCC)CC)C(=0)CCCCC(=0)0
10277437|LANTHANUM_NITRATE_6H20 N(=0)(=0)0O
26761400|DIISODECYL_PHTHALATE O(CCCCCCCC(C)C)C(=0)c1c(C(=0)OCC(
458377 (CURCUMIN 0O(C)c1c(0O)cec(C=CC(=0)CC(=0)C=Cc2ca
540590(CIS, TRANS-1,2-DICHLOROETHYLENE |CIC=CCI
63449412|BENZYLDIMETHYL_(MIXED_ALKYL)_ANN(C)(C)(C)Cc1cccccet




64868|Colchicine N(C1(H)CCc2c(c(OC)c(OC)c(OC)c2)-c2ccc
10043353|BORIC_ACID B(0)(0)O

100027|P-NITROPHENOL N(=0)(=0)c1ccc(O)cct

100378 |DIETHYLAMINOETHANOL N(CCO)(CC)CC

100403|4-VINYLCYCLOHEXENE C1(C=C)CCC=CC1

100414|ETHYL_BENZENE C(C)c1ccecct

100425|STYRENE ¢1(C=C)cccccet

100470[BENZONITRILE N#Cc1cccecl

100516|BENZYL_ALCOHOL OCc1iccecct

100527 BENZALDEHYDE 0O=Cc1ccccct

100618|N-METHYL_ANILINE N(C)c1ccecect

100970[HEXAMETHYLENETETRAMINE N12CN3CN(CN(C3)C1)C2

101020|TRIPHENYL_PHOSPHITE P(Oc1ccceec1)(Ocicecec1)Ociceecct

101053 |ANILAZINE Clc1nc(Cl)nc(Nc2c¢(Cl)ceee2)n

101188|3-HYDROXY-N-PHENYLANILINE N(c1cc(O)ceet)ciceecet
101202 TRICLOCARBAN Clc1c(Cl)cecc(NC(=0)Nc2cee(Cl)cc2)c
101393|ALPHA-METHYL_CINNAMALDEHYDE [O=CC(C)=Cc1ccccei
101542|N-PHENYL-P-PHENYLENEDIAMINE N(c1cce(N)cel)ciceeect
101677|4,4'-DIOCTYLDIPHENYLAMINE N(c1ccc(CCCCCCCC)ccl)cicec(CCCCCC
101688|4,4'-DIPHENYLMETHANE_DIISOCYANAIN(=C=0)c1ccc(Cc2ccc(N=C=0)cc2)cc
101702|4,4'-DIMETHOXYDIPHENYLAMINE N(c1cce(OC)cc1)cicec(OC)cct
101724|N-ISOPROPYL-N'-PHENYL-P-PHENYLE[N(C(C)C)c1ccc(Nc2ceceec2)cct
101735|P-ISOPROPOXYDIPHENYLAMINE N(c1cecc(OC(C)C)ccl)ciceceet
101837|DICYCLOHEXYLAMINE N(C1CCCCC1)C1CCCCC1
101848|DIPHENYLOXIDE O(c1ccceel)ciceccect
10143234|2,3-DIMETHYL-1-PENTANOL OCC(C)C(C)CC
102012|ACETOACETANILIDE N(c1cceec1)C(=0)CC(=0)C
102705|TRIALLYLAMINE N(CC=C)(CC=C)CC=C
102716| TRIETHANOLAMINE N(CCO)(CCO)CCO
102772|N-OXYDIETHYLENEBENZOTHIAZOLE-4S1C(SN2CCOCC2)=Nc2c1cccc2
102818|2-N-DIBUTYLAMINOETHANOL N(CCO)(CCCC)CCCC
102829 | TRIBUTYLAMINE N(CCCC)(CCCC)CCCC
10213759|3-((2-ETHYLHEXYL)-OXY)PROPIONITR{N#CCCOCC(CCCC)CC

1025156 TRIALLYL_ISOCYANURATE N1(CC=C)C(=0)N(CC=C)C(=0O)N(CC=C)C
103231|DI(2-ETHYLHEXYL)ADIPATE O(CC(CCCC)CC)C(=0)CCCCC(=0)OCC((
103300( TRANS-STILBENE ¢1(C=Cc2ccccc2)ccecct
103504 |1,1-OXYBISMETHYLENE, BIS_BENZENO(Cc1ccccc1)Cclccccct
103695[N-ETHYL_ANILINE N(CC)c1ccecect
103708|FORMANILIDE N(c1cceee1)C=0
103844|ACETANILIDE N(c1ccceec1)C(=0)C
103855|1-PHENYL-2-THIOUREA S=C(N)Nc1cccccet

103902 ACETAMINOPHEN N(c1cce(O)cc1)C(=0)C

104289 |CINNOXATE O(CCOC(=0)C=Cc1ccc(OC)cc1)CC
104756|2-ETHYLHEXYLAMINE NCC(CCCC)CC
104858|P-TOLUNITRILE N#Cc1cce(C)ccet
104881|4-CHLOROBENZALDEHYDE Clc1cec(C=0)cct
105555|N,N'-DIETHYLTHIOUREA S=C(NCC)NCC
105588|DIETHYL_CARBONATE O(CC)C(=0)0CC
105599|N-METHYL_DIETHANOLAMINE N(C)(CCO)CCO
105602|CAPROLACTAM N1CCCCCC1=0
105679|2,4-DIMETHYLPHENOL Oc1¢(C)ce(C)ecet
106207|2,2'-DIETHYLHEXYLAMINE N(CC(CCCC)CC)CC(CCCC)CC




106387 |P-BROMOTOLUENE Brcicec(C)cct
106401 |P-BROMOANILINE Brciccc(N)cct
106423|P-XYLENE Ccicee(C)ect
106434 |P-CHLOROTOLUENE Clcicec(C)ecet
106445|P-CRESOL Oc1cce(C)eet
106467|1,4-DICHLOROBENZENE Clcicee(Cl)eet
106514 [P-QUINONE O=c1ccc(=0)ccet
106638|ISOBUTYL_ACRYLATE O(CC(C)C)C(=0)C=C
106650|DIMETHYLSUCCINATE 0O(C)C(=0)CCC(=0)0C
107119|ALLYLAMINE NCC=C
107120|PROPIONITRILE N#CCC
107142|CHLOROACETONITRILE CICC#N
107211|ETHYLENE_GLYCOL OCCO
107313|METHYL_FORMATE 0O(C)C=0

107357

L-TAURINE

S(=0)(=0)(O)CCN

107686

N-METHYLTAURINE

S(=0)(=0)(0)CCNC

107700|4-METHOXY-4-METHYL-2-PENTANONEO(C)C(C)(C)CC(=0)C
1071836|GLYPHOSATE P(=0)(0)(O)CNCC(=0)O
108010[2-DIMETHYLAMINOE THANOL N(C)(C)CCO
108032[1-NITROPROPANE N(=0)(=0)CCC
108098(1,3-DIMETHYLBUTYLAMINE NC(C)CC(C)C
108101 |METHYL_ISOBUTYL_KETONE O=C(C)CC(C)C
108189|DIISOPROPYLAMINE N(C(C)C)C(C)C
108214[ISOPROPYL_ACETATE O(C(C)C)C(=0)C

108247

ACETIC_ANHYDRIDE

O(C(=0)C)C(=0)C

108305(SUCCINIC_ANHYDRIDE 01C(=0)CCC1=0
108316|MALEIC_ANHYDRIDE 01C(=0)C=CC1=0
108383 (M-XYLENE Cc1cc(C)cect
108394 |M-CRESOL Oc1cc(C)ccet
108430({M-CHLOROPHENOL Clc1cc(O)ccct
108463|RESORCINOL Oc1cc(O)cect
108703(1,3,5-TRICHLOROBENZENE Clc1cc(Cl)ee(Cl)e
108805|CYANURIC_ACID n1c(O)nc(O)nc1O
108838|DIISOBUTYL_KETONE 0O=C(CC(C)C)CC(C)C
108883 TOLUENE Ccicceecl
108907 [ MONOCHLOROBENZENE Clciccccct
108918| CYCLOHEXYLAMINE NC1CCCCC1
108930{CYCLOHEXANOL OC1CCCCC1
108941 |CYCLOHEXANONE 0=C1CCCCCH1
108952 (PHENOL Oc1ccccect
108996 |BETA-PICOLINE nicc(C)cecl
109557|3-DIMETHYLAMINOPROPYLAMINE N(C)(C)CCCN
109579|ALLYLTHIOUREA S=C(N)NCC=C
109693|N-BUTYL_CHLORIDE CICCCC
109739|N-BUTYLAMINE NCCCC
109762|1,3-DIAMINOPROPANE NCCCN
109773|MALONIC_DINITRILE N#CCC#N
109784|3-HYDROXYPROPANENITRILE_(BETA-[N#CCCO

109831 |N-METHYL_ETHANOLAMINE N(C)CCO
109864 |2-METHOXYETHANOL O(C)CCO
109897|DIETHYLAMINE N(CC)CC

109999| TETRAHYDROFURAN 01CCCC1




110009|FURAN 01C=CC=C1
110021 | THIOPHENE S1C=CC=C1
110054 |DI-TERT-BUTYL_PEROXIDE O(0C(C)(C)C)C(C)(C)C
110178|FUMARIC_ACID 0C(=0)C=CC(=0)0
110189|N,N,N',N'-TETRAMETHYLETHYLENEDIAN(C)(C)CCN(C)C
110214|BIUREA N(NC(=O)N)C(=O)N
110587 |N-AMYLAMINE NCCCCC
110612|SUCCINONITRILE N#CCCC#N
110634|1,4-BUTANEDIOL OCCccCcCO
110827|CYCLOHEXANE C1CCCCCH1
110850|PIPERAZINE N1CCNCCH1
110861 |PYRIDINE nicccecet
110883|1,3,5-TRIOXANE 0O1COCOCH
110918/ MORPHOLINE N1CCOCCH1
110963 |DIISOBUTYLAMINE N(CC(C)C)CC(C)C
110974 |DIISOPROPANOLAMINE N(CC(O)C)CC(O)C
111148|N-HEPTANOIC_ACID OC(=0)CCCCCC
111400|DIETHYLENETRIAMINE N(CCN)CCN
111422|DIETHANOLAMINE N(CCO)CCO
111466|DIETHYLENE_GLYCOL O(CCO)CCO
111693|ADIPONITRILE N#CCCCCC#N
111717|N-HEPTANAL O=CCCCCCC
111762|2-BUTOXYETHANOL O(CCO)CCCC
111842|N-NONANE C(CCCC)CCCC
111922|DI-N-BUTYLAMINE N(CCCC)CCCC
111966 |BIS(2-METHOXYETHYL)ETHER O(CCOC)CCOC
1116401 |TRI-ISOBUTYLAMINE N(CC(C)C)(CC(C)C)CC(C)C
112345(2-(2-BUTOXYETHOXY)ETHANOL O(CCOCCCC)CCO
112527|LAURYL_CHLORIDE cicccccececececece
112561 [2-(2-BUTOXYETHOXY)ETHYL_THIOCY/{S(CCOCCOCCCC)C#N

112629|OLEIC_ACID/METHYL_ESTER O(C)C(=0)Cccecercecece=ccceceeccecce

112801|OLEIC_ACID 0OC(=0)CCCCCCCC=CCCCCCCCC

112958|N-EICOSANE C(CCCCCCCCcr)cceecececeo
1122549|4-ACETYL_PYRIDINE ni1ccc(C(=0)C)cct

113928

CHLORPHENIRAMINE_MALEATE

Clc1cec(C(CCN(C)C)e2neecec2)cet

1143380(1,8-DIHYDROXYANTHRONE Oc1c2¢(ccc1)Celc(c(O)ceccl)C2=0
115071|PROPYLENE CC=C
115286|CHLORENDIC_ACID CIC12C(CH(CNHC(CH(C(C(=0)O)C1C(=0)O
115297|ENDOSULFAN CIC12C3C0OS(=0)OCCIC(C)(C1(CHCHC(C
115322| TRICHLOROETHANOL,_1,1-BIS(PARAQCIC(CI)(CN)C(O)(c1cce(Cl)ect)ci1cee(Cl)eet
115866| TRIPHENYL_PHOSPHATE P(=0)(Oc1cccee1)(Ociceceec1)Oc1ceccet
115968|TRIS(2-CHLOROETHYL)PHOSPHATE [CICCOP(=0)(OCCCI)OCCCI
116063| TEMIK S(C)C(C)(C)C=NOC(=O)NC

1163195|DECABROMODIPHENYL_OXIDE Brc1c(Br)c(Br)c(Oc2¢(Br)c(Br)c(Br)c(Br)c2E
117817|DI(2-ETHYLHEXYL)PHTHALATE O(CC(CCCC)CC)C(=0)c1c(C(=0)OCC(CC
118525|1,3-DICHLORO-5,5-DIMETHYLHYDANT(CIN1C(C)(C)C(=0)N(CI)C1=0
118558|PHENYL_SALICYLATE O(c1cccee1)C(=0)c1c(O)ccceet
118569|3,3,5-TRIMETHYLCYCLOHEXYLSALICY|O(C1CC(C)(C)CC(C)C1)C(=0)c1c(O)ccect
118581|BENZYL_SALICYLATE O(Cc1ceceeel)C(=0)c1c(O)cccct
118741|HEXACHLOROBENZENE Clc1¢(Che(Che(Che(Clyc1Cl
118796|2,4,6-TRIBROMOPHENOL Brc1c(O)c(Br)cc(Br)ci
118912(0-CHLOROBENZOIC_ACID Clc1c(C(=0)O)cccct




118923

O-ANTHRANILIC_ACID

Nc1¢(C(=0)O)ccccet

1187424

DIAMINOMALEONITRILE

NC(=C(N)C#N)C#N

119368

METHYL_SALICYLATE

O(C)C(=0)c1c(O)cecect

119539(2-HYDROXY-1,2-DIPHENYLETHANONE|OC(c1cccee1)C(=0)c1ccccct
119619|BENZOPHENONE 0O=C(c1cccecl)ciceccet
119755[2-NITRODIPHENYLAMINE N(=0)(=0)c1c(Nc2ccccc2)ccect
119846|3,4-DIHYDROCOUMARIN O1c2¢(ccecc2)CCC1=0
120149|VERATRALDEHYDE 0O(C)c1c(OC)cce(C=0)c1
120321|0-BENZYL-P-CHLOROPHENOL Clc1ce(Cc2ccecec2)c(O)cct

120401 |LAUROYL_DIETHANOLAMIDE N(CCO)(CCO)C(=0)CCCCCCcCCccce
120570|PIPERONAL 01COc2c1cc(C=0)cc2
120616|DIMETHYL_TEREPHTHALATE 0O(C)C(=0)c1cec(C(=0)OC)cc
120627|PIPERONYL_SULFOXIDE S(=0)(C(C)Cc1cc2c(cc1)OCO2)CCCCCCC
120809|1,2-DIHYDROXYBENZENE Oc1c(O)ccect
120821(1,2,4-TRICHLOROBENZENE Clc1c¢(Cl)cee(Cl)ct
120832|2,4-DICHLOROPHENOL Clc1c(O)cee(Cl)et
121175|4-CHLORO-3-NITRO-ALPHA,ALPHA AL{FC(F)(F)c1cc(N(=0)=0)c(Cl)cci
121324 (ETHYL_VANILLIN 0O(CC)c1c(0)cec(C=0)ct

121335

VANILLIN

O(C)c1c(O)cec(C=0)ct

121448[TRIETHYLAMINE N(CC)(CC)CC
121471|M-AMINO_BENZENESULFONIC_ACID |S(=0)(=0)(O)c1cc(N)cect
121697|N,N-DIMETHYLANILINE N(C)(C)c1cceect
121733[3-CHLORONITROBENZENE Clc1cc(N(=0)=0)ccel
121755|MALATHIONE S(P(=S)(OC)OC)C(CC(=0)OCC)C(=0)OC(

121799

PROPYL_GALLATE

O(CCC)C(=0)c1cc(0)c(0)c(O)cT

1212299

N,N'-DICYCLOHEXYLTHIOUREA

S=C(NC1CCCCC1)NC1CCCCC1

122190

DIMETHYLOCTADECYLBENZYLAMMON

N(C)(C)(CCCCCCCCCCCCCCCCCC)Celd

122203

TRI-ISOPROPANOLAMINE

N(CC(O)C)(CC(O)C)CC(O)C

122394|N-PHENYLBENZENAMINE N(c1cceeci1)ciceecct

12224985|PIGMENT_RED_81 01c2¢(C(c3c(C(=0)OCC)ccec3)=C3C1=C(
1229352|METHDILAZINE_HYDROCHLORIDE S1c2¢(cccc2)N(CC2CN(C)CC2)c2c1ceec?

123057|2-ETHYLHEXANAL 0O=CC(CCCC)CC

123308|P-AMINOPHENOL Ncicce(O)ccei

123319|HYDROQUINONE Oc1cce(O)ccet

123331|1,2-DIHYDRO-3,6-PYRIDAZINEDIONE [n1nc(O)ccc1O

123386|PROPIONALDEHYDE 0=CCC

123728| BUTYRALDEHYDE 0O=CCCC

123864 |N-BUTYLACETATE O(CCCC)C(=0)C

123911(1,4-DIOXANE 01CCOCC1

123922|ISOAMYL_ACETATE O(CCC(C)C)C(=0)C

124027|DIALLYLAMINE N(CC=C)CC=C

124072|OCTANOIC_ACID OC(=0)CCCCCCC

124094|1,6_ HEXAMETHYLENEDAMINE NCCCCCCN

124301|OCTADECYLAMINE NCCCCCCCCCcCcCcccccce

124403|DIMETHYLAMINE N(C)C

124481|DIBROMOCHLOROMETHANE BrC(Br)Cl

124641

TETRAKIS(HYDROXYMETHYL)PHOSPH

P(CO)(CO)(CO)CO

126272

OXETHAZAINE

N(CCO)(CC(=0)N(C)C(C)(C)Cc1cceee1)C(

126738

TRIBUTYL_PHOSPHATE

P(=0)(OCCCC)(OCCCC)OCCCC

126921

SODIUM_(2-ETHYLHEXYL)ALCOHOLSUY

S(=0)(=0)(0)OCC(CCCC)CC

126987

METHACRYLONITRILE

N#CC(=C)C

126998

2-CHLORO-1,3_BUTADIENE_(CHLORO

CIC(=C)C=C




127184

TETRACHLOROETHYLENE

CIC(Cl)=C(CI)CI

127195

DIMETHYL_ACETAMIDE

N(C)(C)C(=0)C

127695

SULFISOXAZOLE

S(=0)(=0)(NC1ON=C(C)C=1C)c1ccc(N)ce

128370

BUTYLATED_HYDROXYTOLUENE

Oc1¢(C(C)(C)C)cc(C)cc1C(C)(C)C

128665

VAT_YELLOW_4

O=c1c2c3c4c(cc2)c2c(ccecc2)c(=0)cdcec3c

130267

IODOCHLOROHYDROXYQUINOLINE

Ic1c(O)c2ncecc2c(Cl)c

13048334

1,6-HEXANEDIOL_DIACRYLATE

O(CCCCCCOC(=0)C=C)C(=0)C=C

13071799

O,0-DIETHYL-S-((1,1-DIMETHYLETHYL

S(P(=S)(OCC)OCC)CSC(C)(C)C

13098390

HEXAFLUOROACETONE_SESQUIHYDJ

FC(F)(F)C(=0)C(F)(F)F

131179

DIALLYL_PHTHALATE

0O(CC=C)C(=0)c1c(C(=0)OCC=C)cccci

13114722

N'-METHYL-N,N,-DIPHENYLUREA

N(C)C(=0O)N(c1cceeet)ciceccet

132207

PHENIRAMINE_MALEATE

N(C)(C)CCC(c1ncceci)ciceeeet

132274

O-PHENYLPHENATE_SODIUM

Oc1c(-c2cceec2)cccct

132989

PENICILLIN_VK

S1C2N(C(C(=0)0)C1(C)C)C(=0)C2NC(=0

1326030|PIGMENT_VIOLET _1 01c2¢(C(c3c(C(=0)0)ccec3)=C3C1=CC(C
13284429|2-PENTENENITRILE N#CC=CCC
133186|PHENETHYL_ANTHRANILATE Nc1c(C(=0)OCCc2ccccc2)ceect
13360639|ETHYL-N-BUTYLAMINE N(CCCC)CC
134203|METHYL_ANTHRANILATE Nc1c(C(=0)OC)ccect
134623|N,N-DIETHYL-M-TOLUAMIDE_(DEET) |N(CC)(CC)C(=0)c1cc(C)ccct
134725|EPHEDRINE_SULPHATE N(C)C(C)C(O)ciccecct
135239|METHAPYRILENE.HCL S1C(CN(CCN(C)C)c2nccec2)=CC=C1
135886|PHENYL-BETA-NAPHTHYLAMINE N(c1cc2c(cct)ccec2)ciceceet
13552211|MONO-SEC-BUTANOLAMINE NCC(O)CC
136403|PHENAZOPYRIDINE.HCL Nc1nc(N)ccc1N=Nc1ccceel
136776[4-HEXYLRESORCINOL Oc1¢c(CCCCCC)ccc(O)ct
13674845|TRIS(1-CHLORO-2-PROPYL)PHOSPHA]CICC(C)OP(=0)(OC(C)CCI)OC(C)CCI
137893|BIS(2-ETHYLHEXYL)ISOPHTHALATE [O(CC(CCCC)CC)C(=0)c1cc(C(=0)OCC(C
13952846 |SEC-BUTYLAMINE NC(C)CC
13961869|OLEIC_ACID/DIETHANOLAMINE_CONQOC(=0)CCCCCCCC=CCCCCCCCC
1397893|AMPHOTERICIN_B NC1C(0)C(OC2CC30C(0)(CC(0)C3C(=0
140114|BENZYL_ACETATE O(Cc1cceec1)C(=0)C
140294|PHENYLACETONITRILE N#CCc1cceecl
140670|ESTRAGOLE O(C)c1cee(CC=C)cct
141322|N-BUTYL_ACRYLATE O(CCCC)C(=0)C=C
141435|MONOETHANOLAMINE NCCO
141786|ETHYL_ACETATE O(CC)C(=0)C
141844|2-THIOXO-4-THIAZOLIDINONE S1CC(=0O)NC1=S
142041|ANILINE.HCL Ncicceect
142096 |N-HEXYL_METHACRYLATE O(CCCCCL)C(=0)C(=C)C
142461|2,5-DITHIOBIUREA S=C(N)NNC(=S)N
142472|L-MONOSODIUM_GLUTAMATE NC(CCC(=0)0O)C(=0)O
142789|LAURYL_ETHANOLAMIDE N(CCO)C(=0)CCCCCCCCCCC
142847|DI-N-PROPYLAMINE N(CCC)CCC
142961|DI-N-BUTYL_EHTER O(CCCC)CCCC
143077|LAURIC_ACID OC(=0)CCCCCCCCCCC
143168|DIHEXYLAMINE N(CCCCCC)CCCCCC
143271|HEXADECYLAMINE NCCCCCCCCCCCCCCCC
143500| CHLORDECONE CIC12C3(Cl)C4(CI)C5(CIC(CH(C1(CHC4A(C
144627|0OXALIC_ACID OC(=0)C(=0)O
144821|SULFAMETHIZOLE S(=0)(=0)(NC1SC(C)=NN=1)c1ccc(N)cc1
147240(DIPHENHYDRAMINE.HCL N(C)(C)CCOC(c1cceect)ciceeccet




147477

1,2-DIHYDRO-2,2,4-TRIMETHYLQUINOI

N1C(C)(C)C=C(C)c2c1cccc?

148185

SODIUM_DIETHYLDITHIOCARBAMATE

SC(=S)N(CC)CC

148652

CHLOROTHEN

CIC1SC(CN(CCN(C)C)c2ncccc2)=CC=1

14882189

BISMUTH_SUBSALICYLATE

B1(=0)Oc2c(cccc2)C(=0)01

149575

2-ETHYLHEXANIOIC_ACID

OC(=0)C(CCCC)CC

149917(GALLIC_ACID Oc1¢(0)cc(C(=0)0)cc10
14901076|BETA-IONONE 0=C(C)C=CC1=C(C)CCCC1(C)C
150130(P-AMINO_BENZOIC_ACID Nc1cce(C(=0)O)cct
150389 | TRISODIUM_ETHYLENEDIAMINETETR{N(CCN(CC(=0)0O)CC(=0)O)(CC(=0)O)CC
150685|3-(P-CHLOROPHENYL)-1,1-DIMETHYLUClc1ccc(NC(=0)N(C)C)cct
150765|4-METHOXY-PHENOL O(C)c1cee(O)cct
150787|HYDROQUINONE_DIMETHYL_ETHER [O(C)c1ccc(OC)cci
151417|_DODECYL_SULFATE S(=0)(=0)(0)OCCCCCCCCCCCC
151677|HALOTHANE BrC(CI)C(F)(F)F
89781|DL-MENTHOL-REL OC1C(C(C)C)CCC(C)CH

154698

TRIPELENNAMINE_HCL

N(C)(C)CCN(Cc1cceecl)cinceect

156592|CIS-1,2-DICHLOROETHYLENE CIC=CClI
1570645|P-CHLORO-0O-CRESOL Clc1cc(C)c(O)cct
1571080|METHYL-P-FORMYL_BENZOATE O(C)C(=0)c1cee(C=0)cct
15950660|2,3,4-TRICHLOROPHENOL Clc1c(Cl)c(O)cectCl
1596845[SUCCINIC_ACID-2,2-DIMETHYL_HYDR{N(C)(C)NC(=0)CCC(=0)O

16219753

ETHYLIDENE_NORBORNENE

C12CC(C=C1)C(=CC)C2

1634782

MALATHION

S(P(=0)(OC)OC)C(CC(=0)OCC)C(=0)OC

1646759

ALDICARB_OXIME

S(C)C(C)(C)C=NO

17341401

1,1-DIMETHYL-1-(2-HYDROXYPROPYL;

N(C)(C)(NC(=0)C(=C)C)CC(0)C

17433317|1-ACETYL-2-PICOLINOYL_HYDRAZINE|N(NC(=0O)c1ncccc1)C(=0)C
1761713(4,4'-DIAMINODICYCLOHEXYLMETHANENC1CCC(CC2CCC(N)CC2)CC1
17804352|BENOMYL N1(C(=0)NCCCC)C(NC(=0)OC)=Nc2cicc
17831719|TETRETHYLENE_GLYCOL_DIACRYLATO(CCOCCOC(=0)C=C)CCOCCOC(=0)C=
17924924|ZEARALENONE 01C(C)CCCC(=0)CCCC=Cc2c(c(0)cc(O)a
1806548 TRI-N-OCTYL_PHOSPHATE P(=0)(OCCCCCCCC)(OCCCCCCCC)OCT
1897456 Clc1c(Cl)c(C#N)c(Cl)c(C#N)c1Cl
1912249(ATRAZINE C(C)(c1cceec1)(CO)CC
1918021|PICLORAM Clc1nc(C(=0)O)c(Cl)c(N)c1Cl
1934210(ACID_YELLOW_23 S(=0)(=0)(0O)c1ccc(N2N=C(C(=0)O)C(N=)
1936158|ACID_ORANGE_10 S(=0)(=0)(0)c1c2c(cc(S(=0)(=0)O)c1)cce
1948330 TERT-BUTYL_HYDROQUINONE Oc1c(C(C)(C)C)cc(O)cet
1972083[1-TRANS-DELTA-9-TETRAHYDROCANNO1C(C)(C)C2CCC(C)=CC2c2c1cc(CCCCC
19780111|2-DODECEN-1-YL_SUCCINIC_ANHYDR|O1C(=0)C(CC=CCCCCCCCCC)CC1=0

20020024

1,2,3,4-TETRACHLORONAPHTHALENE

Clc1c2c(c(Cl)c(Cl)c1Cl)ceec2

2039874

O-CHLOROSTYRENE

Clc1¢(C=C)cccct

2045525

PHENBENZAMINE_HCL

N(C)(C)CCN(Cc1cceec1)ciceeeet

2050922

DI-N-AMYLAMINE

N(CCCCC)CCCCC

2052075

2-BROMOBIPHENYL

Brc1c(-c2ccecc2)ceccet

2107768|5,7-DIHYDROXY-4-METHYLCOUMARIN]O1c2¢(c(O)cc(0)c2)C(C)=CC1=0
2113577|3-BROMOBIPHENYL Brc1cc(-c2cccec2)cccet
2150541 |DIRECT_BLUE_25 S(=0)(=0)(0)c1c(N=Nc2c(C)cc(-c3cc(C)c(l
2157019|N-OCTYL_METHACRYLATE O(CCCCCCCC)C(=0)C(=C)C
2164172|FLUOMETURON FC(F)(F)c1cc(NC(=O)N(C)C)ccct
2179591|ALLYL_PROPYL_DISULFIDE S(SCC=C)CCC

21829254|NIFEDIPINE N1C(C)=C(C(=0)OC)C(c2¢c(N(=0)=0)cccc?
2210288|N-PROPYL_METHACRYLATE O(CCC)C(=0)C(=C)C




2213630|2,3-DICHLOROQUINOXALINE Clc1nc2c(nc1Cl)ccec2
22224926 | PHENAMIPHOS S(C)c1c(C)ec(OP(=0)(NC(C)C)OCC)cct
2244168|D-CARVONE 0=C1CC(C(=C)C)CC=C1C
2244215|POTASSIUM_DICHLOROCYANURIC_A(CIN1C(=O)N(CI)C(=0O)NC1=0
75694 | TRICHLOROFLUOROMETHANE FC(CI(CNCI
2385855|MIREX CIC12C3(Cl)C4(CHC5(CHC(CH(C1(CHC(CI)
24169026 |ECONAZOLE Clc1¢(C(OCc2ccc(Cl)cc2)CN2C=NC=C2)cq
2429712|DIRECT_BLUE_8 S(=0)(=0)(0)c1c2¢(c(O)c(N=Nc3c(OC)cc(-
2429745|DIRECT_BLUE_15 S(=0)(=0)(0)c1c(N=Nc2c(OC)ce(-c3cc(0C
2432997|11-AMINOUNDECANOIC_ACID NCCCCCCCCCCC(=0)O
2438882|2,3,5,6-TETRACHLORO-4-NITROANISO|Clc1c(Cl)c(OC)c(Clc(Cl)c1N(=0)=0
24382045|3-HYDROXY-2-PROPENAL_SODIUM_S{0=CCC=0
2439352|2-(DIMETHYLAMINO)ETHYL_ACRYLATIN(C)(C)CCOC(=0)C=C
72435(METHOXYCHLOR CIC(CI)(CI)C(c1ceec(OC)cct)cicec(OC)cc
24815245|RESCINNAMINE N1c2¢c(C3=C1C1N(CC4C(C(C(=0)OC)C(O
2493847|P-N-OCTYLOXYBENZOIC_ACID O(CCCCCCCC)c1cee(C(=0)0)cct
2528361|DIBUTYL_PHENYL_PHOSPHATE P(=0)(OCCCC)(OCCCC)Ociccecct
79016| TRICHLOROETHYLENE CIC(CIl)=CClI
25953064 |5-DIETHYLAMINO-2-NITROSOPHENOL [N(CC)(CC)c1cc(O)c(N=0)cc1
2602462|DIRECT_BLUE_6 S(=0)(=0)(0)c1c(N=Nc2ccc(-c3ccc(N=Nc4
75365|ACETYL_CHLORIDE CIC(=0)C
262204|DIBENZOOXATHIANE S1c2c(ccec2)Oc2ciceec?
26638288|METHYL_PENTACHLOROSTEARATE [O(C)C(=0)CCCCCCCCCCCCCCCCCC
271896|BENZOFURAN 0O1c2c¢(C=C1)ccece2
2782572|DICHLOROISOCYANURIC_ACID CIN1C(=O)N(CI)C(=0O)NC1=0
2782914|1,1,3,3,-TETRAMETHYL-2-THIOUREA |S=C(N(C)C)N(C)C
2783940|FD&C_YELLOW_6 S(=0)(=0)(0)c1cc2c(c(N=Nc3cce(S(=0)(=¢
2873974|DIACTONE_ACRYLAMIDE N(C(C)(C)CC(=0)C)C(=0)C=C
2893789|SODIUM_DICHLOROCYANURATE CIN1C(=O)N(CI)C(=0O)NC1=0
2941642|S-(ETHYL)CHLOROTHIOFORMIC_ACID|CIC(=0)SCC
29761215|ISODECY_DIPHENYL_PHOSPHATE P(=0)(OCCCCCCCC(C)C)(Ociceccect)Oct
298599|METHYLPHENIDATE_HYDROCHLORID|N1C(C(c2ccccc2)C(=0)OC)CCCC1
29964849|ISODECYL_METHACRYLATE O(CCCCCCCC(C)C)C(=0)C(=C)C
301042(LEAD_ACETATE OC(=0)C
303479|OCHRATOXIN_A Clc1c2¢(c(0O)c(C(=0O)NC(Cc3cccee3)C(=0)
3081149|N,N'-BIS(1,4-DIMETHYLPENTYL)-P-PHHN(C(C)CCC(C)C)c1ccc(NC(C)CCC(C)C)cc
309002(ALDRIN CIC12C3C(C(Ch(C1(ChHCHC(CH=C2CI)C10
309364 (SODIUM_METHOHEXITAL N1(C)C(=0O)NC(=0)C(C(C)C#CCC)(CC=C)
314136(DIRECT_BLUE_53 S(=0)(=0)(0O)c1c2¢(c(N)c(S(=0)(=0)0)c1)
3160370|PIPERONYL_ACETONE 01C0c2¢c1¢cc(C=CC(=0)C)cc2
3165933|4-CHLORO-O-TOLUIDINE.HCL Clc1cc(C)c(N)eet
3179473|N-DECYL_METHACRYLATE O(CCCCCCCCCC)C(=0)C(=C)C
3237501|ALLOXAN_MONOHYDRATE N1C(=O)NC(=0)C(0)(0)C1=0
326614|PIPERONYL_ACETATE 01C0c2¢c1cc(COC(=0)C)cc2
3268879|OCTACHLORODIBENZODIOXIN Clc1c2¢(c(Cl)c(Cl)e1Cl)Oc1c(c(Cl)c(Cl)e(Cl
3319311|TRIS(2-ETHYLHEXYL)TRIMELLITATE |O(CC(CCCC)CC)C(=0)c1¢c(C(=0)OCC(CC
3322938|1-(1,2-DIBROMOETHYL)-3,4-DIBROMO(BrC1C(Br)CCC(C(Br)CBr)C1
3333526| TETRAMETHYL_SUCCINONITRILE N#CC(C)(C)C(C)(C)C#N
334485(DECANOIC_ACID OC(=0)CCCCCCCCC
346189(POLYTHIAZIDE FC(F)(F)CSCC1N(C)S(=0)(=0)c2c(cc(Cl)c
34807415|MEZEREIN 01C2(c3cceec3)OC3(C(=C)C)C(02)C2C1 (
3546109|PHENESTERINDINE.HCL CICCN(CCCl)c1cec(CC(=0)0C2CCC3(C)C




3567699|ACID_RED_14 S(=0)(=0)(0)c1c2¢(c(O)c(N=Nc3c4c(c(S(g
357573|BRUCINE N12C3C4(C5N(c6c4cc(0C)c(0C)c6)C(=0)
36059219|3,4,5,6-TETRABROMO-O-XYLENE Brcic(Br)c(Br)c(C)c(C)c1Br
36355018|HEXABROMOBIPHENYL Brc1c(Br)cc(-c2¢(Br)cc(Br)c(Br)c2)c(Br)c1
367511|THIOGLYCOLATE_SODIUM_SALT SCC(=0)0
3731393|2'-METHYL-4-DIMETHYLAMINOAZOBENN(C)(C)c1ccc(N=Nc2c(C)cecee2)cet
378535911,2-BIS(2,4,6-TRIBROMOPHENOXY)ETHBrc1c(OCCOc2¢(Br)cc(Br)cc2Br)c(Br)cc(Br|
379793|ERGOTAMINE_TARTRATE N1c2c3C(=C1)CCIN(C)CC(C(=0)NC4(C)C
384225(2-NITRO-ALPHA,ALPHA, ALPHA-TRIFLUFC(F)(F)c1c(N(=0)=0)cccct
38848769|1,1-DIMETHYL-1-(2-HYDROXYPROPYLAN(C)(C)(NC(=0)CCCCCCCCCCCCC)CC(C
393759(4-CHLORO-3,5-DINITRO-ALPHA, ALPHAFC(F)(F)c1cc(N(=0)=0)c(Cl)c(N(=0)=0)c1
396010| TRIAMTERENE Nc1nc2nc(N)c(-c3ccecece3)nc2¢(N)n1
4098719(ISOPHORONE_DIISOCYANATE N(=C=0)C1CC(C)(CN=C=0)CC(C)(C)C1
41122707]4-N-HEXYL-4'-CYANOBIPHENYL N#Cc1ccc(-c2ccc(CCCCCC)ec2)cc
4196865(2,2-BIS[(BENZOYLOXY)METHYL]DIBEN|O(CC(COC(=0)c1ccccc)(COC(=0)ciceeg
4196876|2-[(BENZOLYLOXY)METHYL]-2-METHY[O(CC(C)(COC(=0)c1cccec1)COC(=0)c1ca
4198190|DIRECT_BLUE_10 S(=0)(=0)(0O)c1c(N=Nc2c(OC)cc(-c3cc(OC
434139|LITHOCHOLIC_ACID OC1CC2C(C)(C3C(C4AC(C)(C(C(C)CCC(=C
4345033|D-ALPHA-TOCOPHERYL_SUCCINATE |O1C(C)(CCCC(C)CCCC(C)CCCC(C)C)CC
4350098|L-5-HYDROXYTRYPTOPHAN N1c2¢c(C(CC(N)C(=0)0)=C1)cc(O)cc2
439145|DIAZEPAM Clc1cc2c(cc1)N(C)C(=0)CN=C2c1cccect
4403616(2-METHYL-2-BUTENENITRILE N#CC(C)=CC
4418262|SODIUM_DEHYDROACETATE 01C(C)=CC(=0)C(C(=0)C)C1=0
4444682|DIETHYLBUTYLAMINE N(CCCC)(CC)CC
4460860(2,4,5-TRIMETHOXYBENZALDEHYDE |O(C)c1c(OC)cc(C=0)c(OC)ct
4548532|FD&C_RED_4 S(=0)(=0)(0)c1c2c¢(c(O)c(N=Nc3c(C)cc(C)
4568289| TRIETHANOLAMINE_STEARATE N(CCO)(CCO)CCO
4655349(ISOPROPYL_METHACRYLATE O(C(C)C)C(=0)C(=C)C
470826 |CINEOLE 01C2(C)CCC(C1(C)C)CC2
476664 |ELLAGIC_ACID 01c2c3c(cc(0)c20)C(=0)Oc2c-3c(cc(0)c2
4802204 (D-LIMONENE_DIMERCAPTAN SC1C(C)CCC(C(C)CS)CA
4901513|2,3,4,5-TETRACHLOROPHENOL Clc1c(Cl)c(Cl)ce(O)c1Cl
498215|METHYL_SUCCINIC_ACID OC(=0)C(C)CC(=0)O
50293|DICHLORO_DIPHENYL_TRICHLOROET|CIC(CI)(C)C(c1cce(Cl)cc1)c1cec(Cl)cet
50339|PHENYLBUTAZONE N1(c2cccec2)N(c2ceeecc2)C(=0)C(CCCC)C
50555|RESERPINE N1c2¢c(C3=C1C1N(CC4C(C(C(=0)OC)C(O
50782|ACETYLSALICYLIC_ACID O(c1¢(C(=0)O)ccect)C(=0)C
500663|OLIVETOL Oc1cc(O)cc(CCCCC)ct
504290(2-AMINOPYRIDINE Ncincceei
5064313|NITRILOTRIACETIC_ACID, TRISODIUM[Na]JOC(=0O)CN(CC(=0)O[Na])CC(=0)O[N4
51172|BENZIMIDAZOLE N1C=Nc2cicccc2
51285(2,4-DINITROPHENOL N(=0)(=0)c1¢c(O)ccc(N(=0)=0)c1
51434|EPINEPHRINE N(C)CC(O)c1cc(O)c(O)cc
51650|4-FLUORO-D,1-PHENYLALANINE Fc1cecc(CC(N)C(=0)O)cc
510156|CHLOROBENZILATE Clc1cec(C(O)(c2cee(Cl)ec2)C(=0)OCC)ect
517282|HEMATOXYLIN 01CC2(0)C(c3c1c(0)c(0)ce3)cic(ce(O)c((
518478|ACID_YELLOW_73 01C2(c3c(cc(0)cec3)Oc3c2cce(0)e3)c2ce(cq
523477 |BETA-CADINENE C12C(CC=C(C)C1)C(C)=CCC2C(C)C
527855(2-METHYLBENZAMIDE NC(=0)c1c(C)ccect
529191|O-TOLUNITRILE N#Cc1c(C)ccect
529204 (O-TOLUALDEHYDE 0O=Cc1c(C)ccect
53190(0O,P'-DDD CIC(CI)C(c1c(Cl)ccec1)cicec(Cl)eet




53861 |INDOMETHANCIN Clc1cee(C(=0)N2¢3c(C(CC(=0)0)=C2C)cc
532274|2-CHLOROACETOPHENONE CICC(=0)c1ccecct
532285(ALPHA-HYDROXYBENZENEACETONIT|N#CC(O)c1ccccct

5323955|SODIUM_RICINOLEATE OC(CCCCCC)CC=CCCCCCCCC(=0)0
534225(METHYL_FURAN 01C(C)=CC=C1
535808|M-CHLOROBENZOIC_ACID Clc1ce(C(=0)O)cect
536334 |ETHIONAMIDE S=C(N)c1cc(CC)ncct
537928 N-ACETYL-M-TOLUIDINE N(c1cc(C)cec1)C(=0)C
538749|BENZYL_SULFIDE S(Ccicceec1)Ceiceccct
5397319|3-((2-ETHYLHEXYL)OXY)-PROPYLAMINNCCCOCC(CCCC)CC
54319|FUROSEMIDE Clc1¢(S(=0)(=0)N)cc(C(=0)O)c(NCC20C=
541731|1,3-DICHLOROBENZENE Clc1ce(Cl)ceet
544638 TETRADECANOIC_ACID OC(=0)CCCCCCCCCCCCC
548629(BASIC_VIOLET_3 N(C)(C)=c1ccc(=C(c2ccc(N(C)C)cec2)c2cee
54827177|3,3',5,5'-TETRAMETHYLBENZIDINE Nc1c(C)cc(-c2cc(C)ec(N)c(C)c2)cc1C
55210|BENZAMIDE NC(=0)c1cceect
552307 TRIMELLITIC_ANHYDRIDE 01C(=0)c2c¢(ccc(C(=0)0)c2)C1=0
555306|2-METHYL-3-(3,4-DIHYDROXYPHENYL)|NC(C)(Cc1cc(O)c(O)cc1)C(=0)O
56042|6-METHYL-2-THIOURACIL Sc1nc(O)cc(C)ni
56188|IMINOBIS-3-ISOPROPYLAMINE N(CCCN)CCCN
56235|CARBON-TETRACHLORIDE- CIC(CI)(CICI

56406|GLYCINE OC(=0)CN

56531|DIETHYLSTILBESTEROL Oc1cee(C(=C(CC)c2ccc(0)cc2)CC)ect

56542 (QUINIDINE N12C(C(0)c3c4c(nce3)cecc(0C)c4)CC(C(C

56724|COUMAPHOS CIC1=C(C)c2c(cc(OP(=S)(OCC)OCC)cc2)(

56815|GLYCEROL OC(CO)CO
56939|BENZYLTRIMETHYL_AMMONIUM_CHL{N(C)(C)(C)Cc1ccceccel

562107|DOXYLAMINE_SUCCINATE N(C)(C)CCOC(C)(c1nccecel)ciceececet

563042|TRI-M-CRESYL_PHOSPHATE P(=0)(Oc1cc(C)cec1)(Oct1cec(C)ecec1)Oci e

569573| CHLOROTRIANISENE CIC(=C(c1cece(0OC)cc1)cicec(OC)cct)ciece
57136|UREA NC(=O)N
57410(5,5-DIPHENYLHYDANTOIN N1C(c2cccec2)(c2ccececc2)C(=0)NC1=0
57501|SUCROSE 01C(0OC20C(CO)C(O)C(0)C20)(CO)C(O)
57556|PROPYLENE_GLYCOL OC(C)CO

57636|ETHYNYLESTRADIOL OC1(C#C)C2(C)C(C3C(CC2)c2¢(cc(O)cc2

57669|PROBENECID S(=0)(=0)(N(CCC)CCC)c1cee(C(=0)0)cct

57681|SULFAMETHAZINE S(=0)(=0)(Nc1nc(C)cc(C)n1)cicee(N)ccet
57716|2,3-BUTANEDIONE-2-OXIME N(0)=C(C)C(=0)C

57749|CHLORDANE CIC12C3C(C(CI)(C1(CHCHC(CH=C2CHCC(

57830|PROGESTERONE 0O=C1CCC2(C)C3C(C4C(C)(C(C(=0)C)CC
576249(2,3-DICHLOROPHENOL Clc1c¢(Cl)ccec10
577593|O-NITROACETOPHENONE N(=0)(=0)c1¢(C(=0)C)cccct

58082|CAFFEINE N1(C)C=NC2=C1C(=0)N(C)C(=O)N2C
58140|PYRIMETHAMINE Clc1cee(-c2¢(N)nc(N)nc2CC)cct
58333|PROMETHAZINE_HYDROCHLORIDE [S1c2c(cccc2)N(CC(C)N(C)C)c2ciceec2

58548 ETHACRYNIC_ACID Clc1¢(Cl)c(C(=0)C(=C)CC)ccc10CC(=0)0

58559| THEOPHYLLINE N1C=NC2=C1N(C)C(=0)N(C)C2=0

58899|LINDANE CIC1C(CIC(CHC(CHC(CHC1CI

58902|2,3,4,6-TETRACHLOROPHENOL Clc1¢(Cl)c(O)c(Cl)ectCl

58935|HYDROCHLOROTHIAZIDE Clc1¢c(S(=0)(=0)N)cc2c(c1)NCNS2(=0)=0
583391(2-MERCAPTOBENZIMIDAZOLE S=C1Nc2c(cccc2)NA
583788|2,5-DICHLOROPHENOL Clc1c(O)ce(Clycet




59507|P-CHLORO-M-CRESOL Clc1¢(C)ece(O)ccet
590170|BROMOACETONITRILE BrCC#N
591173|M-BROMOTOLUENE Brc1cc(C)ccet
593566|O-METHYL_HYDROXYLAMINE NOC
597251 |DIMETHYL_MORPHOLINOPHOSPHORAP(=0)(N1CCOCC1)(OC)OC
598550|METHYL_CARBAMATE NC(=0)0C
5989275|D-LIMONENE C1(C(=C)C)CCC(C)=CCH
60333|LINOLEIC_ACID C(CCCCCCC=CCC=CCCCCC)C(=0)O
60344|METHYLHYDRAZINE N(N)C
60355|ACETAMIDE NC(=0)C
60571|DIELDRIN CIC12C3C4C50C5C(C3C(CH(C1(CHCHC(C
603349| TRIPHENYLAMINE N(c1cceccel)(c1ceecel)ciceeec
603350| TRIPHENYL_PHOSPHINE P(c1cceect)(c1cececct)ciceeect
603543|ASYM-DIPHENYLUREA N(c1ccceel)(ciceecec1)C(=0)N

608719|PENTABROMOPHENOL Brc1c(Br)c(Br)c(O)c(Br)c1Br

608935|PENTACHLOROBENZENE Clc1c(Cl)e(Clyee(Cl)e1Cl
6088513|6-HYDROXY-2-NAPHTHYL_DISULFIDE |S(Sc1cc2c(cc(O)cc2)cct)c1cc2e(cc(O)cc)

609198(3,4,5-TRICHLOROPHENOL Clc1¢(Cl)ec(O)eciCl

609314

2-NITRO-1-BUTANOL

N(=0)(=0)C(CO)CC

61256

PAPAVERINE_HYDROCHLORIDE

n1c(Cc2cc(OC)c(OC)cc2)c2¢(cct)cc(OC)c

61767

PHENYLEPHRINE.HCL

N(C)CC(O)c1cc(O)cect

613934

N-METHYLBENZAMIDE

N(C)C(=0)c1ccecect

6197304 |2-ETHYLHEXYL-2-CYANO-3,3'DIPHENY|N#CC(=C(c1cccccl)cicecec1)C(=0)OCC((
62442 |PHENACETIN N(c1ccc(OCC)cc1)C(=0)C
62533|ANILINE Nc1ccceci
62555| THIOACETAMIDE S=C(N)C
62566| THIOUREA S=C(N)N

620224 |M-TOLUNITRILE N#Cc1cc(C)cecl
6201872|5-AMINO-3-SULFOSALICYLIC_ACID S(=0)(=0)(0)c1c(0)c(C(=0)O)cc(N)ci

621421|N-ACETYL-M-AMINOPHENOL N(c1cc(O)cecl)C(=0)C

621772|TRI-N-AMYLAMINE N(CCCCC)(CCCCC)CCCCC

622515|P-TOLYLUREA N(c1cce(C)ecl1)C(=0)N

623154 FURFURAL_ACETONE 01C(C=CC(=0)C)=CC=CH

623303|BETA-2-FURYL_ACROLEIN 01C(C=CC=0)=CC=C1

625865(2,5-DIMETHYLFURAN 01C(C)=CC=C1C

627054 [1-NITROBUTANE N(=0)(=0)CCCC

628024 HEXANAMIDE NC(=0)CCCCC
628944 | ADIPAMIDE NC(=O0)CCCCC(=O)N
6287383[3,4-DICHLOROBENZALDEHYDE Cic1c(Cl)cec(C=0)ci

63569 THONZYLAMINE_HYDROCHLORIDE [N(C)(C)CCN(Cc1ccc(OC)cc1)cinceent
63741|SULFANILAMIDE S(=0)(=0)(N)c1cce(N)cet
630206(1,1,1,2-TETRACHLOROETHANE CIC(Cl)(CIhCCI
6317186/ METHYLENEBIS-(THIOCYANATE) S(CSC#N)C#N
634662(1,2,3,4-TETRACHLOROBENZENE Clc1¢(Cl)c(Cl)cec1Cl
634902(1,2,3,5-TETRACHLOROBENZENE Clc1c(Cl)ec(Cl)cc1Cl
634935(2,4,6-TRICHLOROANILINE Clc1c(N)c(Cl)ce(Cl)et

6358298

DIRECT_RED_39

S(=0)(=0)(0)c1c2c(cc(S(=0)(=0)O0)c1)cce

6358856

PIGMENT_YELLOW_12

Clc1c(N=NC(C(=0)Nc2ccccc2)C(=0)C)cce

638039

M-TOLUIDINE.HCL

Nc1cc(C)cect

64197

ACETIC_ACID

OC(=0)C

64755

TETRACYCLINE.HCL

N(C)(C)C1C2CC3C(0)(C)c4c(c(O)cccd)ClA

64777

TOLBUTAMIDE

S(=0)(=0)(NC(=0)NCCCC)c1ccc(C)ccet




6428940|DIRECT_VIOLET_32 S(=0)(=0)(0O)c1c2¢c(c(N)c(N=Nc3c(OC)cc(-
645056 HEXAMETHYLMELAMINE N(C)(C)c1nc(N(C)C)nc(N(C)C)n1
645498|CIS-STILBENE ¢1(C=Cc2ccccc2)ccceet
645625(2-ETHYL-2-HEXENAL 0O=CC(=CCCC)CC
64532974|NONYLPHENYL_DIPHENYL_PHOSPHA|P(=0)(Oc1ccc(CCCCCCCCC)cc1)(Ocicee
65452SALICYLAMIDE NC(=0)c1c(O)ccect
65850|BENZOIC_ACID OC(=0)c1ccccct
6533682| SCOPALAMINE_HYDROBROMIDE_3H2|N1(C)C2C30C3C1CC(OC(=0)C(CO)ciccg
66717 [0O-PHENANTHROLINE n1c2c3ncccc3ccc2ccc
66819|CYCLOHEXIMIDE N1C(=0)CC(CC(0)C2CC(C)CC(C)C2=0)C
67210|DL-ETHIONINE S(CCCC(=0)0O)CC
67481|CHOLINE_CHLORIDE N(C)(C)(C)CCO
67630|ISOPROPANOL OC(C)C
67641|ACETONE 0=C(C)C
67721 |HEXACHLOROETHANE CIC(CI)(CIC(CI)(CNHCI
67970|VITAMIN_D3 OC1CCC(=C)C(=CC=C2C3C(C)(C(C(C)CC
673063 |D-PHENYLALANINE NC(Ccicceec1)C(=0)O
68122|N,N-DIMETHYLFORMAMIDE N(C)(C)C=0
688744|TRIBUTYL_BORATE B(OCCCC)(OCCCC)OCCCC
50533 CHLORPROMAZINE Clcicc2c(cc1)Scic(cccc1)N2CCCN(C)C
69658|D-MANNITOL 01CC(0)C(0)C(0)C10c1cceect
69749|CYTARABINE_HCL N1(C20C(CO)C(0)C20)C=CC(=N)NC1=0
70304|HEXACHLOROPHENE Cle1¢(Clyce(Cl)e(O)c1Cce1c(Cl)c(Cl)ee(Cl)e
71589|MEDROXYPROGESTERONE_ACETATHO(C1(C(=0)C)C2(C)C(C3C(C4(C)CCC(=0
7149260|LINALYL_ANTHRANILATE Nc1c(C(=0)OC(C)(CCC=C(C)C)C=C)cccc
7177482|AMPICILLIN_TRIHYDRATE S1C2N(C(CC(=0)0)C1(C)C)C(=0)C2NC(=
72140|SULFATHIAZOLE S(=0)(=0)(NC1SC=CN=1)c1ccc(N)cc1
72208|ENDRIN CIC12C3C4C50C5C(C3C(CH(C1(CHCHC(C
72548| TETRACHLORODIPHENYLETHANE CIC(CIl)C(c1cee(Clycet)cicec(Clycet
72559|DICHLORODIPHENOLDICHLOROETHY|Clc1ccc(C(=C(Cl)Cl)c2ccc(Cl)cc2)cct
723466 SULFAMETHOXAZOLE S(=0)(=0)(NC1=NOC(C)=C1)ciccc(N)cc
73223|L-TRYPTOPHAN N1c2¢c(C(CC(N)C(=0)0)=C1)ccecc2
73494|QUINETHAZONE_(AQUAMOX) Clc1¢(S(=0)(=0)N)cc2c(c1)NC(CC)NC2=0
738705|TRIMETHOPRIM Nc1nc(N)c(Cc2cc(OC)c(OC)c(OC)c2)en
74113|P-CHLOROBENZOIC_ACID Clcicee(C(=0)0O)cct
7493632|ALLYL_ANTHRANILATE Nc1c(C(=0)OCC=C)cccct
75047 |MONOETHYLAMINE NCC
75058| ACETONITRILE N#CC
75070|ACETALDEHYDE 0=CC
75127|FORMAMIDE NC=0
75274|DICHLOROBROMOMETHANE BrC(CI)CI
75310|MONO-ISOPROPYLAMINE NC(C)C
75343|1,1-DICHLOROETHANE CIC(CI)C
75354 |VINYLIDENE_CHLORIDE CIC(=C)CI
75525|NITROMETHANE N(=0)(=0)C
75649| TERT-BUTYLAMINE NC(C)(C)C
75650| TERT-BUTYL_ALCOHOL OC(C)(C)C
75832|2,2-DIMETHYLBUTANE C(C)(C)(C)CC
75865|2-HYDROXY-2-METHYL-PROPANE-NITIN#CC(O)(C)C
756796 (DIMETHYL_METHYLPHOSPHONATE [P(=0)(C)(OC)OC
759944 EPTAM_(S-ETHYL-N,N-DIPROPYLTHIO|S(CC)C(=0O)N(CCC)CCC
76017|PENTACHLOROETHANE CIC(Cl)(ChC(Cl)Cl




76380|METHOXYFLURANE FC(F)(OC)C(CIHCI
76448|HEPTACHLOR CIC12C3C(C(Ch(C1(ChChC(CH=C2C)C=C
764421 |FUMARONITRILE N#CC=CC#N
768525|N-ISOPROPYL_ANILINE N(C(C)C)c1ceceect
77065|GIBBERELLIC_ACID 01C23C4C5(C(C(=0)O)C2C(C)(C(O)C=C3
77474|HEXACHLOROCYCLOPENTADIENE  |CIC1(CI)C(Cl)=C(CI)C(Cl)=C1Cl
77656|BROMODIETHYLACETYLUREA BrC(CC)(CC)C(=O)NC(=O)N
77736(DICYCLOPENTADIENE C12C(C3CC1C=C3)C=CC2
77792|3-SULFOLENE S1(=0)(=0)CC=CC1
7756969|BUTYL_ANTHRANILATE Nc1c(C(=0)OCCCC)ccccl
7779160|CYCLOHEXYL_ANTHRANILATE Nc1c(C(=0)OC2CCCCC2)ccect
7779773|ISOBUTYL_ANTHRANILATE Nc1c(C(=0)OCC(C)C)ccect
78115|PENTAERYTHRITOL_TETRANITRATE_|N(=0)(=0)OCC(CON(=0)=0)(CON(=0)=0
78386|DIETHYL_ETHYLPHOSPHONATE P(=0)(OCC)(OCC)CC
78400|TRIETHYL_PHOSPHATE P(=0)(OCC)(OCC)OCC
78422|TRIS_(2-ETHYLHEXYL) PHOSPHATE |P(=0)(OCC(CCCC)CC)(OCC(CCCC)CC)O
78444|CARISOPRODOL N(C(C)C)C(=0)OCC(C)(COC(=0)N)CCC
78513|TRIBUTOXYETHYL_PHOSPHATE P(=0)(OCCOCCCC)(OCCOCCCC)OCCO(
78591|ISOPHORONE 0=C1CC(C)(C)CC(C)=C1
78795|ISOPRENE CC(=C)C=C
78819|ISOBUTYL_AMINE NCC(C)C
78842(ISOBUTYRALDEHYDE 0=CC(C)C
78900|PROPYLENEDIAMINE NC(C)CN
78933|ETHYL_METHYL_KETONE 0=C(C)CC
79005|1,1,2-TRICHLOROETHANE CIC(CI)CCI
79094|PROPIONIC_ACID OC(=0)CC
79107|ACRYLIC_ACID 0OC(=0)C=C
79118 MONOCHLOROACETIC_ACID CICC(=0)O
79152|N-BROMOACETAMIDE BrNC(=0)C
79209(METHYL_ACETATE O(C)C(=0)C
79210|PEROXYACETIC_ACID 0O(0)C(=0)C
79243|NITROETHANE N(=0)(=0)CC
79298|2,3-DIMETHYLBUTANE C(C)(C)C(C)C
79414|METHACRYLIC_ACID OC(=0)C(=C)C
7994713,3',5,5'-TETRABROMO_BISPHENOL _A|Brc1c(O)c(Br)cc(C(C)(C)c2cc(Br)c(O)c(Br)¢
793248[N-(1,3-DIMETHYLBUTYL)-N'-PHENYL-P{N(C(C)CC(C)C)c1ccc(Nc2ccecec2)ce
80057|4,4'-ISOPROPYLIDENEDIPHENOL Oc1cce(C(C)(C)c2cee(O)ec2)cet
80080|4,4'-SULFONYLDIANILINE S(=0)(=0)(c1cce(N)cc1)cicee(N)cet
80308|N-CYCLOHEXYL-4-METHYL_BENZENE]S(=0)(=0)(NC1CCCCC1)c1ccc(C)cct
80397|N-ETHYL-4-METHYL_BENZENESULFONS(=0)(=0)(NCC)c1ccc(C)ccl
80433|CUMENE_PEROXIDE O(OC(C)(C)c1ceeeet)C(C)(C)elcececct
80466|P-TERT-PENTYL_PHENOL Oc1cec(C(C)(C)CC)cct
80626 |METHYL_METHACRYLATE 0O(C)C(=0)C(=C)C
81072[SACCHARIN S1(=0)(=0)NC(=0)c2ciccec2
81118]4,4'-DIAMINO-2,2'-STILBENEDISULFON|S(=0)(=0)(0)c1c(C=Cc2c(S(=0)(=0)O)cc(
81141|MUSK_KETONE N(=0)(=0)c1¢c(C(C)(C)C)c(N(=0)=0)c(C)c
82622|3,4,6-TRICHLORO-2-NITROPHENOL _ (D Clc1c(Cl)ce(Cl)c(O)c1N(=0)=0
82688(PENTACHLORONITROBENZENE Clc1¢(Cl)e(Cl)e(N(=0)=0)c(Cl)c1Cl
83329|ACENAPHTHENE C1Cc2c3c(cceec13)cec?2
83385|2,6-DICHLOROBENZALDEHYDE Clc1¢(C=0)c(Cl)ceet
83669|MUSK_AMBRETTE N(=0)(=0)c1¢c(OC)c(C(C)(C)C)cc(N(=0)=0
83794|ROTENONE 01C2C0c3c(cc(OC)c(0C)c3)C2C(=0)c2cH




834286

PHENFORMIN.HCL

N(CCc1cceec1)C(=N)NC(=N)N

839907

1,3,5-TRIS(2-HYDROXYETHYL)TRIAZIN

N1(CCO)C(=O)N(CCO)C(=O)N(CCO)C1=C

85223

2,3,4,5,6-PENTABROMOETHYLBENZEN

Brc1c(Br)c(Br)c(CC)c(Br)c1Br

85449(PHTHALIC_ANHYDRIDE 01C(=0)c2¢(cccc2)C1=0
85983|N,N'-DIETHYLCARBANILIDE N(CC)(c1cceec1)C(=0O)N(CC)c1cceect
86000[2-NITRO-1,1'-BIPHENYL N(=0)(=0)c1c(-c2cccec2)cecct
86306|N-NITROSODIPHENYLAMINE N(N=0O)(c1ccceci1)ciceeect
87252|ETHYL_ANTHRANILATE Nc1c(C(=0)OCC)cccct
87296|CINNAMYL_ANTHRANILATE Nc1¢(C(=0)OCC=Cc2ccccc2)ceect
87616|1,2,3-TRICHLOROBENZENE Clc1c(Cl)ccec1Cl
87650|2,6-DICHLOROPHENOL Clc1¢(O)c(Cl)ceet
87683|HEXACHLORO-1,3-BUTADIENE CIC(Cl)=C(CHC(CH=C(CHCI
87821|HEXABROMOBENZENE Brc1c(Br)c(Br)c(Br)c(Br)c1Br
87832|PENTABROMOTOLUENE Brc1c(Br)c(Br)c(C)c(Br)c1Br
87865|PENTACHLOROPHENOL, TECHNICAL |Clc1c(Cl)c(Cl)c(O)c(Cl)ciCl

872504

N-METHYL-2-PYRROLIDONE

N1(C)CCCC1=0

874420

2,4-DICHLOROBENZALDEHYDE

Clc1¢(C=0)ccce(Cl)ct

879390

2,3,4,5-TETRACHLORONITROBENZENH

Clc1c(Cl)c(Cl)cc(N(=0)=0)c1Cl

88062

2,4,6-TRICHLOROPHENOL

Clc1c(O)c(Clyce(Cl)ct

88164

0O-CHLOROBENZOTRIFLUORIDE

FC(F)(F)c1c(Cl)cceet

88233

6-AMINO-4-CHLORO-1-PHENOL-2-SULH

Clc1cc(S(=0)(=0)0)c(O)c(N)cT

88722

O-NITROTOLUENE

N(=0)(=0)c1¢c(C)ccect

88755

O-NITROPHENOL

N(=0)(=0)c1c(O)cccet

88960

PHTHALAMIDE

NC(=0)c1c(C(=0)N)ccecet

88993

PHTHALIC_ACID

OC(=0)c1c(C(=0)O)cccect

89258(1-PHENYL-3-METHYL-5-PYRAZOLONE [N1(c2ccccc2)N=C(C)CC1=0
89725|0-SEC-BUTYLPHENOL Oc1c(C(C)CC)cccct

89985 (2-CHLOROBENZALDEHYDE Clc1¢(C=0)cccc
90006|0O-ETHYL_PHENOL Oc1c(CC)cccci
90335(BETA-METHYLUMBELLIFERONE 0O1c2¢(cee(0)c2)C(C)=CC1=0
91203|NAPHTHALENE c12c(cceel)ceece?2

91441 |7-DIETHYLAMINO-4-METHYLCOUMARI|N(CC)(CC)c1cc2c(cc1)C(C)=CC(=0)02
91667|N,N-DIETHYLANILINE N(CC)(CC)c1cccect

91849(PYRILAMINE N(C)(C)CCN(Cc1ccc(OC)cc1)cincecct
92524 |BIPHENYL c1(-c2ccccce)cccect
92591 |N-ETHYL-N-PHENYL_BENZYLAMINE |N(CC)(Cc1cccececi)cicecect

92660|4-BROMOBIPHENYL Brc1ccc(-c2cccec2)ccet
92842|PHENOTHIAZINE S1c2c(cccc2)Nc2c1ceec2
920661(1,1,1,3,3,3-HEXAFLUORO-2-PROPANOIFC(F)(F)C(O)C(F)(F)F

924425

N-METHYLOLACRYLAMIDE

N(CO)C(=0)C=C

93152

METHYL_EUGENOL

O(C)c1c(OC)cee(CC=C)ct

93583|METHYL_BENZOATE 0O(C)C(=0)c1ccecct
931975|CYCLOHEXANONE_CYANOHYDRIN |N#CC1(0O)CCCCCH1
933755|2,3,6-TRICHLOROPHENOL Clc1c(Cl)eee(Cl)ec10
933788|2,3,5-TRICHLOROPHENOL Clc1c(Cl)ee(Cl)ec10
935955|2,3,5,6-TETRACHLOROPHENOL Clc1c(Cl)ee(Che(Clhe10

94202

CHLORPROPAMIDE

Clcicec(S(=0)(=0)NC(=O)NCCC)cct

94257

N-BUTYL-P-AMINOBENZOATE

Nc1cee(C(=0)OCCCC)cct

94360

BENZOYL_PEROXIDE

O(0C(=0)c1ceccec1)C(=0)c1ceecct

94597

SAFROLE

01CO0c2c1cc(CC=C)cc2

95192

HEPTADECYL_HYDROXYETHYLIMIDAZ

N1(CCO)CCN=C1CCCCCCCCCCCCCCCA

95465

O-BROMOTOLUENE

Brc1c(C)cecct




95476|0O-XYLENE Ccic(C)cccct
95487(0-CRESOL Oc1c(C)cccct
95501]|1,2-DICHLOROBENZENE Clc1c(Cl)ceect
95512(0-CHLOROANILINE Clc1c(N)ccececet
95578|0-CHLOROPHENOL Clc1c(O)ccect
95749|4-METHYL-5-CHLORO-1-ANILINE Clc1c(C)cee(N)ct
95761|3,4-DICHLOROANILINE Clc1c(Cl)cee(N)ct
95772|3,4-DICHLOROPHENOL Clc1c(Cl)cee(O)ct
95794|5-CHLORO-O-TOLUIDINE Clc1cc(N)c(C)ect
95829|2,5-DICHLOROANILINE Clc1c(N)ce(Cl)eel
95943|1,2,4,5-TETRACHLOROBENZENE Clc1c(Cl)ee(Clye(Cl)et
95954|2,4,5-TRICHLOROPHENOL Clc1¢(Cl)ec(O)e(Clyct
958930(THENYLDIAMINE_HCL S1C=C(CN(CCN(C)C)c2nccecc2)C=C1
96311|N,N'-DIMETHYLUREA N(C)C(=0)NC
96333|METHYL_ACRYLATE 0O(C)C(=0)C=C
96377|METHYL_CYCLOPENTANE C1(C)CCCCH
96673|6-AMINO-4-NITRO-1-PHENOL-2-SULFO|S(=0)(=0)(0)c1c(O)c(N)cc(N(=0)=0)cA
96695(4,4'-THIOBIS(6-TERT-BUTYL-M-CRESO|S(c1¢(C)cc(0)c(C(C)(C)C)c1)c1c(C)ec(O)c
968810|ACETOHEXAMIDE S(=0)(=0)(NC(=O)NC1CCCCC1)cicec(C(s
97187]2,2'-THIOBIS(4,6-DICHLOROPHENOL) |Clc1c(O)c(Sc2¢(O)c(Cl)ec(Cl)c2)ce(Cl)ct
97245|2,2'-THIOBIS(4-CHLOROPHENOL) Clc1ce(Sc2c(0O)cee(Cl)c2)e(O)cet
97427|CARVYL_ACETATE O(C1CC(C(=C)C)CC=C1C)C(=0)C
97530|1-ALLYL-3-METHOXY-4-HYDROXYBENJO(C)c1c(O)ccc(CC=C)c1
97541 [ISOEUGENOL 0O(C)c1c(O)cee(C=CC)cH
97632|ETHYL_METHACRYLATE O(CC)C(=0)C(=C)C
97778| TETRAETHYLTHIURAM_DISULFIDE [S(SC(=S)N(CC)CC)C(=S)N(CC)CC
97847|N,N,N',N'-TERAMETHYL-1,3-BUTANEDI{N(C)(C)C(C)CCN(C)C
97881|BUTYL_METBACRYLATE O(CCCC)C(=0)C(=C)C
98000|FURFURAL_ALCOHOL 01C(CO)=CC=C1
98011|FURFURAL 01C(C=0)=CC=C1
98088|BENZOTRIFLUORIDE FC(F)(F)c1cccect
98113|BENZENE_SULFONIC_ACID S(=0)(=0)(O)c1cceccet
98157|M-CHLOROBENZOTRIFLUORIDE FC(F)(F)c1cc(Cl)ceet
98168|3-AMINO-ALPHA ALPHA ALPHA-TRIFLUFC(F)(F)c1cc(N)ccct
98306|2-AMINO-4-(METHYLSULFONYL)PHEN(S(=0)(=0)(C)c1cc(N)c(O)cc
98373|2-AMINO-1-PHENOL-4-SULFONIC_ACIOS(=0)(=0)(0)c1cc(N)c(O)cet
98464 |3-NITRO-ALPHA,ALPHA, ALPHA-TRIFLUYFC(F)(F)c1cc(N(=0)=0)ccc
98511 |P-TERT-BUTYLTOLUENE C(C)(C)(C)cicee(C)ect
98566|4-CHLORO-ALPHA,ALPHA,ALPHA-TRIF|FC(F)(F)c1ccc(Cl)cct
98839|ALPHA-METHYL_STYRENE CC(=C)c1cceect
98851 |ALPHA-METHYLBENZYL_ALCOHOL [OC(C)cicccect
98953 (NITROBENZENE N(=0)(=0)c1ccecct
98964 |PYRAZINAMIDE NC(=0O)c1ncenct
982570| CHLORAMPHENICOL,SODIUM_SUCCINCIC(CI)C(=0)NC(COC(=0)CCC(=0)O)C(C
989388|BASIC_RED_1 N(CC)c1c(C)cc2c(c1)Oc1cec(=NCC)c(C)cet
99081 M-NITROTOLUENE N(=0)(=0)c1cc(C)cecet
99489|CARVEOL OC1CC(C(=C)C)CC=C1C
99752|METHYL-P-TOLUATE 0O(C)C(=0)c1cee(C)eet
99821 |P-MENTHANE C1(C(C)C)CCC(C)CCH
992596|DIRECT_RED_2 S(=0)(=0)(0)c1c2c¢(c(N)c(N=Nc3c(C)cc(-c
999553(ALLYL_ACRYLATE O(CC=C)C(=0)C=C
999815((2-CHLOROETHYL)TRIMETHYLAMMONN(C)(C)(C)CCCI




51218

FLUOROURACIL

FC1=CNC(=O)NC1=0

521313

O-AMINOPHTHALYL_HYDRAZIDE

0=C1c2c(c(N)ccc2)C(=0)NN1

117840

DI-OCTYL_PHTHALATE

O(CCCCCCCC)C(=0)c1c(C(=0)OCCCCCH

83261

2-PIVALYL-1,3-INDANDIONE

0=C1C(C(=0)C(C)(C)C)C(=0)c2c1ccee2

646140

1-NITROHEXANE

CCCCCCN(=0)=0

50340

PROPANTHELINE_BROMIDE_Therap_c

c1ccc20c3ceccc3C(C(=0)OCCN(C)(C(C)C

636260|5-METHYL-2-THIOURACIL C1(C)=CNC(=S)NC1=0
108781]1,3,5-Triazine-2,4,6-triamine n1c(N)nc(N)nc1N

119391 |Phthalazinone N1N=Cc2c(C1=0)cccc?2
150696 (DULCIN ¢1¢c(OCC)ccc(NC(N)=0)cH

26530201

Kathon_893

S1N(CCCCCCCC)C(=0)C=CT

6358312

C.l._Pigment_Yellow 74

N(=0)(=0)c1cc(OC)c(N=NC(C(=0)C)C(=0

91587

2-Chloronaphthalene

Clc1cc2c(cct)ccec?2

934327

2-Aminobenzimidazole

N1c2c(cccc2)NC=1N

61825

1H-1,2,4-Triazol-3-amine

N1=CNC(N)=N1

1455772

1H-1,2,4-Triazole-3,5-diamine

NTN=C(N)NC=1N

3.89E+08

1-TERT-BUTYL-2-AMINONAPHTHALEN

C(C)(C)(C)c1c2c(ccc1N)ceec2

3.89E+08

1-TERT-BUTYL-2-AMINOFLUORENE

C(C)(C)(C)c1c2c(-c3c(ccee3)C2)ccc1N

3.14E+08

3,5-DIETHYL-4-AMINOBIPHENYL

c1(-c2cc(CC)c(N)c(CC)c2)cecect

3.89E+08

3,5-DIISOPROPYL-4-AMINOBIPHENYL

c1(-c2cc(C(C)C)c(N)c(C(C)C)c2)cccecet

74518993|BENZENAMINE, 4-[2-[4-(1,1-DIMETHYL]C(C)(C)(C)c1ccc(C=Cc2ccc(N)cc2)cct
134316(8-HYDROXYZUINOLINE_SULFATE nic2c(cccl)ccec20
2735048|ANILINE, 2,4-DIMETHOXY- Nc1c(OC)cc(OC)ccet
528745(DICHLOROMETHOTREXATE Clc1¢(N(C)Cc2nc3c(nc(N)nc3N)nc2)c(Cl)co
298000|METHYL_PARATHION N(=0)(=0)c1ccc(OP(=S)(0OC)OC)cc
101779(4,4'-METHYLENE_DIANALINE Nciccc(Cc2ccc(N)cec2)ce
26471625|2,4-AND_2,6-TOLUENE_DIISOCYANATHN(=0)#Cc1cc(C)cc(C#N=0)c1
29385431 | TOLYTRIAZOLE N1N=Nc2c1ccc(C)c2
12789036|CHLORDANE_(TECHNICAL_GRADE) |CIC12C3C(C(Cl)(C1(CHCl)C(C=C2CI)CC(
4170303/ CROTONALDEHYDE 0=CC=CC

100005

1-CHLORO-4-NITROBENZENE

Clc1cec(N(=0)=0)cc1

100447|BENZYL_CHLORIDE ClCc1ccecect

100652 (N-PHENYLHYDROXYLAMINE N(O)c1ccececet
100743|N-ETHYLMORPHOLINE N1(CC)CCOCCH

100754 N-NITROSOPIPERIDINE N1(N=0O)CCCCCH1
101144|4,4'-METHYLENEBIS(2-CHLOROANILIN[Clc1c(N)cce(Cc2cc(Cl)c(N)cec2)c

101804

4,4'-OXYDIANILINE

Nc1cece(Oc2ccc(N)ce2)cct

102067(1,3-DIPHENYLGUANIDINE N(c1cccec1)C(=N)Nciceecet
102283|M-AMINOACETANILIDE N(c1cc(N)ceel)C(=0)C
102501 |M-CRESIDINE Nc1c(C)ec(OC)cct
102965|STYRENE_AND_BETA-NITROSTYRENHEN(=0)(=0)C=Cc1cccccl
103333|AZOBENZENE N(=Nc1cceec1)cicecect
103899|N-ACETYL-P-TOLUIDINE N(c1cce(C)ecl)C(=0)C
104949 (P-ANISIDINE Nc1ccc(OC)cct
106478|P-CHLOROANILINE Clcicce(N)cet
10605217|CARBENDAZIN N1C(NC(=0)OC)=Nc2c1cccc2
107028|ACROLEIN 0=CC=C
107062|METHYLENE_CHLORIDE CICCCI
107073|2-CHLOROETHANOL CICCO
107153|ETHYLENE_DIAMINE NCCN
108429|M-CHLOROANILINE Clcicc(N)ceet

108452

M-PHENYLENEDIAMINE

Nc1cc(N)cee




108601|BIS(2-CHLORO-1-METHYLETHYL)ETHHCICC(C)OC(C)CCI
108690(3,5-XYLIDINE Nc1ce(C)ec(C)cet
110269|N,N'-METHYLENE-BIS-ACRYLAMIDE |N(CNC(=0)C=C)C(=0)C=C

111411

N-HYDROXYETHYLETHYLENEDIAMINE

N(CCN)CCO

111444|BIS(2-CHLOROETHYL)ETHER CICCOCCCI
117180(2,3,5,6-TETRACHLORONITROBENZENHClc1c(Cl)cc(Cl)c(Cl)c1N(=0)=0
117793|2-AMINOANTHRAQUINONE ¢12C(=0)c3c(C(=0)c1cc(N)cc2)ceee3
118718|MALTOL 01C(C)=C(0)C(=0)C=C1

119904 (3,3'-DIMETHOXYBENZIDINE Nc1¢c(OC)cc(-c2cc(OC)c(N)cec2)cct
120127|ANTHRACENE c12c¢(cc3c(c1)cece3)cece2
120376(3-ETHYLAMINO-4-METHYLPHENOL N(CC)c1c(C)ecee(O)ct
120718|P-CRESIDINE Nc1c(OC)cec(C)ct
122667|HYDRAZOBENZENE N(Nciccceet)ciceeect

122805 |P-AMINOACETANILIDE N(c1ccc(N)cc1)C(=0)C

126727 |TRIS(2,3-DIBROMOPROPYL)PHOSPHA|BrC(CBr)COP(=0)(OCC(Br)CBr)OCC(Br)C
129000|PYRENE c12c3c4cccicecc2ccc3cecd

129157 [2-METHYL-1-NITROANTHRAQUINONE |c12C(=0)c3c(C(=0)c1c(N(=0)=0)c(C)cc2)
129179|ACID_BLUE_A1 ¢1(C(c2¢(S(=0)(=0)0{-}cc(S(=0)(=0)O{-}

13014181

2,4-A,A,A-PENTACHLOROTOLUENE

CIC(CI)(Cl)c1c(Clyee(Cl)eet

13014249

3,4-A,A,A-PENTACHLOROTOLUENE

CIC(CI)(Cl)c1ce(Cl)c(Cl)cet

131533

2,2'-DIHYDROXY-4-METHOXYBENZOPH

O(C)c1ce(0)e(C(=0)c2c(O)ceec2)cct

131577

2-HYDROXY-4-METHOXYBENZOPHEN

0O(C)c1cc(0)c(C(=0)c2ccecec)cct

133904

CHLORAMBEN

Clc1c(N)cee(Cl)ec1C(=0)0

13366739

PHOTODIELDRIN

CIC12C3(CI)C4C5C60C6C4C(C(CI)(C1(Cl

134292

O-ANISIDINE.HCL

Nc1c(OC)cccct

134327

1-NAPHTHYLAMINE

Nc1c2c(cccl)ceec?

13552448

4,4-METHYLENEDIANILINE.2HCL

Nc1cce(Cc2ccc(N)ce2)cet

136356

DIAZOAMINOBENZENE

N(N=Nc1ccccec1)cicceect

13674878

TRIS(1,3-DICHLORO-2-PROPYL)PHOSH

CICC(OP(=0)(OC(CCI)CCl)OC(CCICCI)CA

13684634

PHENMEDIPHAM

N(c1cc(OC(=0)Nc2cc(C)ccc)ccc1)C(=0)C

137097

2,4-DIAMINOPHENOL

c1cc(O)c(N)cciN

138896

N,N-DIMETHYL-P-NITROSOANILINE

N(C)(C)c1ccc(N=0)cc1

13889924

S-(N-PROPYL)CHLOROTHIOFORMIC_A

CIC(=0)SCCC

139651|4,4'-THIODIANILINE S(c1cecc(N)cc1)cicec(N)ect
140498|4'-(CHLOROACETYL)_ACETANILIDE |CICC(=0)c1ccc(NC(=0)C)cci
140885|ETHYL_ACRYLATE O(CC)C(=0)C=C
1421632[2'4'5'-TRIHYDROXYBUTYROPHENONE [Oc1¢(O)cc(C(=0)CCC)c(O)ci
1465254 |N-(1-NAPHTHYL)ETHYLENEDIAMINE.2N(CCN)c1c2c(ccc1)cecec2
148243(8-HYDROXYQUINOLINE nic2c(ccc1)cecc20

148798

2-(4-THIAZOLYL)-BENZIMAZOLE

S1C=NC(C2Nc3c(N=2)cccc3)=C1

149304

2-MERCAPTOBENZOTHIAZOLE

S1c2c¢(cccc2)NC1=S

1504741|O-METHOXYCINNAMALDEHYDE 0O(C)c1c(C=CC=0)cccet
15110744|2,5-DINITRO-9H-FLUORENE N(=0)(=0)c1c2-c3c(cc(N(=0)=0)cc3)Cc2c
15121843|O-NITROPHENETHYL_ALCOHOL N(=0)(=0)c1¢(CCO)ccect
1522925(3-BROMO-2,2-BIS(BROMOMETHYL)-1-§BrCC(CBr)(CBr)CO
15481706|2,6-DIAMINOTOLUENE.2HCL Nc1c(C)c(N)ceel
156105|P-NITROSODIPHENYLAMINE N(c1ccc(N=0O)cc1)ciceeect
156434 |P-PHENETIDINE Nc1cec(OCC)cct
156627 |CALCIUM_CYANAMIDE NC#N

1562943

P-AZOXYANISOLE

N(=0)(=Nc1ccc(OC)cc1)cicec(OC)cc

16452010

O-CRESIDINE

Nc1cc(OC)c(C)ect

1694093

ACID_VIOLET_49

¢1(C(c2ccc(N(Cc3cc(S(=0)(=0)O0{-})ccel)(




17026812

3-AMINO-4-ETHOXYACETANILIDE

N(c1cc(N)c(OCC)cc1)C(=0)C

17369594

3-PROPYLIDENE_PHTHALIDE

01C(=0)c2c¢(ccecc2)C1=CCC

17372871

EOSIN

Brc1c2c(cc(Br)c10)O1(CC(=0)c3c1ccece3)¢

1836755[NITROFEN Clc1c(Oc2ccc(N(=0)=0)cc2)cce(Cl)ct
1854268 |DIMETHYLOLDIHYDROXYETHYLENE_YN1(CO)C(O)C(O)N(CO)C1=0
192972|BENZO(E)PYRENE c12c3c4c5c(cicecc2cec3cccd)cceed
1929824 |2-CHLORO-6-(TRICHLOROMETHYL)PY|CIC(CI)(Cl)c1nc(Cl)ccct
1937377|DIRECT_BLACK_38 c1(-c2ccc(N=Nc3c(N)c4c(O)c(N=Nc5cceee
19660163|2,3-DIBROMOPROPYL_ACRYLATE BrC(CBr)COC(=0)C=C
20265978|P-ANISIDINE.HCL Nc1ccc(OC)cct
205992|BENZO(B)FLUORANTHENE c12c3c(ccdcic(cec2)cicdcececet)cceel
2185924|2-BIPHENYLAMINE.HCL Nc1c(-c2ccecec2)cecet
2206895|2-CHLOROETHYL_ACRYLATE CICCOC(=0)C=C
23564058| THIOPHANATE, METHYL_ESTER S=C(Nc1c(NC(=S)NC(=0)OC)cccc1)NC(=(
24140305|(+)-2-METHYLBUTYL-4-METHOXYBENZN(=Cc1ccc(OC)cc1)c1cec(C=CC(=0)OCC(|
2425856|C._|._PIGMENT_RED_3 N(=0)(=0)c1c(N=Nc2c3c(ccc20)ccee3)cee
2461156|2-ETHYLHEXYL_GLYCIDYL_ETHER 01C(COCC(CCCC)CC)CA
2465272|BASIC_YELLOW_2 N(C)(C)c1cee(C(=N)c2cec(N(C)C)ec2)cet
25843452|AZOXYMETHANE CN=N(C)=0
2646175|SOLVENT_ORANGE_2 N(=Nc1c(C)ceeel)ci1c2c(cecc10)ccec?
2675776|CHLORONEB Clc1¢(OC)cc(Cl)c(OC)ct
2698411|0-CHLOROBENZALMALONITRILE Clc1¢c(C=C(C#N)C#N)cceccl

28322023

4-ACETYLAMINOFLUORENE

N(c1c2c(ccc1)Ceic-2cccc1)C(=0)C

2835952

3-AMINO-6-METHYLPHENOL

Nc1ce(O)c(C)ect

29743155

4-BUTYLOXYBENZAL-4-ETHLANILINE

N(=Cc1ccc(OCCCC)cc1)cicec(CC)ect

301122|METASYSTOX-R S(=0)(CCSP(=0)(0OC)OC)CC
303344 [LASIOCARPINE N12C(C(OC(=0)C(C)=CC)CC1)C(COC(=0
3209221)2,3-DICHLORONITROBENZENE Clc1c(Cl)ccecc1N(=0)=0
3234024| TRANS-2,3-DIBROMO-2-BUTENE-1,4-D|BrC(=C(Br)CO)CO
3266237|2,3-EPOXYBUTANE 01C(C)C1C
3626286 |DIRECT_GREEN_1 c1(-c2ccc(N=Nc3c(N)c4c(O)c(N=Nc5cccee
367259(2,4-DIFLUOROANILINE Fc1c(N)ccc(F)c
3689245|TETRAETHYL_DITHIOPYROPHOSPHA(S=P(OP(=S)(OCC)OCC)(OCC)OCC
3761533|ACID_RED_26 S(=0)(=0)(0)c1c(0O)c(N=Nc2c(C)cc(C)cc?)
39156417|2,4-DIAMINOANISOLE_SULFATE Nc1c(OC)ccc(N)ct
4067167|PENTAETHYLENEHEXAMINE N(CCNCCNCCN)CCNCCN
4080313[N-(3-CHLOROALLYL)_HEXAMINIUM_CHC(Cl)=CCN{+}12(.CK{-})CN3CN(CN(C3)C1)
4553622|METHYL_GLUTARONITRILE N#CC(C)CCC#N
463047|N-AMYL_NITRITE N(=0)OCCCCC
464108(BROMOPICRIN BrC(Br)(Br)N(=0)=0
4719044|HEXAHYDRO-1,3,5-TRIS(HYDROXYETHN1(CCO)CN(CCO)CN(CCO)C1
480819(SENECIPHYLLINE N12C3C(OC(=0)C(=CC)CC(=C)C(O)(C)C(
4801392|2-AMINOACETANILIDE_HCL NCC(=0)Nc1cceecet
4823476|2-BROMOETHYL_ACRYLATE BrCCOC(=0)C=C
495487|AZOXYBENZENE N(=0)(=Nc1cccec1)ciceeect
496720(3,4-DIAMINOTOLUENE Nc1c(N)cee(C)et
50000|FORMALDEHYDE 0=C
50180[{CYCLOPHOSPHAMIDE CICCN(P1(=0)NCCCO1)CCCI
50328|BENZOPYRENE;3,4- c12c3c4cccicic(cc2ecc3eccd)cccc
505226(1,3-DIOXANE 01COCCC1
503300(1,2-PROPYLENE_OXIDE 01CCCH
51309|ISOPROTERENOL_HYDROCHLORIDE |N(C(C)C)CC(O)c1cc(O)c(O)ccl




51796|URETHANE NC(=0)OCC
513371|DIMETHYLVINYL_CHLORIDE CIC=C(C)C
5131588|4-NITRO-M-PHENYLENEDIAMINE N(=0)(=0)c1c(N)cc(N)ce
5131602|4-CHLORO-M-PHENYLENEDIAMINE |Clc1c(N)cc(N)cc
53032|PREDNISONE 0OC1(C(=0)CO)C2(C)C(CI3C(C4(C)C(=CC(
53703|DIBENZ(A,H)ANTHRACENE c12c3c(ccciceicdce(cectc2)cececd)ccecl
53963|2-ACETYLAMINOFLUORENE N(c1cc2c(cc1)-cic(cecec1)C2)C(=0)C
531851|BENZIDINE.HCL Nc1ccc(-c2ccc(N)ec2)ce
532821 |BASIC_ORANGE_2 Nc1c(N=Nc2cccce2)cee(N)ct
536903|M-ANISIDINE Nc1cc(OC)ccct
540238(P-TOLUIDINE.HCL Ncicce(C)ecl
542563|ISOBUTYL_NITRITE N(=0)OCC(C)C
545062 TRICHLOROACETONITRILE CIC(CI)(CI)C#N
55185[N-NITROSODIETHYLAMINE N(N=0)(CC)CC

485472|NINHYDRIN OC1(0)C(=0)c2c(ccec2)C1=0
55389 FENTHION S(C)c1c(C)cc(OP(=S)(0C)OC)cct
55550|N-METHYL-P-AMINOPHENOL_SULFAT|N(C)c1ccc(O)cct

551064

ALPHA-NAPHTHYL_ISOTHIOCYANATE

S=C=Nc1c2c(ccc1)cecec2

552169

O-NITROBENZOIC_ACID

N(=0)(=0)c1c(C(=0)O)cccct

554007

2,4-DICHLOROANILINE

Clc1c(N)cec(Cl)c

557119

ALLYL_UREA

N(CC=C)C(=O)N

56495

3-METHYLCHOLANTHRENE

C1Cc2c3c(cc4che(cecde13)cecees)cec2C

563473

3-CHLORO-2-METHYLPROPENE

CICC(=C)C

569619

BASIC_RED_9

¢1(C(c2ccc(N)cc2)=C2C=CC(=N{+}.CK-})CH

584849

2,4-TOLUENE_DIISOCYANATE

N(=C=0)c1c(C)ccc(N=C=0)c1

59892

N-NITROSOMORPHOLINE

N1(N=0)CCOCCT

594718

2-CHLORO-2-NITROPROPANE

CIC(C)(C)N(=0)=0

594729

1,1-DICHLORO-1-NITROETHANE

CIC(CI)(C)N(=0)=0

60093|SOLVENT_YELLOW _1 Nc1ccc(N=Nc2cccee2)ccei

6041947|C._I._PIGMENT_RED_2 Clc1c(N=Nc2c3c(cc(C(=0)Ncdccececd)c20)

609201 (2,6-DICHLORO-P-PHENYLENEDIAMINHClc1c(N)c(Cl)cc(N)c
6109973|3-AMINO-9-ETHYLCARBAZOLE.HCL |N1(CC)c2c(-c3c1ccece3)cc(N)cc2

611063(2,4-DICHLORONITROBENZENE Clc1c(N(=0)=0)cce(Cl)ci

612828(3,3'-DIMETHYLBENZIDINE_2HCL Nc1c(C)ce(-c2cc(C)c(N)cec2)cet

612839(3,3 -DICHLOROBENZIDINE_2HCL Clc1c(N)cee(-c2cc(N)c(Cl)ce2)c

613138|2-AMINOANTHRACENE Nc1cc2c(cc3ce(c2)ceece3)cet

62759|N-NITROSODIMETHYLAMINE N(C)(C)N=0O
621318|3-ETHYLAMINOPHENOL N(CC)c1cc(O)cect
6219892|4-AMINO-4'-HYDROXY-3-METHYLDIPHHEN(c1cc(C)c(N)cec1)cicee(O)cei
627305(3-CHLORO-1-PROPANOL CICCCO
6358538|SOLVENT_RED_80 N(=Nc1c(OC)ccc(OC)c1)c1c2c(cecc1O)ecce
6369591|2,5-DIAMINOTOLUENE_SULFATE Nc1c(C)ce(N)ce
6459945|ACID_RED_114 c1(-c2cc(C)c(N=Nc3c4c(S(=0)(=0)0{-}.[Ng
72560(DI(P-ETHYLPHENYL)DICHLOROETHANCIC(CI)C(c1ccc(CC)cci)cicec(CC)ect
74317|N,N'-DIPHENYL-P-PHENYLENEDIAMINHN(c1ccc(Nc2cceec2)cc1)ciceceet
75876 CHLORAL, _ANHYDROUS CIC(CI)(CNHC(=0)C
76062|CHLOROPICRIN CIC(CI)(CIN(=0)=0
78944(METHYL_VINYL_KETONE 0=C(C)C=C
79447 |DIMETHYLCARBAMYL_CHLORIDE CIC(=0O)N(C)C
80159 CUMENE_HYDROPEROXIDE 0O(0)C(C)(C)ciceecet
8003223|SOLVENT_YELLOW_33 n1c2c(ccc1C1C(=0)c3c(ccee3)C1=0)ccecz
83727[2-HYDROXY-1,4-NAPHTHOQUINONE [C1(0O)C(=0)c2c¢(C(=0)C=1)cccc2




842079|SOLVENT_YELLOW_14 N(=Nciccceei)cic2c(cecc10)ccec2
85018|PHENANTHRENE c12c3c(cecicecc2)ceecc3
85029 (BENZO(F)QUINOLINE n1c2c(c3c(cc2)ceee3)cect
86500|GUSATHION S(P(=S)(OC)OC)CN1N=Nc2c(cccc2)C1=0
87592|2,3-XYLIDINE Nc1c(C)c(C)cect
88891 |PICRIC_ACID N(=0)(=0)c1¢c(0)c(N(=0)=0)cc(N(=0)=0)d
881038[1-NITRO-2-METHYLNAPHTHALENE N(=0)(=0)c1c2c(ccc1C)cecc2

89634 (4-CHLORO-2-NITROANILINE Clc1cc(N(=0)=0)c(N)cc
90040|0O-ANISIDINE Nc1c(OC)cccct
90131[1-CHLORONAPHTHALENE Clc1c2c(ccc1)ceec2
90415|2-AMINOBIPHENYL Nc1c(-c2cceec2)ccect
91623[6-METHYLQUINOLINE n1c2c(cc(C)cc2)cect
91689|3-DIETHYLAMINOPHENOL N(CC)(CC)c1cc(O)ccct
91930(3,3'-DIMETHOXYBENZIDINE-4,4'-DIISO{N(=C=0)c1c(OC)cc(-c2cc(OC)c(N=C=0)cc

92671

4-AMINO-1,1'-BIPHENYL

Nc1cce(-c2cceec2)ccet

93050

N,N-DIETHYL-P-PHENYLENEDIAMINE

N(CC)(CC)c1ccc(N)cet

93469|N,N'-DI-2-NAPHTHYL-P-PHENYLENEDIAN(c1cc2c(cc1)ccec2)cicec(Nec2ce3ce(ce2)ce
95067 |SULFALLATE CIC(=C)CSC(=S)N(CC)CC
95147|1,2,3-BENZOTRIAZOLE N1N=Nc2cicccc2
95545|0-PHENYLENEDIAMINE Nc1c(N)cceet
95647]3,4-XYLIDINE Nci1cc(C)c(C)ecl
95681|2,4-DIMETHYLANILINE Nc1c(C)ce(C)ecl
95783|2,5-XYLIDINE Nc1c(C)cee(C)et
95807]|2,4-DIAMINOTOLUENE Nci1c(C)cec(N)cl
95830|4-CHLORO-0O-PHENYLENEDIAMINE  |Clc1cc(N)c(N)cct

95852 [2-AMINO-4-CHLOROPHENOL Clc1cc(N)c(O)cct
96128|1,2-DIBROMO-3-CHLOROPROPANE |BrC(CBr)CClI
96184(1,2,3-TRICHLOROPROPANE CIC(CCIHCCI
97234|2,2'-METHYLENEBIS-(4-CHLOROPHEN(Clc1cc(Cc2¢c(O)ccc(Cl)c2)c(O)cct
97563[SOLVENT_YELLOW_3 Nc1c(C)cc(N=Nc2c(C)ccee2)cc
9954713,4-DICHLORONITROBENZENE Clc1¢(Cl)ccec(N(=0)=0)cH
99570(2-AMINO-4-NITROPHENOL N(=0)(=0)c1cc(N)c(O)cct
99989|N,N-DIMETHYL-P-PHENYLENEDIAMINEN(C)(C)c1ccc(N)cc

207089|PL-106995 cl1ccc2c(c1)ccic(c2)c2eecce3c2c1cecl
119937]3,3'-Tolidine c1¢(C)c(N)cee1-c1ec(C)e(N)eei
90459(9-Aminoacridine nic2c(cccc2)c(N)c2ciceec2
91087|Toluene_2,6-diisocyanate N(c1¢(C)c(N=C=0)ccc1)=C=0
305033[CHLORAMBUCIL ¢1(N(CCCI)CCCl)cec(CCCC(0)=0)cct
12225217|Pigment_Yellow_100 S(=0)(=0)(0)c1ccc(N2N=C(C(=0)O)C(N=N

3066704

2-Propenoic_acid, 2-methyl-, 2,3-dibrom

BrC(CBr)COC(=0)C(=C)C

19315641

ACETOHYDROXAMIC_ACID,_N-(4-ETH

¢1(OCC)ccc(N(O)C(C)=0)cct

610491

1-ANTHRACENAMINE

c1(N)c2c(cc3c(cceel)c2)cect

17359545

2H-1,4-BENZOXAZIN-3(4H)-ONE,_2,4-D

c12c(cccc1)N(O)C(=0)C(0)02

15893524

2H-1,4-BENZOXAZIN-3(4H)-ONE,_2,4-D

¢12¢(cc(0OC)cc1)OC(0)C(=0)N20

69884055

2H-1,4-BENZOXAZIN-3(4H)-ONE,4-HYD

c12¢(cc(OC)cc1)OCC(=0)N20

480193

FLAVONE,_3,4',5,7-TETRAHYDROXY-3'

C1(0)C(=0)c2c(0)cc(0)cc20C=1c1cc(OC

4309664

4-STILBENAMINE,_(E)-

¢1(C=Cc2ccc(N)cc2)ceecct

1.26E+08

BENZENAMINE,_4-((4-AMINO-3-METH(Q

¢1(N)c(OC)cc(N=Nc2ccc(N(CC)CC)cc2)cct

1.26E+08

ETHANOL, 2 2-((4-((4-AMINO-3-METH(

c1(N)c(OC)cc(N=Nc2ccc(N(CCO)CCO)cc2

31386386

HYDROXYLAMINE, N,O-DIACETYL-N-(}

Py Py Py ey

¢1(OCC)ccc(N(C(C)=0)OC(C)=0)cc1

1.28E+08

2-NAPHTHALENESULFONIC_ACID,_6-A

¢1(S(=0)(=0)O[Na])c(N=Nc2c(OC)cc(N=Nq

86282

9-ETHYLCARBAZOLE

c12-c3c(cccc3)N(CC)ciceec2




3544238|3-METHOXY-4-AMINOAZO_BENZENE |c1(N)c(OC)cc(N=Nc2cccee2)cct
95056|PG-242189 C(=S)(N(CC)CC)SC(=S)N(CC)CC
1484124|9-METHYLCARBAZOLE, 99% c12-c3c(cccc3)N(C)eciceec2
18028552|1,4-DIMETHYLCARBAZOLE ¢12-c3c(c(C)ccc3C)Neiceee2
18024118|1,4,9-TRIMETHYLCARBAZOLE ¢12-¢3c(c(C)ccec3C)N(C)ciceec2
18028563|1,4,6-TRIMETHYLCARBAZOLE ¢12-c3c(c(C)ccc3C)Neicee(C)c2
128950|ANTHRAQUINONE, 1,4-DIAMINO- ¢12C(=0)c3c(C(=0)c1c(N)ccc2N)ceee3
131146|ANTHRAQUINONE, 2,6-DIAMINO- ¢12C(=0)c3c(C(=0)c1cc(N)cc2)cec(N)e3
153786|2-AMINOFLUORENE c12-c3c(cc(N)ce3)Cciceec2
2150609|2-ANTHRACENESULFONIC_ACID, 4,8-|c12C(=0)c3c(C(=0)c1¢c(0)c(S(=0)(=0)O[N
493527|ACID_RED_2 C(=0)(0O)c1c(N=Nc2ccc(N(C)C)cc2)cceet
2.79E+08|1,1'-BIPHENYL,_3,5-DIMETHYL-4'-NITR{c1(-c2cc(C)cc(C)c2)ccec(N(=0)=0)cc1
3.89E+08|1-ETHYL-2-AMINONAPHTHALENE ¢1(N)c(CC)c2c(ccec)cet
3.89E+08|1-ISOPROPYL-2-AMINONAPHTHALENHc1(N)c(C(C)C)c2¢(cccc2)cct

67219709

1-BUTYL-2-AMINONAPHTHALENE

N)c(CCCC)c2c(ccee)cet

3.89E+08

1-BUTYL-2-AMINOFLUORENE

¢12-c3c(c(CCCC)c(N)cc3)Ceiceec2

3.89E+08

3-ETHYL-4-AMINOBIPHENYL

1(-c2cc(CC)c(N)ce2)ccceet

1.28E+08

3-ISOPROPYL-4-AMINOBIPHENYL

3.89E+08

3-BUTYL-4-AMINOBIPHENYL

1(-c2cc(CCCC)c(N)cc2)cceect

(

2

(
c1(-c2cc(C(C)C)c(N)cc2)ceceet

(

C

2.76E+08|3-TERT-BUTYL-4-AMINOBIPHENYL C(C)(C)(C)c1c(N)cee(-c2cceec2)c
54810821|3,5-DIMETHYL-4-AMINOBIPHENYL c1(-c2cc(C)c(N)c(C)c2)ceeect
7314081|4-STILBENAMINE, 4'-METHYL-, (E)- |c1(C=Cc2ccc(C)cc2)ccc(N)ccl
3.46E+08|BENZENAMINE, 4-[(1E)-2-(4-ETHYLPHHc1(C=Cc2ccc(CC)cc2)ccc(N)ce
3.46E+08|BENZENAMINE,_4-[(1E)-2-[4-(1-METHYl c1(C=Cc2ccc(C(C)C)cc2)ccc(N)cc
3.46E+08|BENZENAMINE, 4-[(1E)-2-[4-(1-METHYIl c1(C=Cc2ccc(C(C)CC)cc2)ccc(N)cct
3.46E+08|BENZENE, 1-(1-METHYLETHYL)-4-[(1E]c1(C=Cc2ccc(C(C)C)cc2)cec(N(=0)=0)cc
74518959|BENZENE, 1-(1,1-DIMETHYLETHYL)-4-|C(C)(C)(C)c1ccc(C=Cc2ccc(N(=0)=0)cc2)
3.46E+08|BENZENE,_1-(1-METHYLPROPYL)-4-[(1]c1(C=Cc2ccc(C(C)CC)cc2)ccc(N(=0)=0)cq
0[6-AMINO-3-[4-(4-DIETHYLAMINOPHENYc1(S(=0)(=0)O[Na])c(N=NC2C(OC)=CC(N
0[6-AMINO-3-[4-(4-HYDROXYETHYLAMIN|c1(S(=0)(=0)O[Na])c(N=NC2C(OC)=CC(N
553300|PROFLAVINE_SULFATE c12c¢(cc3c(cc(N)ce3)n1)cee(N)c2
2508205|FLUORENE,_2-NITROSO- ¢12-c3c(cc(N=0)cc3)Cciceec2
53941|HYDROXYLAMINE, N-FLUOREN-2-YL- |c12-c3c(cc(NO)cc3)Cclccec?
1606673|1-PYRENAMINE c12c3c4c(c(N)ccecdcce3ecel)ce2
78491028 |DIAZOLIDINYLUREA C1(=0)C(N(C(=O)NCO)CO)N(CO)C(=0)N1
2143886|4-METHYL-4'-NITROBIPHENYL c1(-c2ccc(C)cc2)cec(N(=0)=0)cc1
2.79E+08|1,1'-BIPHENYL,_4-(1-METHYLETHYL)-4c1(-c2ccc(C(C)C)cc2)ccc(N(=0)=0)cc
2.79E+08|1,1'-BIPHENYL,_4-BUTYL-4'-NITRO- c1(-c2ccc(CCCC)cc2)cec(N(=0)=0)cci
3.89E+08|1-ETHYL-2-AMINOFLUORENE ¢12-¢3c(c(CC)c(N)cc3)Cciceec2
5216251|4-Chlorobenzotrichloride C(ChH(CI)(Cl)c1cee(Cl)eet
82757|Peri_Acid ¢1(S(=0)(=0)O)c2¢c(N)ccec2ecct
91974|3,3'-Dimethyl-4,4'-diphenylene_diisocyandc1(-c2cc(C)c(N=0)cc2)cc(C)c(N=0)cc1
89612|1,4-Dichloro-2-nitrobenzene ¢1(Cl)c(N(=0)=0)cc(Cl)cci
302012|Hydrazine NN
109648|1,3-Dibromopropane C(Br)CCBr
785308|4,4'-Diaminobenzanilide C(=0)(c1ccc(N)cc1)Neicee(N)cet
1126610|1,2-Benzenediol,_4-(2-propenyl)- ¢1(0)c(0)cc(CC=C)cct
105204 [4,4'-Diaminobenzanilide C(=0)(c1cce(N)cc1)Neicee(N)cet
144056|3,3'-Dimethyl-4,4'-Biphenyl-Diisocyanate |c1(-c2cc(C)c(N=C=0)cc2)cc(C)c(N=C=0)c
136793[1-Amino-8-Naphtalene ¢1(S(=0)(=0)0)c2¢c(N)ccec2ecc
2243610|1,4-NAPHTHALENEDIAMINE c1(N)c2c(c(N)cc1)ccee2
50817|VITAMIN_C C1(=0)C(0)=C(O)C(C(O)CO)O1




75003|ETHYL_CHLORIDE C(C)ClI
1675543|PROPANE, 2,2-BIS(p-(2,3-EPOXYPROP{c1(C(C)(C)c2ccc(OCC3CO3)cc2)ccc(OCCH
76002910]1,2-Propanediol, 3-[4-[1-methyl-1-[4-(oxirdc1(C(C)c2ccc(OCC3CO3)cc2)ccc(OCC(O)(
92933 |BIPHENYL, 4-NITRO- c1(-c2ccc(N(=0)=0)cc2)ccecci
10125765|BIPHENYL, 4-NITROSO- c1( c2ccc(N=0)cc2)cceect
5307142|2-NITRO-P-PHENYLENEDIAMINE ¢1(N)c(N(=0)=0)cc(N)cc1
105113|P-BENZOQUINONE_DIOXIME C1(=NO)C=CC(=NO)C=C1
86577[1-NITRONAPHTHALENE ¢1(N(=0)=0)c2c(ccce)cee
1825214|PENTACHLOROANISOLE ¢1(Cl)c(Cl)c(Clyc(Cl)e(Cl)c10C
94520|6-NITROBENZIMIDAZOLE c12¢c(cc(N(=0)=0)cc1)N=CN2
2645070|4-NITROHIPPURIC_ACID C(=0)(c1ccc(N(=0)=0)cc1)NCC(=0)O
5160021|D&C_RED_9 ¢1(0)c(N=Nc2c¢(S(=0)(=0)0)cc(Cl)c(C)c2)4
554847 (M-NITROPHENOL ¢1(0O)cc(N(=0)=0)ccci
19686738|1-BROMO-2-PROPANOL C(C)(0)CBr
612237[O-NITROBENZYL_CHLORIDE ¢1(N(=0)=0)c(CCl)cccei
106934|1,2-DIBROMOETHANE C(Br)CBr
121664|2-AMINO-5-NITROTHIAZOLE C1(N(=0)=0)=CNC(=N)S1
121142|2,4-DINITROTOLUENE_(PURIFIED) (C)e(N(=0)=0)cc(N(=0)=0)cc1
135206| CUPFERRON (N(O)N=O)cccecet
100141|P-NITROBENZYL_CHLORIDE (N(=0)=0)ccc(CClycc
2243621|1,5-NAPHTHALENEDIAMINE c1(N)c2c(c(N)cee2)ceet
504881 [3-NITROPROPIONIC_ACID C(=0)(O)CCN(=0)=0
79367 |DICHLOROACETYL_CHLORIDE C(=0)(ChC(ChClI
1.29E+08(3,6-DINITROBENZO(a)PYRENE ¢1(N(=0)=0)c2c3c4c(c(N(=0)=0)c5c(c4cc
42397648]1,6-DINITROPYRENE ¢1(N(=0)=0)c2c3c4c(c(N(=0)=0)cccicc)
31551458|2,7-DINITRO-9H-FLUOREN-9-ONE ¢12C(=0)c3c(-c1cec(N(=0)=0)c2)ccc(N(=@
99592|5-NITRO-O-ANISIDINE ¢1(OC)c(N)cc(N(=0)=0)cc1
2058028 [1-AMINO-2-CARBOXYLATE-4-NITROANc12C(=0)c3c(C(=0)c1c(N)c(C(=0)O)cc2N
84651]9,10-ANTHRAQUINONE ¢12C(=0)c3c(C(=0)c1ccecc2)ceece3
99569|4-NITRO-O-PHENYLENEDIAMINE ¢1(N)c(N)cc(N(=0)=0)cc1
607578|9H-FLUORENE,_2-NITRO- c12-c3c(cc(N(=0)=0)cc3)Ccicecec2
2784943|HC_BLUE_1 ¢1(NC)c(N(=0)=0)cc(C(CCO)CCO)cct
3682197|4-NITROPHTHALHYDRAZIDE ¢1(0O)c2¢c(c(O)nn1)cc(N(=0)=0)cc2
602879|5-NITROACENAPHTHENE ¢12¢3c(c(N(=0)=0)ccc3CC1)ccc2
1.29E+08(1,6-DINITROBENZO(a)PYRENE ¢1(N(=0)=0)c2c3c4c(c5c(c(N(=0)=0)c4cc
1.08E+08[9H-FLUORENE, 2-METHYL-7-NITRO- [c12-c3c(cc(C)cc3)Ce1cc(N(=0)=0)cc2
1758685|1,2-DIAMINOANTHRAQUINONE ¢12C(=0)c3c(C(=0)c1c(N)c(N)cc2)cecee3
21739913|CYTEMBENA C(Br)(C(=0)c1ccec(0C)cc1)=CC(=0)0
140567|METHYL_ORANGE_B ¢1(N=NS(=0)(=0)O)ccc(N(C)C)cci
16238565|7-BROMOMETHYL-12-METHYLBENZ(A)c12c(c3c(C)c4c(c(CBr)c3cc1)cceced)ccec2
24370250|2-BENZIMIDAZOLYLUREA c12c(cccc1)N=C(NC(N)=O)N2
3025772|1-((4-NITROPHENYL)AZO)-2-NAPHTHE|c1(N)c(N=Nc2ccc(N(=0)=0)cc2)c2¢c(cccc2
57976|7,12-DIMETHYLBENZ(A)ANTHRACENE c120(c c(C)c4c(c(C)c3cct)cceed)ceec?2
602380(1,8-DINITRONAPHTHALENE ¢1(N(=0)=0)c2c¢(N(=0)=0)cccc2cccet
605710(1,5-DINITRONAPHTHALENE ¢1(N(=0)=0)c2¢(c(N(=0)=0)ccc2)ccc
99558|5-NITRO-O-TOLUIDINE ¢1(C)c(N)cc(N(=0)=0)cc1
1.88E+08(1,4,6-TRIMETHYL-3-NITROCARBAZOLHc12-c3c(c(C)cc(N(=0)=0)c3C)Ncicec(C)c2
1.88E+08[9-METHYL-2-NITROCARBAZOLE c12-c3c(cc(N(=0)=0)cc3)N(C)ci1cecec2
602642(1,2,3-TRIHYDROXYANTHRAQUINONE |[c12C(=0)c3c(C(=0)c1¢c(0)c(0)c(O)c2)ceed
145493(1,5-DIHYDROXY-4,8-DIAMINOANTHRA(c12C(=0)c3c(C(=0)c1c(O)ccc2N)c(N)ccc3
606371(1,3-DINITRONAPHTHALENE ¢1(N(=0)=0)c2¢(cc(N(=0)=0)c1)cccc2
36536466|BETA-BUTYROLACTONE-(+-) C1(=0)CC(C)O1




1116547 [N-NITROSODIETHANOLAMINE C(O)CN(CCO)N=0O
117395(QUERCETIN C1(0)C(=0)c2c¢(0)cc(0)cc20C=1c1cc(O)c

1817738[2-BROMO-4,6-DINITROANILINE ¢1(Br)c(N)c(N(=0)=0)cc(N(=0)=0)c1

2871014|HC_RED_3 ¢1(NCCO)c(N(=0)=0)cc(N)cc1

3068880|BETA-BUTYROLACTONE C1(=0)CC(C)0O1

4424060|PIGMENT_ORANGE_43 C1( 0)c2c3c(C4=Nc5c(cccc5)N14)cect1C(4
52551674|HC_YELLOW_4 N(CCO)CCO)c(O)cc(N(=0)=0)cc1
61702441|2-CHLORO-P-PHENYLENEDIAMINE_SUc1(N)c(Cl)cc(N)ce1

6358072|2-AMINO-4-CHLORO-5-NITROPHENOL |c
96913[2-AMINO-4,6-DINITROPHENOL N)c(O)c(N(=0)=0)cc(N(=0)=0)c1
2.79E+08|1,1'-Biphenyl, 4-ethyl-4'-nitro- 2ccc(CC)ec2)cec(N(=0)=0)cct

ci(
ci(
¢1(0)c(N)cc(Cl)c(N(=0)=0)ci
ci(
cl(-

C
C

952216(1,1'-Biphenyl, 3-methyl-4'-nitro- c1(-c2cc(C)ccc2)cec(N(=0)=0)cc1
2.76E+08[1,1'-Biphenyl, 3-(1,1-dimethylethyl)-4-nitro C(C)(C)(C)c1c(N=0)ccc(-c2cccec2)ct
6610088 |NAPHTHALENE, 2-NITROSO-

613478

N-HYDROXY-2-NAPHTHYLAMINE

(
c12c(cc(N=0)cc1)ccec2
c12c¢(cc(NO)cc1)ccee2

100254

BENZENE, p-DINITRO-

¢1(N(=0)=0)ccc(N(=0)=0)cc1

495181

BENZOHYDROXAMIC-ACID-

C(=0)(c1ccecec1)NO

100276

P-NITROPHENETHYL_ALCOHOL

¢1(N(=0)=0)ccc(CCO)cct

106876

1-ETHYLENEOXY-3,4-EPOXYCYCLOHE

C1(C2CC3C(CC2)03)COT

121880

2-AMINO-5-NITROPHENOL

¢1(N)c(O)cc(N(=0)=0)cc1

122043

P-NITROBENZOYL_CHLORIDE

C(=0)(Cl)c1cece(N(=0)=0)cct

133062

CAPTAN

C1(=0)C2C(C(=0)N1SC(CI)(CI)CI)CC=CC:

23255938

HYCANTHONE_METHANESULFONATE

¢12C(=0)c3c(c(CO)cccBNCCN(CC)CC)ScH

3688537 2-

(2-FURYL)-3-(5-NITRO-2-FURYL)ACR

C(N)(=0)C(C1=CC=C01)=CC1=CC=C(N(=

4637563

4-HYDROXYAMINOQUINOLINE-1-OXID

C12C(=C(NO)C=CN1=0)C=CCC=2

53952

N-HYDROXY-2-ACETYLAMINOFLUORE

56575

4-NITROQUINOLINE-1-OXIDE

C
¢12-c3c(cc(N(O)C(C)=0)cc3)Cciceec2
C12C(=C(N(=0)=0)C=CN1=0)C=CCC=2

602608

9-NITROANTHRACENE

)
)
c12¢(c(N(=0)=0)c3c(ccce3)c1)cecec2

6285570|2-AMINO-6-NITROBENZOTHIAZOLE  |c12c(cc(N(=0)=0)cc1)SC(=N)N2

6358232|2-(2,4-DINITROANILINO)PHENOL ¢1(Nc2c¢(0)ccec2)c(N(=0)=0)cc(N(=0)=0)

6471494|PIGMENT_RED_23 C(=0)(c1c(0O)c(N=Nc2c(OC)ccc(N(=0)=0)d¢
70348|1-FLUORO-2,4-DINITROBENZENE ¢1(F)c(N(=0)=0)cc(N(=0)=0)cc1
89407|4-NITROPHTHALIMIDE C1(=0)c2¢c(C(=0)N1)cc(N(=0)=0)cc2

99309|2,6-DICHLORO-4-NITROANILINE ¢1(Clc(N)c(Cl)ec(N(=0)=0)c1
69314472|BIPHENYL, 3-METHYL-4-NITRO- c1( c2cc(C)c(N(=0)=0)cc2)cceect
1.28E+082-Isopropyl-4-phenylnitrobenzene c1( c2cc(C(C)C)c(N(=0)=0)cc2)cceccet
2.76E+08]1,1'-Biphenyl, 3,5-diethyl-4-nitro- c1(-c2cc(CC)c(N(=0)=0)c(CC)c2)ccecct
3468631|PIGMENT ORANGE 5 ¢1(0O)c(N=Nc2c(N(=0)=0)cc(N(=0)=0)cc2
3.46E+08|[1,1'-Biphenyl]-4-amine, 3-(1,1-dimethyletl C(C)(C)(C)c1 ¢(NO)ccc(-c2ccecec2)c
3.46E+08]|[1,1'-Biphenyl]-4-amine, 4'-(1,1-dimethylet| C(C)(C)(C)c1cce(-c2ccc(NO)cc2)cct
117124[1,5-DIHYDROXYANTHRAQUINONE ¢12C(=0)c3c(C(=0)c1c(O)ccc2)cecec30
116858 [1-AMINO-4-HYDROXYANTHRAQUINON|c12C(=0)c3c(C(=0)c1c(O)ccc2N)cecee3d
99650|BENZENE, m-DINITRO- ¢1(N(=0)=0)cc(N(=0)=0)ccc1
618871 |ANILINE, 3,5-DINITRO- ¢1(N)cc(N(=0)=0)cc(N(=0)=0)c1
99354|BENZENE, 1,3,5-TRINITRO- ¢1(N(=0)=0)cc(N(=0)=0)cc(N(=0)=0)c1
481721|ANTHRAQUINONE, 1,8-DIHYDROXY-3-fc12C(=0)c3c¢(C(=0)c1c(0)cc(CO)c2)c(O)c
100016|P-NITROANILINE ¢1(N)ccc(N(=0)=0)cct
119346|4-AMINO-2-NITROPHENOL ¢1(0O)c(N(=0)=0)cc(N)cct
121904|M-NITROBENZOYL_CHLORIDE C(=0)(Cl)c1cc(N(=0)=0)ccct
1777840(3-NITRO-P-ACETOPHENETIDE ¢1(OCC)c(N(=0)=0)cc(NC(C)=0)cc1
2429734 |DIRECT_BLUE_2 c1(-c2ccc(N=Nc3c(O)cdc(N)ce(S(=0)(=0)d
2475458|1,4,5,8-TETRAAMINOANTHRAQUINONHc12C(=0)c3c(C(=0)c1c(N)ccc2N)c(N)cce3




2832408 |DISPERSE_YELLOW_3 ¢1(0O)c(N=Nc2ccc(NC(C)=0)cc2)cc(C)cci
33229344|HC_BLUE_2 ¢1(N(CCO)CCO)c(N(=0)=0)cc(N(CCO)CC
5466842|4-NITROPHTHALIC_ANHYDRIDE C1(=0)c2¢c(C(=0)01)cc(N(=0)=0)cc2
59870[NITROFURAZONE C1(C=NNC(N)=0)=CC=C(N(=0)=0)01
616239(2,3-DICHLORO-1-PROPANOL C(Ch(CO)CCl
625489|2-NITROETHANOL C(O)CN(=0)=0
63923|PHENOXYBENZAMINE.HCL ¢c1(CN(C(C)COc2cccec2)CCCl)ccccct
6373746|ACID_ORANGE_3 ¢1(Nc2cc(S(=0)(=0)O)c(Nc3cceeel)cc2)c(
67209|1-[(5-NITROFURFURYLIDENE)AMINOJHC1(C=NN2C(=0O)NC(=0)C2)=CC=C(N(=0)
70257 [N-METHYL-N'-NITRO-N-NITROSOGUANC(=N)(N(C)N=O)NN(O)O
7166190|BETA-BROMO-BETA-NITROSTYRENE |c1(C=C(Br)N(=0)=0)ccccci
75478 TRIIODOMETHANE c((hl
81492(1-AMINO-2,4-DIBROMO_ANTHRAQUIN{c12C(=0)c3c(C(=0)c1c(N)c(Br)cc2Br)ccce
88880|PICRYL_CHLORIDE ¢1(N(=0)=0)c(Cl)c(N(=0)=0)cc(N(=0)=0)q(
97029|2,4-DINITROANILINE ¢1(N)c(N(=0)=0)cc(N(=0)=0)cc1
98873|ALPHA,ALPHA-DICHLOROTOLUENE [c1(C(CI)Cl)cceeet
2.79E+08[1,1'-Biphenyl, 4-(1,1-dimethylethyl)-4'-nitr¢ C(C)(C)(C)c1ccc(-c2ccc(N=0)cc2)cc1
72917352|1,4-DIMETHYL-6-HYDROXY-3-NITROCAc12-c3c¢(c(C)cc(N(=0)=0)c3C)Nc1ccc(O)cz
3.89E+08]1-Isopropyl-2-aminofluorene c12-c3¢(c(C(C)C)c(N)cc3)Cceiceec?2
6810260|N-Hydroxy-4-aminobiphenyl c1(-c2ccc(NO)cc2)cceect
1694208|STILBENE, 4-NITRO-, (E)- ¢1(C=Cc2ccc(N(=0)=0)cc2)cceec
82337(1,4-DIAMINO-5-NITROANTHRAQUINON|c12C(=0)c3c(C(=0)c1c(N)ccc2N)c(N(=0)=
6483869|1-NITRO-6(7)SULFONATOANTHRAQUINc12C(=0)c3c(C(=0)c1c(N(=0)=0)ccc2)cce
581646| THIONINE C12C(C=CC(=N)C=1)=Nc1c(ccc(N)c1)S2
42397659|1,8-DINITROPYRENE c1(N(=0)=0)c2c3c4c(c(N(=0)=0)cccdcec3
302170|CHLORAL_HYDRATE C(ChH(C)(CIC(O)O
100196|P-NITROACETOPHENONE C(C)(=0)c1cec(N(=0)=0)ccH
1072522|1-AZIRIDINE_ETHANOL C(O)CN1CCH
112572| TETRAETHYLENEPENTAMINE C(N)CNCCNCCNCCN
119153(4-(2,4-DINITROANILINO)PHENOL c1(Nc2ccc(O)cc2)c(N(=0)=0)cc(N(=0)=0)
120785|2,2'-DITHIOBISBENZOTHIAZOLE c12c(cccc1)N=C(SSC1=Nc3c(cccc3)S1)S2
139946 NITHIAZIDE C1(N(=0)=0)=CN=C(NC(=0O)NCC)S1
140089|TRIS(2-CHLOROETHYL)PHOSPHITE [C(Cl)COP(OCCCI)OCCCI
24554265|N-[4-(5-NITRO-2-FURYL)-2-THIAZOLYL]{C1(C2=CC=C(N(=0)=0)02)=CSC(NC=0)=
393522(2-FLUOROBENZQOYL_CHLORIDE C(=0)(Cl)c1c(F)cceet
4342034|DACARBAZINE C(N)(=0)C1=C(N=NN(C)C)NC=N1
542756(1,3-DICHLOROPROPENE C(CH=CCClI
57578 |BETA-PROPIOLACTONE C1(=0)CCO1
614459(TERT-BUTYL_PERBENZOATE C(=0)(c1cceecc1)O0C(C)(C)C
62625143|2-AMINO-6-CHLORO-4-NITROPHENOL [c1(Cl)c(O)c(N)cc(N(=0)=0)c1
765344|GLYCIDALDEHYDE C(=0)C1CO1
78886|2,3-DICHLORO-1-PROPENE C(=C)(ChCCl
79469|2-NITROPROPANE C(C)(C)N(=0)=0
81550]1,8-DIHYDROXY-4,5-DINITROANTHRA(c12C(=0)c3c(C(=0)c1c(O)ccc2N(=0)=0)c
88211|0-AMINO_BENZENESULFONIC_ACID |c1(S(=0)(=0)O)c(N)ccect
88733[1-CHLORO-2-NITROBENZENE ¢1(Cl)c(N(=0)=0)cccc
96139|2,3-DIBROMO-1-PROPANOL C(Br)(CO)CBr
98077|BENZOTRICHLORIDE C(CI)(CI)(Cl)c1ceeeet
123739|CROTONALDEHYDE C(=0)C=CC
64675(DIETHYLSULFATE C(C)0S(=0)(=0)0CC
1635616 |5-CHLORO-2-NITROANILINE ¢1(N(=0)=0)c(N)cc(Cl)cci
2.79E+08|1,1'-Biphenyl, 4-(1,1-dimethylethyl)-4'-nitr¢ C(C)(C)(C)c1cce(-c2ccc(N(=0)=0)cc2)cc




2.79E+08

Pyridine, 2-[4-(1,1-dimethylethyl)phenyl]-5

C(C)(C)(C)c1cece(-c2cee(N(=0)=0)cn2)cci

92814283

4-Ethyl-3-nitrobiphenyl

c1(-c2cc(CC)c(N(=0)=0)cc2)ccecci

1.29E+08

1,4-DIMETHYL-6-METHOXY-3-AMINOC

c12-c3c(c(C)cc(N)c3C)Ncicec(OC)c2

24325700

trans-4-Methyl-4'-nitrostilbene

¢1(C=Cc2ccc(C)cc2)ccc(N(=0)=0)cci

3.46E+08|Benzene, 1-ethyl-4-[(1E)-2-(4-nitrophenyl)|c1(C=Cc2ccc(CC)cc2)ccc(N(=0)=0)cc1
140954 (1,3-BIS-HYDROXYMETHYL-UREA C(=0)(NCO)NCO
81549]1,2,4-TRIHYDROXYANTHRAQUINONE c12C( 0)c3c¢(C(=0)c1¢c(0)c(0)cc20)ceec3
577333(1,2,10-ANTHRACENETRIOL ¢1(0)c(O)c2¢(c(O)c3c(ceece3)c2)cct
117055[1-BENZAMIDO-5-CHLOROANTHRAQUIc12C(=0)c3¢c(C(=0)c1c(NC(=0)c1cceect)co
82508]1-NITRO-5-SULFONATOANTHRAQUIN(c12C(=0)c3c(C(=0)c1c(N(=0)=0)ccc2)cce
2429803|ACID ORANGE 45 C1(S(=0)(=0)O)C(N)C(N=NC2CCC(C3CC
2945962|DIRECT BLACK 17 C1(S(=0)(=0)O)C(N=NC2C(OC)CC(N=NC
104916|P-QUINONE_MONOOXIME_(P-BENZO(c1(O)ccc(N=0)cc1
509148| TETRANITROMETHANE C(N(=0)=0)(N(=0)=0)(N(=0)=0)N(=0)=0
69056 [ QUINACRINE_2HCL c12¢(c(NC(C)CCCN(CC)CC)c3c(cc(Cl)ce3
148823(MELPHALAN C(=0)(O)C(N)Cc1cece(N(CCCI)CCCl)ccet
1955459 (PIVALOLACTONE C1(=0)C(C)(C)CO1
564001 [BUTANE, 1,2:3,4-DIEPOXY-,_meso- C1(C2C02)CO1
7206760|2-PHENYL-2-ETHYLMALONDIAMIDE |C(N)(=0O)C(c1cccec1)(C(N)=0)CC
95556 [2-AMINOPHENOL ¢1(0)c(N)cceet
100221|N,N,N',N'-TETRAMETHYL-P-PHENYLEN[c1(N(C)C)ccc(N(C)C)cc1
100390(ALPHA-BROMOTOLUENE ¢1(CBr)ccccct
10318260|DIBROMODULCITOL C(O)(C(O)C(O)C(O)CBr)CBr
110463[ISOAMYL_NITRITE C(C)(C)CCON=0
110496|2-METHOXYETHYL_ACETATE C(C)(=0)0OCCOC
111308|GLUTARALDEHYDE C(=0)CCCC=0
114830|1-ACETYL-2-PHENYLHYDRAZINE ¢1(NNC(C)=0)ccccct
120661 |ACETYL-O-TOLUIDINE ¢1(NC(C)=0)c(C)ccccet
121926|M-NITROBENZOIC_ACID C(=0)(O)c1cc(N(=0)=0)ccct
123773|AZODICARBONAMIDE C(N)(=O)N=NC(N)=0
125337 |PRIMACLONE C1(=0)C(c2cccec2)(CC)C(=0)NCNH1
127004|1-CHLORO-2-PROPANOL C(C)(O)CCI
141753|BUTYRYL_CHLORIDE C(=0)(Cl)CCC
141913(2,6-DIMETHYL_MORPHOLINE C1(C)CNCC(C)O1
16529569|2-METHYL-3-BUTENENITRILE C(#N)C(C)C=C
2016888|AMILORIDE_HCL C(=0)(c1c(N)nc(N)c(Chn1)NC(=N)N
26446355|ACETIN C(C)(=0)OCC(0)CO
3018120|DICHLOROACETONITRILE C(#N)C(CNHCI
3129917|DICYCLOHEXYLAMINE_NITRITE C1(NC2CCCCC2)CCCCCH1
320672(5-AZACYTIDINE C1(=0)N(C2C(0)C(O)C(CO)O2)C=NC(=N)
3252435|DIBROMOACETONITRILE C(#N)C(Br)Br
443481 [METRONIDAZOLE C1(N(=0)=0)=CN=C(C)N1CCO
446866|AZATHIOPRINE ¢1(SC2=C(N(=0)=0)N=CN2C)c2c(ncn1)N(
4465945|CYTOXAL_ALCOHOL C(O)CCNP(=0)(O)N(CCCI)CCCI
4635874 |3-PENTENENITRILE C(#N)CC=CC
488415|DIBROMOMANNITOL C(0)(C(O)C(O)C(O)CBr)CBr
503093(1,2-EPOXY-3-FLUOROPROPANE C1(CF)CO1
512561|TRIMETHYLPHOSPHATE COP(=0)(0C)OC
52244 |TRIS(1-AZIRIDINYL)PHOSPHINE_SULF|C1CN1P(=S)(N1CC1)N1CC1
52686| TRICHLORFON C(ChH(CH(CIHC(O)P(=0)(OC)OC
523875(DIMENHYDRINATE C1(=0)C2=C(N(C)C(=O)N1C)NC(Cl)=N2
540512(2-BROMO-1-ETHANOL C(Br)CO




5493458|1,2-CYCLOHEXANEDICARBOXYLIC_AJC(=0)(C1C(C(=0)OCC2C02)CCCC1)OCC
55867 |NITROGEN_MUSTARD_HCL C(CI)CN(C)CCCI
55981 |MYLERAN C(CCCOS(C)(=0)=0)0S(C)(=0)=0
554109(3-10D0O-1,2-PROPANEDIOL C(O)(CO)CI
56382|PARATHION ¢1(OP(=S)(OCC)OCC)ccc(N(=0)=0)cct
60515|DIMETHOATE C(=0)(CSP(=S)(OC)OC)NC
6112761|6-MERCAPTOPURINE_MONOHYDRATHC1(=S)C2=C(N=CN2)NC=N1
619170[4-NITROANTHRANILIC_ACID C(=0)(0O)c1c(N)cc(N(=0)=0)cc1
619238(M-NITROBENZYL_CHLORIDE ¢1(N(=0)=0)cc(CCl)ccci
62237 |P-NITROBENZOIC_ACID C(=0)(O)c1cec(N(=0)=0)cct
62500|ETHYL_METHANESULFONATE C(C)OS(C)(=0)=0
62737 |DICHLORVOS C(CI)(C)=COP(=0)(OC)OC
623176|FURFURAL_ACETATE C1(COC(C)=0)=CC=COH1
627189(3-BROMO-1-PROPANOL C(Br)CCO
66273|METHYL_METHANESULFONATE COS(C)(=0)=0
66751 |URACIL_MUSTARD ¢1(0)c(N(CCCI)CCClycne(O)n1
6959473|2-(CHLOROMETHYL)PYRIDINE.HCL |c1(CCl)cccent
6959484 |3-(CHLOROMETHYL)PYRIDINE.HCL |c1(CCl)ccenct
7195439|ISOPHTHALIC_DIGLYCIDYL_ESTER |C(=0)(c1cc(C(=0)OCC2C02)ccc1)OCC1G
74964|ETHYL_BROMIDE C(C)Br
75252| TRIBROMOMETHANE C(Br)(Br)Br
75558|PROPYLENIMINE C1(C)CN1
75912| TERT-BUTYL_HYDROPEROXIDE C(C)(C)(C)OO
78342|DIOXATHION C1(SP(=S)(OCC)OCC)C(SP(=S)(0OCC)OC(
78875|1,2-DICHLOROPROPANE C(C)(ChcCl
80137|HALAZONE C(=0)(0O)c1cee(S(=0)(=0)N(CI)Cl)cet
828002 (DIMETHOXANE_COMMERCIAL_GRADHC(C)(=0)OC1CC(C)OC(C)O1
91236[0O-NITROANISOLE ¢1(0OC)c(N(=0)=0)cccct
95841|2-AMINO-4-METHYLPHENOL ¢1(O)c(N)cc(C)ect
96093|STYRENE_OXIDE ¢1(C2C02)ccccct
96231]1,3-DICHLORO-2-PROPANOL C(O)(ccnccal
96457|N,N'-ETHYLENETHIOUREA C1(=S)NCCN1
97325|4-METHOXY-3-NITRO-N-PHENYLBENZ4C(=0)(c1cc(N(=0)=0)c(OC)cc1)Ncicccect
57147|1,1-DIMETHYLHYDRAZINE CN(C)N
1576358|P-TOLUENESULFONYL HYDRAZIDE |c1(S(=0)(=0O)NN)ccc(C)ccl
101257|N,N-DINITROSOPENTAMETHYLENETE|C1N(N=0O)CN2CN(N=0O)CN1C2
75263|2-BROMOPROPANE C(C)(C)Br
79083|BROMOACETIC ACID C(=0)(O)CBr
110521|BUTANE, 1,4-DIBROMO- C(Br)CCCBr
100174 [4-NITROANISOLE ¢1(OC)ccc(N(=0)=0)cc1
70634285|1,1'-Biphenyl, 3-(1,1-dimethylethyl)-4-nitrof C(C)(C)(C)c1c(N(=0)=0)ccc(-c2cccec2)ct
3658773|3(2H)-FURANONE, 2,5-DIMETHYL-4-HY|C1(=0)C(0)=C(C)OC1C




Mutagenicity witout S9 |Mutagenicity with S9
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