Supplementary Figure 1. LEL Estimation From Concentration-Response For All 1078 ToxCast
Chemicals. For each ToxCast chemical, a LEL was estimated using methods described in Figure 2.
At each concentration, each incidence was plotted, and once a significance threshold was achieved, the
point was colored red.
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1-[(2Z)-3-(2—chloro—3'-methoxybiphenyl-4-yl)prop—2-en-1-yllazepane hydrochloride (1:1)
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12-Propylene glycol
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13-Dibromo-55-dimethylhydantoin
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17beta—Trenbolone
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2-Bromo—-4-fluoro-N—{[(E)-2-(thiophen—2-yl)ethenyl]sulfonyl}benzamide
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2-Chloroacetophenone
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2-Ethyl-1-hexanol
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—5-nitroaniline
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2-tert-Butyl-5-methylphenol
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22-Bis(4-hydroxyphenyl)-111-trichloroethane
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23-Diaminotoluene
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24-Dinitrophenol
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26-Di-tert-butylphenol
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3-(1-{2-[(2R)-4-benzoyl-2—-(34—difluorophenyl)morpholin—2-yllethyl}-4-phenylpiperidin-4-yl)-11-dimethylurea hydrochloride (1:1)
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3-(1-{3-[(3S)-1-benzoyl-3-(34-dichlorophenyl)piperidin—3-yl]propyl}-4-phenylpiperidin-4-yl)-11-dimethylurea
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2-Bromophenyl)-7-{[2-(hydroxymethyl)-23-dihydro—14-benzodioxin-6-ylJamino}-1-methyl-34-dihydropyrimido[45-d]pyrimidin—2(1H)-one
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3—(Difluoromethyl)-1-(4-methoxyphenyl)-5-[4-(methylsulfinyl)phenyl]-1H-pyrazole
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3—[(dimethylamino)methyl]-4-[3-methyl-4—(methylsulfanyl)phenoxy]benzenesulfonamide
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3-{[1-(aminomethyl)cyclohexyl]methyl}-124-oxadiazol-5(4H)-one hydrochloride
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3-{[34-Bis(difluoromethoxy)phenyl](pyridin-3-ylmethyl)amino}benzoic acid

3—{4-[2—(5-methyl-2-phenyl-13-oxazol-4-yl)ethoxy]-1H-indol-1-yl}propanoic acid
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3-Bromo-1-propanol
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3-Buten—2-one 3-methyl-4-(266-trimethyl-2—cyclohexen-1-yl)—
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chloro—2-[(3R)-5-chloro—-1-(24-dimethoxybenzyl)-3-methyl-2-0x0-23-dihydro—1H-indol-3-yl]-N-ethyl-N—(pyridin—3-ylmethyl)benzamide hydrochloride
T1LT I | L .. .
[T LI B I R S L I L P 8 LIS M 50 AL I P R L U P R WL Ry 5 5 R I 5 PR P R L U Y P R Y S R I LIPS S0 L 5 g

3-ethyl-5-{5-[(4—ethylpiperazin—1-yl)sulfonyl]-2—propoxyphenyl}-2—(pyridin—2-ylmethyl)-26-dihydro—7H-pyrazolo[43—d]pyrimidin-7-one
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3-Hydroxyfluorene
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3-lodo—2—propynyl-N-butylcarbamate

MORT YSE_ AXiS EVE_ snou JAW_ otic PE_ BRAI soml PFIN CFIN PIG_ cIRe TRUN SWiM NC_ TR

[ ] [ ] [] [ [ ] [ ] ° °
TLTLL TLTLYE TodT Todi TLTLLLLTLE LT LY L LTI LT LT L4 TLTLELLTLY
3-Methylaniline
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3-Methylbutyl acetate
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3-Nitrotoluene
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3-Phenoxybenzoic acid
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3-Pyridinecarbonitrile
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3—pyridinecarboxamide 2-(213-benzoxadiazol-5-yloxy)-N-[[4-(1-hydroxy—1-methylethyl)phenylJmethyl]-
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3'=Azido—3'-deoxythymidine
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33'-Dimethoxybenzidine
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33'-Dimethoxybenzidine dihydrochloride
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33'-Dimethylbenzidine
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33.55.=Tetrabromobisphenol A
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3344556677888-Tridecafluorooctan—-1-ol
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3344556677888-Tridecafluorooctyl methacrylate
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34-Diaminotoluene
woRT vse_ axs eve. snou . one e oo som . crm Pie_ cire TRUN swn e "

m .. . A . .. . A .
BRI SLIUR R B L R RIS R L A LS PPN R LI BB R RIS R L A LS PLIP N R S R I P R L
34-Dichloronitrobenzene
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imethylphenol
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3a477a-Tetrahydro—47-methanoisobenzofuran—-13-dione
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4-({[4—(4—fluorophenoxy)phenyl]sulfonyl}amino)-N-hydroxytetrahydro—2H-pyran-4-carboxamide

B 8 8o [] 8 ° o
T T T (LB LR TT T T | ELB LI B L PR L B LR
4-(1133-Tetramethylbutyl)phenol
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4-Dichlorophenoxy)butyric acid
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4-(3—{[4—-(2—-methyl-1H-imidazol-1-yl)phenyl]sulfanyl}phenyl)tetrahydro—2H-pyran—-4-carboxamide methanesulfonate
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4-(Butan—2-yl)phenol
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-Cyclopentyl-77-difluoro-5-methyl-6-0x0-6789-tetrahydro—5H-pyrimido[45-b][14]diazepin—2-yl)amino]-3—-methoxy—N-(1-methylpiperidin—4-yl)benzamide

MORT YSE_ Axis EVE_ snou JAW_ otic PE_ BRAI som! PFIN CFIN PIG_ CIRe TRUN SwiM NC_ TR

4-Amino-124-triazole
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4-Aminoazobenzene
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4-Aminobenzoic acid
woRT vse_ axs eve. snou . one e oo som . crm Pie_ cire TRUN swn e "

4-Aminofolic acid
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4-Androstene-317-dione
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4-bromophenyl 14-diazabicyclo[3.2.2]nonane-4-carboxylate
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4-Butyrolactone
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4-Chloro-12-diaminobenzene
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fluoro—5-{[4—(3—fluorophenyl)-4—{2-[3-(2-methyl-1H-benzimidazol-1-yl)-8-azabicyclo[3.2.1]oct-8-yl]ethyl}piperidin—1-yllcarbonyl}-N-methylbenzenesulfonar
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4-Chloro—3-methylphenol
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4-Chlorobenzotrichloride
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hexylcyclohexanol
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4-Cyclohexylcyclohexanone
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4-Hydroxy—3-methoxybenzaldehyde
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4-Methyl-2-pentanol
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4-Nitroaniline
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4-Nitrobenzoic acid
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4-Nitrotoluene
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4-Nonylphenol
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4-Pentylaniline
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44'-Methylenebis(NN-dimethylaniline)
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44'-Methylenedianiline
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44'-Oxydianiline
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44'-Sulfonylbis[2—(prop—2-en—-1-yl)phenol]
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44.4"-Ethane-111-triyltriphenol
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5-(2-Chlorophenyl)-3-methyl-7-nitro-210-dihydropyrazolo[34-b][14]benzodiazepine
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4-Difluorophenoxy)—2-[(2-hydroxy—2-methylpropyl)amino]-8-methylpyrido[23-d]pyrimidin=7(8H)-one hydrochloride (1:1)
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Isulfonyl)-2—{[2—(dimethylamino)ethyl](ethy! NN-Diethyl-4—(4—phenylpiperidin—1-yl)benzamide trifluoroacetate (1:1)
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5-[2-methyl-3—(pyridin—-3-yl)-1H-indol-1-yl]pentanoic acid

WoRT ve_ s e swou s onic v o somi o e s cre TRUN swm No_ T

5-Amino—2-methylphenol
WoRT ve_ s e sou s onie v o somi o e s cre TRUN swm No_ T
T T LT T T TLT I T rTTCTT T TITTTLTIT CTT LT T I TLT LT TT LT TT T TTLTIT I
5-Chloro—2-methyl-3(2H)-isothiazolone
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1-aza-37-dioxabicyclo[3.3.0]octane
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fluorobenzyl)-N-(1H-indol-5-yl)-1H-indole-2-carboxamide
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5-methyl-N—{6—[(2-methylpyridin—3-yl)oxy]pyridin—3-yl}-6—(trifluoromethyl)-23-dihydro-1H-indole-1-carboxamide hydrochloride
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55-Dimethylhydantoin
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55-Diphenylhydantoin
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5alpha-Dihydrotestosterone
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6—(5—-{[(2S)—2-(4—fluorophenyl)-4-methylpiperazin—1-yljmethyl}furan-3-yl)-13-benzoxazol-2-ol hydrochloride hydrate
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6—Methyl-2-thiouracil
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Acibenzolar-S-methyl
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Benodanil
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Bis(2-ethylhexyl) decanedioate
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Bromoxynil
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Cariporide mesylate (HOE642)
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Clopyralid—olamine
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Cumene hydroperoxide
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Cyclanilide
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Cyclohexylamine
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Cypermethrin

MORT YSE_ Axis EVE_ snou JAW_ otic PE_ BRAI som! PFIN CFIN PIG_ CIRe TRUN SwiM NC_ TR

||||‘||‘I‘I‘I‘!“'q_l_l_l_l_|' ||||'|

Cyproconazole
WoRT ve_ s e sou s onie v o somi o e s cre TRUN swm No_ T

! ° o b b . . !
LTI L TTLTrTT LI L TTLTLTT LT LTI
Cyprodinil
WoRT ve_ s e sou s onic v o somi o e s cre TRUN swm No_ T




Cyproterone acetate
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Diazinon
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Methadone hydrochloride
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Methamidophos
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Methomyl
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Methotrexate
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Methoxyfenozide
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Methyl 2—aminobenzoate
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Methyl isothiocyanate
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Methyl methanesulfonate
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Methyl octanoate
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Methyl salicylate
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Methyldopa sesquihydrate
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Methyleugenol
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Methylparaben
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Metolachlor
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Metribuzin
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Michler's ketone
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Mifepristone
VoRT vse_ nxs eve_ snou i onic re_ s som PN cen pio_ cire TRUN swm Ne_ "
. . . . . . . . . . .
LB AL L o T T T T TTrT LB R LR S LB R LR S LB AL R o
Milbemectin (mixture of >=70 percent Milbemcin A4 & <=30 percent Milbemycin A3
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Mirex
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Mono(2-ethylhexyl) phthalate
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Monobenzyl phthalate

MORT YSE_ Axis EVE_ snou JAW_ otic PE_ BRAI som! PFIN CFIN PIG_ CIRe TRUN SwiM NC_ TR




Monobutyl phthalate
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Monomethyl phthalate
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Myclobutanil
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N-(123567-hexahydro-s-indacen-4-ylcarbamoyl)-4-(2-hydroxypropan—2-yl)furan—2-sulfonamide

N-(5-fluoro—3-methyl-1H-indol-1-yl)-4-methyl-2-(pyridin—2-yl)pyrimidine=5-carboxamide
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N-(Butan—2-yl)-1-(2-chlorophenyl)-N-methylisoquinoline-3-carboxamide
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N-[(1-{[2—(diethylamino)ethyl]Jamino}-7-methoxy—9-ox0-9H-thioxanthen—-4-yl)methyl]formamide
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N-[(1R3S4S)-3—{[4—(3-benzyl-1-ethyl-1H-pyrazol-5-yl)piperidin—1-ylJmethyl}-4-(3-fluorophenyl)cyclopentyl]-N-methyl-D-valine
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N-[(3R)-9-amino—4-oxo—1-phenyl-3467-tetrahydro[14]diazepino[671-hi]indol-3-yl]pyridine—3-carboxamide
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N-[(3R)-9-methyl-4-ox0—-1-phenyl-3467-tetrahydro[14]diazepino[671-hi]indol-3-yl]pyridine—4—-carboxamide
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N-[(S)-(3S)-1-azabicyclo[2.2.2]oct=3-yl(phenyl)methyl]-26-dichloro—3—(trifluoromethyl)benzamide hydrochloride (1:1
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N-[1-{2-[(2R)—2~(34—dichlorophenyl)-5-oxo-4-phenylmorpholin-2-yl]ethyl}-4-(3-fluorophenyl)piperidin-4-ylJacetamide butanedioate
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N-[3-(Dimethylamino)propyl]-NN'N'-trimethylpropane-13-diamine
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14'-Bipiperidin—1'-yl)-2-oxoethylidene]-44-difluoro—2345-tetrahydro—1H-1-benzazepin-1-yl}carbonyl)phenyl]-2-methylfuran—-3-carboxamide (2E)-but-2-enec
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N-[4-(benzylamino)-3-cyanoquinolin—2-yl]-4-methoxybenzamide
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N—{[4—(4—fluorophenoxy)phenyl]sulfonyl}-N-[1-(hydroxycarbamoyl)cyclopentyl]-b—alanine
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N-{4-[(methylamino)methyl]phenyl}-4-0x0-4567-tetrahydro—1H-indole-3-carboxamide
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N-{trans—4-[(2R)-2-fluoro—2-(2-fluorophenyl)ethoxy]cyclohexyl}-5H-pyrazolo[34—d]pyrimidin-4-amine
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N-ethyl-3-methyl-N-(propan—-2-yl)-5-{[(2S)-2-(pyridin—4-ylamino)propyl]oxy}benzamide 4-methylbenzenesulfonate

1-3-methylaniline
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N-Methyl-2-pyrrolidone
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N-Methylacetamide
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N-Nitrosodibutylamine
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Naphthalene
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Nitrofen
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NN-Diethylaniline
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NN-Dimethyldecylamine oxide
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NN'-Methylenebisacrylamide
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NN4-Trimethylaniline
VoRT vse_ nxs eve_ snou i onic re_ o som PN cen pio_ cire TRUN swm Ne_ "
LA . L . . L .
TTrT DT TTITTT TTIT T TTrTTT [N TTIT T ITrTTT TTITTT
NNN-Trimethyl(oxiran—2-yl)methanaminium chloride
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NNN'N'=Tetrakis(2-Hydroxypropyl)ethylenediamine
VoRT vse_ nxs eve_ swou i onic re_ o som PN cen pio_ cire TRUN swm Ne_ "
AN . . 8
IR PLIE R LS AL A L T TTIT T TTrTTT T T TTIT T TTrTTT TTITIT
Nonanoic acid
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Sodium chlorite
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Sucrose
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Tebuconazole
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tert-Butyl perbenzoate
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Thiabendazole
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Tiratricol
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Triadimefon
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Triethylene glycol dimethyl ether
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Triphenyltin hydroxide
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Tripropylene glycol monomethyl ether
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Urethane
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