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Objectives
A strategic vision and operational road map for computational toxicology at 

the U.S. Environmental Protection Agency [DRAFT]

• A flexible, portable and cost efficient 
platform to comprehensively evaluate 
the potential biological pathways and 
processes impacted by chemical 
exposure
 High-throughput transcriptomics (HTTr) 

• Identify the concentration at which 
biological pathways/processes begin 
to be impacted

• Predict biological targets for chemicals 
with specific modes-of-action
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HTTr Phase I Screen
• Chemicals

• EPA Sample ID = 2,112
• Unique dsstox_sid = 2,049 (63 duplicates)
• CMap v 2.0 overlap: 222/2,049 (~10%) (7/222 

are duplicates)

• Study (Batches)
• Batch level 1: Study conducted in four “blocks” 

• block_id ∈ {1,2,3,5}
• Batch level 2: 48 groups of replicate plates 

(“plate groups”) 
• plate_group_id ∈ {1,2,3,…,48}  

• Batch level 3: 144 plates 
• plate_id ∈ {'TC00284655', 'TC00284656', 

'TC00284657’,….,}

• HTTr profiles
• 54,432 samples
• 21,111 probes (12,330 seen) 
• 19,287 genes (~10,000 seen)

block_id Chems

1 396

2 704

3 704

5 308

• Chemicals and Batches
• Each plate group has 44 chemicals
• Batch 1 has 396 chemicals, 2/3 have 

704 chemicals each and 5 has 308 
chemicals

• Treatment groups (17,040)
• 2112 test chemicals,  8 concs (8x2112) = 

16,896
• 3 Reference chemicals, 1 concs (3x48)  = 

144



HTTr Computational Framework
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http://httr-dev.epa.gov/api/httr/v1/
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getChemDEG
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getChemTargets

http://bitbucket.zn.epa.gov/projects/HTTR



Predicting Chemical Targets is Challenging

How can we use gene-
expression data to predict 
putative targets?
• Data-driven: chemicals that 

produce similar mRNA profiles 
have similar targets:

• Connectivity mapping: infer targets 
based on KNN using diverse metrics

• Pathway analysis: Does not always 
predict target but can be helpful in 
some cases

• Signature analysis: Build target-
specific mRNA signature

• Infer targets using mRNA and 
network analysis

https://www.nature.com/articles/s41598-017-06634-w



Predicting Putative Chemical Targets

Connectivity mapping “Pathway” analysis Signature creation Network analysis

Compare entire 
transcriptomic profile to 
reference database to find 
target using kNN

Compare entire 
transcriptomic profile to 
pathways (bags of genes) to 
find pathway ‘hits’ using 
different scoring schemes

Using transcriptomic profiles 
for each target to create 
classifiers (“signature”); 
predict targets using httr
profile of test chemicals

Use transcriptomic profile 
alone with genetic-regulatory 
and signaling data to infer 
putative targets

Key questions
• Accuracy: can the approach correctly predict targets? Are the reference 

chemicals correctly characterised?
• Data: are there sufficient data for the approach to work?
• Annotations: does the approach rely on manual curation?
• Scalability: can the approach effectively scale to thousands of chemicals and 

potential targets? 



Target Prediction by Connectivity Mapping

Chemicals

Input DEGs or 
CRGs

Query Signature DB
CMap or BSP Find best positive matches

Lamb et al (2006)
Musa el al (2017)

Infer Targets by 
best match

Ge
ne

s

BioSpyder HTTr (BSP)



Target pos neg pos_annot BA Sn Sp th0

ADRA 52 402 57 0.59 0.56 0.63 0.12
SCN 48 397 52 0.55 0.48 0.61 0.09
DRD 42 394 47 0.65 0.64 0.65 0.17
HRH 42 387 45 0.60 0.58 0.63 0.18
HTR 37 398 43 0.65 0.65 0.65 0.15

COX2 33 353 34 0.57 0.52 0.62 0.07
ADRB 31 354 36 0.56 0.51 0.61 0.09
KCN 30 380 34 0.50 0.39 0.60 0.11

CHRM 28 365 35 0.62 0.61 0.62 0.12
COX1 27 355 27 0.55 0.50 0.61 0.07

GR 23 355 24 0.61 0.61 0.62 0.09
CACN 22 358 22 0.63 0.64 0.62 0.11

ER 16 279 17 0.64 0.62 0.65 0.22
PDE 13 289 14 0.75 0.88 0.61 0.07
NAT 13 278 17 0.70 0.76 0.63 0.22
HTT 13 271 16 0.68 0.73 0.63 0.21

MAO 11 236 13 0.70 0.78 0.62 0.07
PR 11 288 11 0.65 0.68 0.62 0.12

PPAR 10 247 11 0.61 0.61 0.61 0.08

cMap vs cMap

Database signature creation
• Use CMap v2 database: Affymetrix data 

on 1176 chemicals, 5 cell lines

• Translate FC profiles in up/down profiles 
(signatures) 

• Convert L2FC data to standardized Z 
vector

• For z0=1,2,3 create discrete Z where 
value = 1 if Z>z0 and -1 where Z<z0

• Store signatures in database for rapid 
searching



gene media timeh BA Sn Sp neg pos

AR DMEM 6h 0.39 0.43 0.35 73 4

ESR DMEM 6h 0.59 0.67 0.51 77 3

HMGCR DMEM 6h 0.40 57 2

PDE DMEM 6h 0.00 0.62 59 2

PPAR DMEM 6h 0.56 0.56 0.57 148 6

BSP (Q) vs CMap (DB)

Results are shown for Pilot study
Results for PhI screen worse
Could match trichostatin A but not 
genistein and sirolimus profiles!



Predicting Putative Chemical Targets

Connectivity mapping Pathway analysis Signatures/classifiers Network analysis

Compare entire 
transcriptomic profile to 
reference database to find 
target using kNN

Pros:
•Need just one profile / target

Cons:
•Sensitive but not specific 
within platform
•Low cross-platform accuracy
•Requires pre-anntoted
examples (labour)

Compare entire 
transcriptomic profile to 
pathways (bags of genes) to 
find pathway ‘hits’ using 
different scoring schemes

Using transcriptomic profiles 
for each target to create 
classifiers (“biomarker 
panel”); predict targets  for 
using httr profile of test 
chemicals

Use transcriptomic profile 
alone with genetic-regulatory 
and signaling data to infer 
putative targets



Target Elucidation by Pathway Analysis
• GSA Approach 

• Input: DEGs as L2FC or Z-scores, pathway gene sets
• Output: Score

• Use entire HTTr-PhI study
• Scoring methods

• Correlation (Pearson, Spearman)
• Gene set enrichment analysis GSEA 
• Jaccard (signed and unsigned)
• XSum
• XCos

• Pathways: MSigDB v6
• Hallmark
• Reactome
• NCI Pathways
• Others

• “Pathways” means many things:
• Canonical pathways
• Just a bag of genes could be 

“signature” of biological activity 
• Two relevant approaches:

• Over-representational analysis (ORA). 
Evaluate pathway membership for 
subset of highest DEGs (shown to 
have limited accuracy)

• Gene set analysis (GSA). Compare 
entire transcriptomic profile to 
pathways (bags of genes) to find 
pathway ‘hits’ using different scoring 
schemes (more promising)



Highlighted Pathways
standard_name Cat contributor_org n

HALLMARK_BILE_ACID_METABOLISM H

Broad Institute

112

HALLMARK_ESTROGEN_RESPONSE_EARLY H 200

HALLMARK_ESTROGEN_RESPONSE_LATE H 200

HALLMARK_FATTY_ACID_METABOLISM H 158

HALLMARK_HEME_METABOLISM H 200

HALLMARK_MTORC1_SIGNALING H 200

HALLMARK_PI3K_AKT_MTOR_SIGNALING H 105

HALLMARK_XENOBIOTIC_METABOLISM H 200

PID_HDAC_CLASSIII_PATHWAY
C2

National Cancer Institute 
and Nature Publishing 
Group

27

PID_HDAC_CLASSII_PATHWAY
C2 34

PID_HDAC_CLASSI_PATHWAY
C2 66

PID_MTOR_4PATHWAY
C2 69

• Based on three reference chemicals
• GEN = Genistein; target = ER(+)
• SIRO = Sirolimus; target = mTOR(-)
• TSA  = Trichostatin A; target = HDAC(-)

• MSigDB v6 Pathways : 
• 50 Hallmark pathways
• 252 NCI pathways 
• 674 Reactome pathways 

• Results shown for 12 pathways in 
table include 

• Metabolism pathways
• ER-responsive genes
• HDAC pathways
• mTOR pathways



Scoring methods
Correlation: Spearman and pearson
GSEA: Gene set enrichment analysis
Jaccard: signed and unsigned for top DEGs 
Sum:  sum(FC) 

GEN = Genistein; target = ER(+)
SIRO = Sirolimus; target = mTOR(-)
TSA   = Trichostatin A; target = HDAC(-)



Scoring methods
Correlation: Spearman and pearson
GSEA: Gene set enrichment analysis
Jaccard: signed and unsigned for top DEGs 
Sum:  sum(FC) 

GEN = Genistein; target = ER(+)
SIRO = Sirolimus; target = mTOR(-)
TSA   = Trichostatin A; target = HDAC(-)
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Most scoring 
schemes identify 
relevant target 
pathways



Analyzing chemicals without curated targets



Predicting Putative Chemical Targets

Connectivity mapping Pathway analysis Signatures/classifiers Network analysis

Compare entire 
transcriptomic profile to 
reference database to find 
target using kNN

Pros:
•Need just one profile / target

Cons:
•Sensitive but not specific 
within platform
•Low cross-platform accuracy
•Requires chemical annot.

Compare entire 
transcriptomic profile to 
pathways (bags of genes) to 
find pathway ‘hits’ using 
different scoring schemes

Pros:
•More accurate (specificity)
•Assumes pathwaytarget
•Derive conc-response
Cons:
•Needs curated pathways
•No ideal pathway collection
•Multiple scoring schemes
•Pathways ≠ Targets 
•Requires chemical annot.

*Tom Sheffield

Using profiles for target to 
create classifiers / signatures 
(“biomarkers”); search using 
entire profiles of test 
chemicals

Use transcriptomic profile 
alone with genetic-regulatory 
and signaling data to infer 
putative targets



Developing signatures to predict targets
• Initial approach

• Signature identification
• Use CMap v2
• Find top n DEGs by abs(L2FC)
• n ~ [100,1000,100]

• Scoring methods
• Jaccard (signed and unsigned)
• Correlation (Pearson, Spearman)
• GSEA 
• XSum

• Analyse HTTr profiles from large 
screen

• Two main steps:
• Signature identification: Use 

chemical-target annotations to 
find consistent DEGs patterns

• Search and score test chemical 
profiles against signature using 
different algorithms 

• Can be framed as a machine 
learning problem



Distribution of targets based on RefChem v2

Nuclear receptors
Cytochrome P450s
ABC Transporters
Carbonic anhydrases

Histone deacetylases
Adenosine receptors

Select all targets that
Are annotated in 
MCF7-Ph-I Screen



Signatures via Machine Learning
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ER (any mode) Signature



Searching cMap v2 using ER Signature 
dsstox_sid name target cell conc jaccard olap timeh

Other equilin Other MCF7 0.000015 0.176 110 6
Other equilin Other MCF7 0.000015 0.166929 106 6
Other lynestrenol Other MCF7 0.000014 0.163303 89 6
Other prasterone Other MCF7 1.22E-05 0.162055 82 6
DTXSID3020465 diethylstilbestrol ESRRG|ES MCF7 0.000015 0.153846 82 6
DTXSID3020465 diethylstilbestrol ESRRG|ES MCF7 0.000015 0.144531 74 6
Other trifluoperazine Other MCF7 0.00001 0.140777 87 6
Other epitiostanol Other MCF7 0.000013 0.137876 87 6
Other equilin Other MCF7 0.000015 0.1376 86 6
Other etynodiol Other MCF7 1.04E-05 0.135314 82 6
DTXSID0020814 mestranol ESR1 MCF7 1.28E-05 0.134052 87 6
DTXSID8022371 testosterone AR|ESR2 MCF7 1.16E-05 0.131068 81 6
DTXSID6023656 thioridazine DRD2|KCNMCF7 0.00001 0.127303 76 6
DTXSID6023656 thioridazine DRD2|KCNMCF7 0.00001 0.126761 72 6
DTXSID4022369 fulvestrant ESR2|ESR1MCF7 1E-08 0.12623 77 6
Other suloctidil Other MCF7 1.18E-05 0.124756 64 6
Other prochlorperazine Other MCF7 0.00001 0.124214 79 6
DTXSID5022308 genistein ESR2|ESR1MCF7 0.00001 0.123664 81 6
Other suloctidil Other MCF7 1.18E-05 0.120553 61 6
Other mometasone Other MCF7 7.6E-06 0.119869 73 6
DTXSID2022880 danazol AR|ESR1 MCF7 1.18E-05 0.119449 78 6
Other trifluoperazine Other MCF7 0.00001 0.11936 82 6
Other fluphenazine Other MCF7 0.00001 0.119163 74 6
DTXSID9020110 astemizole KCNH2|HRMCF7 8.8E-06 0.119005 67 6
Other butyl hydroxybenzOther MCF7 2.06E-05 0.118902 78 6
Other ciclosporin Other MCF7 3.4E-06 0.118699 73 6
Other ivermectin Other MCF7 4.6E-06 0.118098 77 6

“Horse” estrogen

Synthetic progesterone

Pro-androgen/estrogen

Synthetic progesterone

Dopamine antagonist / 
Antipsychotic 

gynecomastia in males

Most of the top 
hits are ER-related
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				dsstox_sid		name		target		cell		conc		jaccard		olap		timeh		trt_id

		44		Other		equilin		Other		MCF7		0.000015		0.176		110		6		MCF7-equilin-6h-1.5e-05M

		45		Other		equilin		Other		MCF7		0.000015		0.1669291339		106		6		MCF7-equilin-6h-1.5e-05M

		47		Other		lynestrenol		Other		MCF7		0.000014		0.1633027523		89		6		MCF7-lynestrenol-6h-1.4e-05M

		48		Other		prasterone		Other		MCF7		0.0000122		0.162055336		82		6		MCF7-prasterone-6h-1.22e-05M

		8		DTXSID3020465		diethylstilbestrol		ESRRG|ESRRB|ESR2|ESR1		MCF7		0.000015		0.1538461538		82		6		MCF7-diethylstilbestrol-6h-1.5e-05M

		9		DTXSID3020465		diethylstilbestrol		ESRRG|ESRRB|ESR2|ESR1		MCF7		0.000015		0.14453125		74		6		MCF7-diethylstilbestrol-6h-1.5e-05M

		49		Other		trifluoperazine		Other		MCF7		0.00001		0.140776699		87		6		MCF7-trifluoperazine-6h-1e-05M

		52		Other		epitiostanol		Other		MCF7		0.000013		0.1378763867		87		6		MCF7-epitiostanol-6h-1.3e-05M

		46		Other		equilin		Other		MCF7		0.000015		0.1376		86		6		MCF7-equilin-6h-1.5e-05M

		53		Other		etynodiol		Other		MCF7		0.0000104		0.1353135314		82		6		MCF7-etynodiol-6h-1.04e-05M

		0		DTXSID0020814		mestranol		ESR1		MCF7		0.0000128		0.1340523883		87		6		MCF7-mestranol-6h-1.28e-05M

		38		DTXSID8022371		testosterone		AR|ESR2		MCF7		0.0000116		0.1310679612		81		6		MCF7-testosterone-6h-1.16e-05M

		25		DTXSID6023656		thioridazine		DRD2|KCNH2		MCF7		0.00001		0.1273031826		76		6		MCF7-thioridazine-6h-1e-05M

		26		DTXSID6023656		thioridazine		DRD2|KCNH2		MCF7		0.00001		0.1267605634		72		6		MCF7-thioridazine-6h-1e-05M

		12		DTXSID4022369		fulvestrant		ESR2|ESR1		MCF7		0.00000001		0.1262295082		77		6		MCF7-fulvestrant-6h-1e-08M

		54		Other		suloctidil		Other		MCF7		0.0000118		0.1247563353		64		6		MCF7-suloctidil-6h-1.18e-05M

		56		Other		prochlorperazine		Other		MCF7		0.00001		0.1242138365		79		6		MCF7-prochlorperazine-6h-1e-05M

		22		DTXSID5022308		genistein		ESR2|ESR1		MCF7		0.00001		0.1236641221		81		6		MCF7-genistein-6h-1e-05M

		55		Other		suloctidil		Other		MCF7		0.0000118		0.1205533597		61		6		MCF7-suloctidil-6h-1.18e-05M

		58		Other		mometasone		Other		MCF7		0.0000076		0.1198686371		73		6		MCF7-mometasone-6h-7.6e-06M

		4		DTXSID2022880		danazol		AR|ESR1		MCF7		0.0000118		0.1194486983		78		6		MCF7-danazol-6h-1.18e-05M

		50		Other		trifluoperazine		Other		MCF7		0.00001		0.1193595342		82		6		MCF7-trifluoperazine-6h-1e-05M

		59		Other		fluphenazine		Other		MCF7		0.00001		0.1191626409		74		6		MCF7-fluphenazine-6h-1e-05M

		41		DTXSID9020110		astemizole		KCNH2|HRH1		MCF7		0.0000088		0.1190053286		67		6		MCF7-astemizole-6h-8.8e-06M

		60		Other		butyl hydroxybenzoate		Other		MCF7		0.0000206		0.118902439		78		6		MCF7-butyl_hydroxybenzoate-6h-2.06e-05M

		63		Other		ciclosporin		Other		MCF7		0.0000034		0.118699187		73		6		MCF7-ciclosporin-6h-3.4e-06M

		64		Other		ivermectin		Other		MCF7		0.0000046		0.1180981595		77		6		MCF7-ivermectin-6h-4.6e-06M

		3		DTXSID1034187		tamoxifen		ABCB1|ESR2|CYP3A4|ESR1		MCF7		0.000007		0.1177606178		61		6		MCF7-tamoxifen-6h-7e-06M

		65		Other		levonorgestrel		Other		MCF7		0.0000128		0.117370892		75		6		MCF7-levonorgestrel-6h-1.28e-05M

		42		DTXSID9020110		astemizole		KCNH2|HRH1		PC3		0.0000088		0.1171617162		71		6		PC3-astemizole-6h-8.8e-06M

		27		DTXSID6023656		thioridazine		DRD2|KCNH2		MCF7		0.00001		0.1166936791		72		6		MCF7-thioridazine-6h-1e-05M

		66		Other		fendiline		Other		MCF7		0.0000114		0.1159695817		61		6		MCF7-fendiline-6h-1.14e-05M

		13		DTXSID4022369		fulvestrant		ESR2|ESR1		MCF7		0.000001		0.1152073733		75		6		MCF7-fulvestrant-6h-1e-06M

		68		Other		estradiol		Other		MCF7		0.0000146		0.114992722		79		6		MCF7-estradiol-6h-1.46e-05M

		11		DTXSID4022367		estrone		ABCG2|ESR2|ESR1		MCF7		0.0000148		0.1149068323		74		6		MCF7-estrone-6h-1.48e-05M

		14		DTXSID4022369		fulvestrant		ESR2|ESR1		MCF7		0.000001		0.1135303266		73		6		MCF7-fulvestrant-6h-1e-06M

		74		Other		fluspirilene		Other		MCF7		0.0000084		0.1125		63		6		MCF7-fluspirilene-6h-8.4e-06M

		39		DTXSID8022371		testosterone		AR|ESR2		MCF7		0.0000116		0.1116138763		74		6		MCF7-testosterone-6h-1.16e-05M

		15		DTXSID4022369		fulvestrant		ESR2|ESR1		MCF7		0.000001		0.1109375		71		6		MCF7-fulvestrant-6h-1e-06M

		76		Other		hexestrol		Other		MCF7		0.0000148		0.1101694915		65		6		MCF7-hexestrol-6h-1.48e-05M

		78		Other		chlorprothixene		Other		MCF7		0.0000114		0.1099656357		64		6		MCF7-chlorprothixene-6h-1.14e-05M

		1		DTXSID1023441		perphenazine		DRD2		MCF7		0.00001		0.1099071207		71		6		MCF7-perphenazine-6h-1e-05M

		33		DTXSID7022382		dienestrol		ESR1		MCF7		0.000015		0.1097560976		72		6		MCF7-dienestrol-6h-1.5e-05M

		2		DTXSID1023441		perphenazine		DRD2		MCF7		0.00001		0.1092307692		71		6		MCF7-perphenazine-6h-1e-05M

		79		Other		zuclopenthixol		Other		MCF7		0.0000092		0.1088957055		71		6		MCF7-zuclopenthixol-6h-9.2e-06M

		75		Other		fluspirilene		Other		MCF7		0.0000084		0.1086261981		68		6		MCF7-fluspirilene-6h-8.4e-06M

		16		DTXSID4022369		fulvestrant		ESR2|ESR1		MCF7		0.00000001		0.1082706767		72		6		MCF7-fulvestrant-6h-1e-08M

		5		DTXSID2023642		terfenadine		ABCB1|KCNH2		MCF7		0.0000084		0.1082568807		59		6		MCF7-terfenadine-6h-8.4e-06M

		43		DTXSID9020110		astemizole		KCNH2|HRH1		MCF7		0.0000088		0.1076320939		55		6		MCF7-astemizole-6h-8.8e-06M

		80		Other		noretynodrel		Other		MCF7		0.0000134		0.1075418994		77		6		MCF7-noretynodrel-6h-1.34e-05M







Searching MSigDB using ER Signature
category_code jaccard olap organism standard_name

H 0.127329193 41 human HALLMARK_ESTROGEN_RESPONSE_EARLY
C2 0.094972067 34 human DUTERTRE_ESTRADIOL_RESPONSE_6HR_UP
H 0.093373494 31 human HALLMARK_ESTROGEN_RESPONSE_LATE
C2 0.087378641 18 human MASSARWEH_RESPONSE_TO_ESTRADIOL
C2 0.083067093 26 human NAGASHIMA_NRG1_SIGNALING_UP
C2 0.07826087 18 human STEIN_ESR1_TARGETS
H 0.077151335 26 human HALLMARK_TNFA_SIGNALING_VIA_NFKB
C2 0.076666667 23 human PHONG_TNF_RESPONSE_VIA_P38_PARTIAL
C6 0.075301205 25 human RAF_UP.V1_DN
C2 0.074712644 26 human BHAT_ESR1_TARGETS_NOT_VIA_AKT1_UP
C2 0.07266436 21 human PODAR_RESPONSE_TO_ADAPHOSTIN_UP
C2 0.069686411 20 human BROCKE_APOPTOSIS_REVERSED_BY_IL6
C6 0.068452381 23 human LTE2_UP.V1_DN
C2 0.065822785 26 human MASSARWEH_TAMOXIFEN_RESISTANCE_DN
C2 0.065759637 29 human CREIGHTON_ENDOCRINE_THERAPY_RESISTANCE_4
C2 0.064748201 27 human BHAT_ESR1_TARGETS_VIA_AKT1_UP
C2 0.063829787 12 human FRASOR_RESPONSE_TO_ESTRADIOL_UP
C2 0.0625 13 human NAGASHIMA_EGF_SIGNALING_UP
C2 0.06031746 19 human ELVIDGE_HYPOXIA_UP
C2 0.059259259 16 human KAN_RESPONSE_TO_ARSENIC_TRIOXIDE



target chem conc jaccard n_dn n_up olap
ABCB1|ESR2|CYP3A4|ESR1 Tamoxifen 50 0.0582386 300 300 41
Other Dehydroepiandrosterone 25.42373 0.056338 300 300 40
Other HMR1171 trifluoroacetate (1:1) 35 0.0548523 300 300 39
Other SSR146977 25 0.0546218 300 300 39
ESR2|ESR1 Fulvestrant 0.014967 0.0527778 300 300 38
KCNH2|HRH1 Astemizole 25.42373 0.0518934 300 300 37
Other Estradiol cypionate 0.299461 0.0516039 300 300 37
ESR2|ESR1 Fulvestrant 0.04997 0.0516039 300 300 37
NR3C2|NR3C1|NR1I2|ABCB1Dexamethasone 25.42373 0.0511757 300 300 37
Other Niclosamide 12.71186 0.0504909 300 300 36
ESR2|ESR1 Fulvestrant 1.473477 0.0499307 300 300 36
Other dl-Norgestrel 9.433962 0.0499307 300 300 36
ALOX15|ALOX5|ALOX12 Nordihydroguaiaretic acid 25.42373 0.0498615 300 300 36
Other SSR 240612 11.44068 0.0497238 300 300 36
Other Diethylstilbestrol dipropionate 25.42373 0.0495868 300 300 36
Other SSR69071 25 0.0492264 300 300 35
Other SSR 240612 45 0.0486787 300 300 35
ESR2|ESR1 Fulvestrant 12.71186 0.0486787 300 300 35
ESR2|ESR1 Fulvestrant 4.716981 0.0486111 300 300 35
Other Disulfiram 25.42373 0.0476858 300 300 34
ESR1 Raloxifene hydrochloride 25.42373 0.0469613 300 300 34
Other Cyclosporin A 9.433962 0.0469613 300 300 34
ESR2|ESR1 Fulvestrant 0.149731 0.0469613 300 300 34
Other Emamectin benzoate 25.42373 0.0464135 300 300 33
Other Fluorometholone 0.299461 0.0460251 300 300 33
Other Fluorometholone 2.946955 0.0458971 300 300 33
AHR Benzo(k)fluoranthene 9.433962 0.0458333 300 300 33
Other Flurandrenolide 25.42373 0.0457064 300 300 33
Other Hydramethylnon 25.42373 0.0453297 300 300 33
Other Methyl Violet 25.42373 0.0450704 300 300 32
Other Antimony trichloride 25.42373 0.0448808 300 300 32
Other Rhodamine 6G 2.946955 0.0448179 300 300 32
Other Sodium (2-pyridylthio)-N-oxide 25.42373 0.0448179 300 300 32
Other Tributyltin chloride 2.946955 0.0446927 300 300 32
Other 1-Chloro-2,4-dinitrobenzene 25.42373 0.0445682 300 300 32
NR3C1 Methylprednisolone 0.09994 0.0443828 300 300 32
Other Dibenz(a,h)anthracene 8.018868 0.0443213 300 300 32
Other Cyclosporin A 25.42373 0.0443213 300 300 32
ESRRG|ESRRB|ESR2|ESR1 Diethylstilbestrol 0.029935 0.04426 300 300 32
ESR2|ESR1 Fulvestrant 50 0.0441989 300 300 32

Searching ER Signature against
MCF7-PhI

Most genistein (reference chemical)
Profiles match the signature

Many hits with chemicals that have 
Not been curated
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				dsstox_sid		name		target		chem		conc		jaccard		n_dn		n_up		olap		trt_grp_id

		147		DTXSID3047477		Other		Other		dl-Norgestrel		100		0.0767004342		300		300		53		TP0001967M08-pg36-DMEM-6h-100.0000

		153		DTXSID3047348		Other		Other		SSR504734		100		0.0690647482		300		300		48		TP0001719I11-pg12-DMEM-6h-100.0000

		112		DTXSID6022345		o,p-ddt		AR|ESR1		o,p'-DDT		95		0.0639204545		300		300		45		TP0001718O24-pg02-DMEM-6h-095.0000

		59		DTXSID4034150		haloperidol		ADRA1A|KCNH2|ADRA1D|HTR2B|DRD4|DRD5|DRD2|ADRA2A|CHRM1|ADRA2C|HTR2A|ADRA2B|HTR2C|HRH1|SIGMAR1|DRD1|DRD3|HTR1A		Haloperidol		100		0.0622347949		300		300		44		TP0001719N09-pg14-DMEM-6h-100.0000

		62		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0620592384		300		300		44		GEN-pg29-DMEM-6h-010.0000

		154		DTXSID8022377		Other		Other		17alpha-Estradiol		100		0.0603932584		300		300		43		TP0001718D07-pg04-DMEM-6h-100.0000

		157		DTXSID5023954		Other		Other		Technical chlordane		100		0.059914408		300		300		42		TP0001967O07-pg36-DMEM-6h-100.0000

		63		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0593220339		300		300		42		GEN-pg37-DMEM-6h-010.0000

		64		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.05907173		300		300		42		GEN-pg39-DMEM-6h-010.0000

		65		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0589060309		300		300		42		GEN-pg31-DMEM-6h-010.0000

		158		DTXSID5029055		Other		Other		4-Nonylphenol, branched		100		0.0583214794		300		300		41		TP0001718H05-pg01-DMEM-6h-100.0000

		25		DTXSID1034187		tamoxifen		ABCB1|ESR2|CYP3A4|ESR1		Tamoxifen		50		0.0582386364		300		300		41		TP0001719N17-pg14-DMEM-6h-050.0000

		66		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0579915134		300		300		41		GEN-pg30-DMEM-6h-010.0000

		159		DTXSID3021192		Other		Other		Promethazine hydrochloride		100		0.0578279267		300		300		41		EPAPLT0028H09-pg44-DMEM-6h-100.0000

		67		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0564971751		300		300		40		GEN-pg16-DMEM-6h-010.0000

		160		DTXSID4020379		Other		Other		Dehydroepiandrosterone		25.4237288		0.0563380282		300		300		40		EPAPLT0027J06-pg30-DMEM-6h-025.4237

		165		DTXSID7020267		Other		Other		Chlordane		100		0.0563380282		300		300		40		TP0001718H21-pg09-DMEM-6h-100.0000

		166		DTXSID6047280		Other		Other		CP-607366		100		0.0562587904		300		300		40		TP0001718K10-pg05-DMEM-6h-100.0000

		19		DTXSID1020560		endosulfan		ESR1		Endosulfan		100		0.0562587904		300		300		40		TP0001720J02-pg15-DMEM-6h-100.0000

		161		DTXSID4020379		Other		Other		Dehydroepiandrosterone		100		0.0561009818		300		300		40		TP0001720K20-pg16-DMEM-6h-100.0000

		107		DTXSID5033836		4-nonylphenol		ESR2|ESR1		4-Nonylphenol		100		0.0558659218		300		300		40		TP0001718G02-pg01-DMEM-6h-100.0000

		167		DTXSID9047251		Other		Other		CP-122721		100		0.0552407932		300		300		39		TP0001718B05-pg07-DMEM-6h-100.0000

		168		DTXSID2047353		Other		Other		SSR 241586 HCl		60		0.0550070522		300		300		39		TP0001719K21-pg13-DMEM-6h-060.0000

		169		DTXSID1024126		Other		Other		Heptachlor epoxide		100		0.0549295775		300		300		39		TP0001718O02-pg02-DMEM-6h-100.0000

		171		DTXSID8023892		Other		Other		Abamectin		100		0.0548523207		300		300		39		TP0001720P05-pg21-DMEM-6h-100.0000

		170		DTXSID3048522		Other		Other		HMR1171 trifluoroacetate (1:1)		35		0.0548523207		300		300		39		TP0001718E05-pg08-DMEM-6h-035.0000

		172		DTXSID8047341		Other		Other		SSR146977		25		0.0546218487		300		300		39		TP0001718D04-pg04-DMEM-6h-025.0000

		68		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0546218487		300		300		39		GEN-pg36-DMEM-6h-010.0000

		173		DTXSID4022999		Other		Other		Estradiol cypionate		100		0.0539007092		300		300		38		EPAPLT0027D13-pg41-DMEM-6h-100.0000

		180		DTXSID4027527		Other		Other		1,2,5,6,9,10-Hexabromocyclododecane		100		0.0535211268		300		300		38		EPAPLT0028J08-pg45-DMEM-6h-100.0000

		181		DTXSID7042065		Other		Other		Isodrin		100		0.0534458509		300		300		38		TP0001969B07-pg28-DMEM-6h-100.0000

		182		DTXSID9044536		Other		Other		1-(6-tert-Butyl-1,1-dimethyl-2,3-dihydro-1H-inden-4-yl)ethanone		100		0.0532959327		300		300		38		EPAPLT0027C14-pg40-DMEM-6h-100.0000

		184		DTXSID8024238		Other		Other		Oryzalin		100		0.0532212885		300		300		38		TP0001718I23-pg09-DMEM-6h-100.0000

		69		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0530726257		300		300		38		GEN-pg35-DMEM-6h-010.0000

		185		DTXSID4021478		Other		Other		Lynestrenol		100		0.0529986053		300		300		38		EPAPLT0028E22-pg43-DMEM-6h-100.0000

		51		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		0.01496735		0.0527777778		300		300		38		TP0001719K13-pg13-DMEM-6h-000.0150

		188		DTXSID4020450		Other		Other		Dicofol		95		0.0521126761		300		300		37		TP0001720G02-pg25-DMEM-6h-095.0000

		189		DTXSID4034609		Other		Other		Fipronil		100		0.0520393812		300		300		37		TP0001720E16-pg24-DMEM-6h-100.0000

		190		DTXSID0020365		Other		Other		Cyclosporin A		100		0.0519662921		300		300		37		TP0001967L03-pg36-DMEM-6h-100.0000

		135		DTXSID9020110		astemizole		KCNH2|HRH1		Astemizole		25.4237288		0.0518934081		300		300		37		EPAPLT0027B13-pg40-DMEM-6h-025.4237

		70		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0517482517		300		300		37		GEN-pg08-DMEM-6h-010.0000

		1		DTXSID0020814		mestranol		ESR1		Mestranol		100		0.0517482517		300		300		37		TP0001720F22-pg24-DMEM-6h-100.0000

		194		DTXSID7047146		Other		Other		Diethylstilbestrol dipropionate		100		0.0517482517		300		300		37		TP0001967N07-pg36-DMEM-6h-100.0000

		174		DTXSID4022999		Other		Other		Estradiol cypionate		0.299461		0.0516039052		300		300		37		EPAPLT0027D13-pg41-DMEM-6h-000.2995

		52		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		0.04997		0.0516039052		300		300		37		TP0001719K13-pg13-DMEM-6h-000.0500

		71		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0516039052		300		300		37		GEN-pg23-DMEM-6h-010.0000

		72		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0514603616		300		300		37		GEN-pg22-DMEM-6h-010.0000

		33		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		25.4237288		0.051175657		300		300		37		TP0001967B09-pg26-DMEM-6h-025.4237

		199		DTXSID6020690		Other		Other		Hexachlorophene		100		0.0509193777		300		300		36		TP0001969I09-pg29-DMEM-6h-100.0000

		202		DTXSID5032498		Other		Other		Triclosan		100		0.0507042254		300		300		36		TP0001718K16-pg05-DMEM-6h-100.0000

		203		DTXSID8020337		Other		Other		Clomiphene citrate (1:1)		100		0.0506329114		300		300		36		TP0001718D16-pg04-DMEM-6h-100.0000

		205		DTXSID7040362		Other		Other		Niclosamide		12.7118644		0.0504908836		300		300		36		TP0001720O18-pg21-DMEM-6h-012.7119

		208		DTXSID7037717		Other		Other		Bisphenol AF		100		0.0503496503		300		300		36		TP0001719G07-pg11-DMEM-6h-100.0000

		209		DTXSID7047435		Other		Other		Fluorometholone		100		0.0502793296		300		300		36		EPAPLT0027K14-pg30-DMEM-6h-100.0000

		73		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0502793296		300		300		36		GEN-pg32-DMEM-6h-010.0000

		216		DTXSID7047358		Other		Other		Nelivaptan		100		0.050209205		300		300		36		TP0001718A24-pg07-DMEM-6h-100.0000

		218		DTXSID8041248		Other		Other		2,5-Di-tert-butylbenzene-1,4-diol		100		0.0501392758		300		300		36		TP0001718M19-pg06-DMEM-6h-100.0000

		74		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.050069541		300		300		36		GEN-pg02-DMEM-6h-010.0000

		53		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		1.4734774		0.0499306519		300		300		36		TP0001719K13-pg13-DMEM-6h-001.4735

		148		DTXSID3047477		Other		Other		dl-Norgestrel		9.4339623		0.0499306519		300		300		36		TP0001967M08-pg36-DMEM-6h-009.4340

		75		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0498614958		300		300		36		GEN-pg45-DMEM-6h-010.0000

		103		DTXSID5022437		nordihydroguaiaretic acid		ALOX15|ALOX5|ALOX12		Nordihydroguaiaretic acid		25.4237288		0.0498614958		300		300		36		EPAPLT0027A17-pg39-DMEM-6h-025.4237

		76		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0497925311		300		300		36		GEN-pg43-DMEM-6h-010.0000

		220		DTXSID2047351		Other		Other		SSR 240612		11.44067796		0.0497237569		300		300		36		TP0001718E10-pg08-DMEM-6h-011.4407

		195		DTXSID7047146		Other		Other		Diethylstilbestrol dipropionate		25.4237288		0.0495867769		300		300		36		TP0001967N07-pg36-DMEM-6h-025.4237

		222		DTXSID1047368		Other		Other		SSR69071		25		0.0492264416		300		300		35		TP0001718E07-pg08-DMEM-6h-025.0000

		26		DTXSID1040619		bexarotene		RARA|RARB|RARG|RXRG|RXRA|RXRB		Bexarotene		100		0.0491573034		300		300		35		EPAPLT0027C17-pg40-DMEM-6h-100.0000

		224		DTXSID4020870		Other		Other		2,2'-Methylenebis(4-methyl-6-tert-butylphenol)		100		0.0491573034		300		300		35		TP0001720J22-pg15-DMEM-6h-100.0000

		223		DTXSID9020299		Other		Other		Chlorobenzilate		100		0.0491573034		300		300		35		TP0001719O20-pg14-DMEM-6h-100.0000

		47		DTXSID3037094		4-hydroxytamoxifen		ESRRG|ESR2|ESR1		4-Hydroxytamoxifen		60		0.049088359		300		300		35		TP0001718F22-pg01-DMEM-6h-060.0000

		226		DTXSID6023868		Other		Other		Hydramethylnon		100		0.0488826816		300		300		35		EPAPLT0027L14-pg31-DMEM-6h-100.0000

		228		DTXSID3025178		Other		Other		1,3-Diphenylguanidine		100		0.0488145049		300		300		35		TP0001718L24-pg06-DMEM-6h-100.0000

		77		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0488145049		300		300		35		GEN-pg04-DMEM-6h-010.0000

		78		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0487465181		300		300		35		GEN-pg19-DMEM-6h-010.0000

		221		DTXSID2047351		Other		Other		SSR 240612		45		0.0486787204		300		300		35		TP0001718E10-pg08-DMEM-6h-045.0000

		54		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		12.7118644		0.0486787204		300		300		35		TP0001719K13-pg13-DMEM-6h-012.7119

		230		DTXSID7022598		Other		Other		Amoxapine		100		0.0486111111		300		300		35		EPAPLT0027N14-pg46-DMEM-6h-100.0000

		55		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		4.71698115		0.0486111111		300		300		35		TP0001719K13-pg13-DMEM-6h-004.7170

		79		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0486111111		300		300		35		GEN-pg28-DMEM-6h-010.0000

		231		DTXSID5036684		Other		Other		4-Hydroxybenzophenone		100		0.0485436893		300		300		35		EPAPLT0027L19-pg31-DMEM-6h-100.0000

		233		DTXSID5048184		Other		Other		Melengestrol acetate		100		0.0484764543		300		300		35		EPAPLT0027C09-pg40-DMEM-6h-100.0000

		235		DTXSID2034881		Other		Other		Quinoxyfen		100		0.0482269504		300		300		34		TP0001720L17-pg16-DMEM-6h-100.0000

		236		DTXSID9020114		Other		Other		Auramine hydrochloride		100		0.0478873239		300		300		34		TP0001720K19-pg16-DMEM-6h-100.0000

		238		DTXSID5024134		Other		Other		delta-Hexachlorocyclohexane		100		0.0476858345		300		300		34		TP0001969A10-pg28-DMEM-6h-100.0000

		239		DTXSID1021322		Other		Other		Disulfiram		25.4237288		0.0476858345		300		300		34		TP0001719J08-pg12-DMEM-6h-025.4237

		20		DTXSID1020770		kepone		ESR1		Kepone		100		0.0475524476		300		300		34		TP0001719F17-pg10-DMEM-6h-100.0000

		242		DTXSID9020453		Other		Other		Dieldrin		95		0.0475524476		300		300		34		TP0001719G04-pg11-DMEM-6h-095.0000

		243		DTXSID7037185		Other		Other		Amiodarone hydrochloride		75		0.0474860335		300		300		34		TP0001718F15-pg08-DMEM-6h-075.0000

		244		DTXSID9048512		Other		Other		Ro 23-7637		100		0.0474860335		300		300		34		TP0001719G15-pg11-DMEM-6h-100.0000

		245		DTXSID8035180		Other		Other		Allethrin		105		0.0472878999		300		300		34		TP0001720D18-pg19-DMEM-6h-105.0000

		246		DTXSID1041506		Other		Other		4-Chloro-2-cyclopentylphenol		100		0.0471567268		300		300		34		TP0001969J08-pg38-DMEM-6h-100.0000

		247		DTXSID1041978		Other		Other		Flufenoxuron		100		0.0471567268		300		300		34		EPAPLT0028E21-pg48-DMEM-6h-100.0000

		248		DTXSID3020679		Other		Other		Heptachlor		100		0.0470914127		300		300		34		TP0001718H20-pg09-DMEM-6h-100.0000

		13		DTXSID0025527		medroxyprogesterone acetate		NR3C1|AR|PGR		Medroxyprogesterone acetate		100		0.046961326		300		300		34		EPAPLT0027H06-pg35-DMEM-6h-100.0000

		21		DTXSID1034181		raloxifene hydrochloride		ESR1		Raloxifene hydrochloride		25.4237288		0.046961326		300		300		34		TP0001718E16-pg08-DMEM-6h-025.4237

		191		DTXSID0020365		Other		Other		Cyclosporin A		9.4339623		0.046961326		300		300		34		TP0001967L03-pg36-DMEM-6h-009.4340

		126		DTXSID8020202		budesonide		NR3C1|IL5		Budesonide		100		0.046961326		300		300		34		EPAPLT0028G18-pg43-DMEM-6h-100.0000

		56		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		0.1497305		0.046961326		300		300		34		TP0001719K13-pg13-DMEM-6h-000.1497

		249		DTXSID3036496		Other		Other		Levonorgestrel		100		0.0468965517		300		300		34		TP0001719G02-pg11-DMEM-6h-100.0000

		250		DTXSID0045254		Other		Other		21-Hydroxyprogesterone		100		0.0468965517		300		300		34		TP0001967F06-pg27-DMEM-6h-100.0000

		251		DTXSID2023016		Other		Other		Ethisterone		100		0.0468319559		300		300		34		EPAPLT0027F15-pg34-DMEM-6h-100.0000

		253		DTXSID0034566		Other		Other		Emamectin benzoate		25.4237288		0.0464135021		300		300		33		TP0001720P15-pg21-DMEM-6h-025.4237

		131		DTXSID8022325		2,2-bis(4-hydroxyphenyl)-1,1,1-trichloroethane		AR|ESR2|ESR1		2,2-Bis(4-hydroxyphenyl)-1,1,1-trichloroethane		100		0.0462184874		300		300		33		TP0001720C05-pg19-DMEM-6h-100.0000

		22		DTXSID1034181		raloxifene hydrochloride		ESR1		Raloxifene hydrochloride		100		0.0462184874		300		300		33		TP0001718E16-pg08-DMEM-6h-100.0000

		254		DTXSID4044161		Other		Other		Antimony trichloride		100		0.0461538462		300		300		33		TP0001969I08-pg29-DMEM-6h-100.0000

		257		DTXSID8034586		Other		Other		Etoxazole		100		0.0460251046		300		300		33		TP0001720B16-pg18-DMEM-6h-100.0000

		210		DTXSID7047435		Other		Other		Fluorometholone		0.299461		0.0460251046		300		300		33		EPAPLT0027K14-pg30-DMEM-6h-000.2995

		49		DTXSID4022313		o,p-dde		ESR1		o,p'-DDE		100		0.0459610028		300		300		33		TP0001969L09-pg38-DMEM-6h-100.0000

		258		DTXSID5020154		Other		Other		Clorophene		100		0.0459610028		300		300		33		TP0001718D02-pg04-DMEM-6h-100.0000

		211		DTXSID7047435		Other		Other		Fluorometholone		2.9469548		0.0458970793		300		300		33		EPAPLT0027K14-pg30-DMEM-6h-002.9470

		259		DTXSID4020373		Other		Other		p,p'-DDD		100		0.0458970793		300		300		33		TP0001719E19-pg10-DMEM-6h-100.0000

		261		DTXSID6021793		Other		Other		1-Naphthol		100		0.0458333333		300		300		33		EPAPLT0027E14-pg41-DMEM-6h-100.0000

		267		DTXSID3022536		Other		Other		4-Cumylphenol		100		0.0458333333		300		300		33		TP0001718C12-pg04-DMEM-6h-100.0000

		260		DTXSID7024827		Other		Other		Chlorpromazine hydrochloride		100		0.0458333333		300		300		33		TP0001719C13-pg23-DMEM-6h-100.0000

		48		DTXSID4020375		p,p-ddt		ESR1		Dichlorodiphenyltrichloroethane		100		0.0458333333		300		300		33		TP0001719L22-pg17-DMEM-6h-100.0000

		7		DTXSID0023909		benzo(k)fluoranthene		AHR		Benzo(k)fluoranthene		9.4339623		0.0458333333		300		300		33		TP0001969L02-pg38-DMEM-6h-009.4340

		118		DTXSID7023300		methylprednisolone		NR3C1		Methylprednisolone		100		0.0457697642		300		300		33		TP0001967N05-pg36-DMEM-6h-100.0000

		268		DTXSID2044507		Other		Other		Maprotiline hydrochloride		100		0.0457697642		300		300		33		EPAPLT0028D02-pg48-DMEM-6h-100.0000

		269		DTXSID2047434		Other		Other		Flurandrenolide		25.4237288		0.0457063712		300		300		33		EPAPLT0027L16-pg31-DMEM-6h-025.4237

		275		DTXSID6044519		Other		Other		1,1,3,3,5-Pentamethyl-4,6-dinitro-2,3-dihydro-1H-indene		100		0.0457063712		300		300		33		EPAPLT0028F11-pg43-DMEM-6h-100.0000

		276		DTXSID0040674		Other		Other		Fluocinolone acetonide		100		0.0457063712		300		300		33		EPAPLT0027M18-pg31-DMEM-6h-100.0000

		282		DTXSID8020040		Other		Other		Aldrin		100		0.0456431535		300		300		33		TP0001719M10-pg17-DMEM-6h-100.0000

		227		DTXSID6023868		Other		Other		Hydramethylnon		25.4237288		0.0453296703		300		300		33		EPAPLT0027L14-pg31-DMEM-6h-025.4237

		283		DTXSID8046666		Other		Other		Methyl Violet		25.4237288		0.0450704225		300		300		32		TP0001969L04-pg38-DMEM-6h-025.4237

		287		DTXSID6020226		Other		Other		Cadmium chloride		100		0.0449438202		300		300		32		EPAPLT0027J08-pg30-DMEM-6h-100.0000

		255		DTXSID4044161		Other		Other		Antimony trichloride		25.4237288		0.0448807854		300		300		32		TP0001969I08-pg29-DMEM-6h-025.4237

		288		DTXSID1034210		Other		Other		Prodiamine		95		0.0448807854		300		300		32		TP0001720J14-pg15-DMEM-6h-095.0000

		294		DTXSID1021243		Other		Other		Rhodamine 6G		2.9469548		0.0448179272		300		300		32		TP0001720N23-pg20-DMEM-6h-002.9470

		290		DTXSID9032329		Other		Other		Bensulide		100		0.0448179272		300		300		32		TP0001720E10-pg24-DMEM-6h-100.0000

		291		DTXSID3042390		Other		Other		Sodium (2-pyridylthio)-N-oxide		25.4237288		0.0448179272		300		300		32		TP0001718L02-pg05-DMEM-6h-025.4237

		298		DTXSID3027403		Other		Other		Tributyltin chloride		2.9469548		0.0446927374		300		300		32		TP0001719D03-pg23-DMEM-6h-002.9470

		297		DTXSID4032372		Other		Other		Difenoconazole		100		0.0446927374		300		300		32		TP0001720O10-pg21-DMEM-6h-100.0000

		296		DTXSID6025226		Other		Other		Econazole nitrate		100		0.0446927374		300		300		32		EPAPLT0027J02-pg30-DMEM-6h-100.0000

		292		DTXSID3042390		Other		Other		Sodium (2-pyridylthio)-N-oxide		100		0.0446927374		300		300		32		TP0001718L02-pg05-DMEM-6h-100.0000

		299		DTXSID2033314		Other		Other		Chlorhexidine		100		0.0446304045		300		300		32		EPAPLT0027E17-pg41-DMEM-6h-100.0000

		301		DTXSID6020278		Other		Other		1-Chloro-2,4-dinitrobenzene		25.4237288		0.0445682451		300		300		32		TP0001720D20-pg19-DMEM-6h-025.4237

		302		DTXSID5034303		Other		Other		Fluroxypyr-meptyl		100		0.0445062587		300		300		32		TP0001720D15-pg19-DMEM-6h-100.0000

		80		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0443828017		300		300		32		GEN-pg14-DMEM-6h-010.0000

		119		DTXSID7023300		methylprednisolone		NR3C1		Methylprednisolone		0.09994		0.0443828017		300		300		32		TP0001967N05-pg36-DMEM-6h-000.0999

		81		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0443213296		300		300		32		GEN-pg40-DMEM-6h-010.0000

		303		DTXSID9020409		Other		Other		Dibenz(a,h)anthracene		8.018867955		0.0443213296		300		300		32		TP0001720M20-pg20-DMEM-6h-008.0189

		192		DTXSID0020365		Other		Other		Cyclosporin A		25.4237288		0.0443213296		300		300		32		TP0001967L03-pg36-DMEM-6h-025.4237

		41		DTXSID3020465		diethylstilbestrol		ESRRG|ESRRB|ESR2|ESR1		Diethylstilbestrol		0.0299347		0.0442600277		300		300		32		TP0001718E09-pg08-DMEM-6h-000.0299

		82		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.044198895		300		300		32		GEN-pg46-DMEM-6h-010.0000

		309		DTXSID9033187		Other		Other		Amitriptyline hydrochloride		100		0.044198895		300		300		32		EPAPLT0028K11-pg45-DMEM-6h-100.0000

		57		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		50		0.044198895		300		300		32		TP0001719K13-pg13-DMEM-6h-050.0000

		83		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.044137931		300		300		32		GEN-pg21-DMEM-6h-010.0000

		311		DTXSID1041683		Other		Other		Bromofos		9.4339623		0.044137931		300		300		32		TP0001969J07-pg38-DMEM-6h-009.4340

		310		DTXSID4047387		Other		Other		SAR102779		75		0.044137931		300		300		32		TP0001718L19-pg06-DMEM-6h-075.0000

		149		DTXSID3047477		Other		Other		dl-Norgestrel		2.9469548		0.044137931		300		300		32		TP0001967M08-pg36-DMEM-6h-002.9470

		196		DTXSID7047146		Other		Other		Diethylstilbestrol dipropionate		0.0299347		0.044137931		300		300		32		TP0001967N07-pg36-DMEM-6h-000.0299

		104		DTXSID5022437		nordihydroguaiaretic acid		ALOX15|ALOX5|ALOX12		Nordihydroguaiaretic acid		9.4339623		0.044077135		300		300		32		EPAPLT0027A17-pg39-DMEM-6h-009.4340

		155		DTXSID8022377		Other		Other		17alpha-Estradiol		9.4339623		0.044077135		300		300		32		TP0001718D07-pg04-DMEM-6h-009.4340

		175		DTXSID4022999		Other		Other		Estradiol cypionate		0.0299347		0.044077135		300		300		32		EPAPLT0027D13-pg41-DMEM-6h-000.0299

		45		DTXSID3022667		betamethasone		NR3C1		Betamethasone		100		0.0440165062		300		300		32		EPAPLT0027P22-pg47-DMEM-6h-100.0000

		127		DTXSID8020202		budesonide		NR3C1|IL5		Budesonide		0.299461		0.043956044		300		300		32		EPAPLT0028G18-pg43-DMEM-6h-000.2995

		314		DTXSID5020730		Other		Other		8-Hydroxyquinoline		100		0.0436619718		300		300		31		TP0001719A10-pg22-DMEM-6h-100.0000

		124		DTXSID7029871		clotrimazole		NR1I3|NR1I2|ERG11		Clotrimazole		100		0.0435393258		300		300		31		TP0001719D19-pg23-DMEM-6h-100.0000

		284		DTXSID8046666		Other		Other		Methyl Violet		9.4339623		0.0434782609		300		300		31		TP0001969L04-pg38-DMEM-6h-009.4340

		316		DTXSID0034223		Other		Other		Tebufenpyrad		95		0.0434782609		300		300		31		TP0001720L14-pg16-DMEM-6h-095.0000

		317		DTXSID3047342		Other		Other		SR125047		90		0.0434173669		300		300		31		TP0001719O24-pg14-DMEM-6h-090.0000

		237		DTXSID9020114		Other		Other		Auramine hydrochloride		100		0.0433566434		300		300		31		EPAPLT0027A03-pg39-DMEM-6h-100.0000

		318		DTXSID5020233		Other		Other		Ergocalciferol		100		0.0432357043		300		300		31		TP0001720C20-pg19-DMEM-6h-100.0000

		319		DTXSID2040363		Other		Other		Diniconazole		100		0.0431754875		300		300		31		TP0001720P18-pg21-DMEM-6h-100.0000

		42		DTXSID3020465		diethylstilbestrol		ESRRG|ESRRB|ESR2|ESR1		Diethylstilbestrol		100		0.0431154381		300		300		31		TP0001718E09-pg08-DMEM-6h-100.0000

		320		DTXSID7029241		Other		Other		2,4-Bis(1-methyl-1-phenylethyl)phenol		100		0.0431154381		300		300		31		TP0001719G16-pg11-DMEM-6h-100.0000

		321		DTXSID0041985		Other		Other		Fluorosalan		100		0.0431154381		300		300		31		EPAPLT0027J20-pg30-DMEM-6h-100.0000

		84		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0430555556		300		300		31		GEN-pg12-DMEM-6h-010.0000

		323		DTXSID7022253		Other		Other		Resmethrin		100		0.0430555556		300		300		31		TP0001720O04-pg21-DMEM-6h-100.0000

		324		DTXSID5020653		Other		Other		Gentian Violet		9.4339623		0.0429958391		300		300		31		TP0001719K14-pg13-DMEM-6h-009.4340

		85		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0429958391		300		300		31		GEN-pg41-DMEM-6h-010.0000

		277		DTXSID0040674		Other		Other		Fluocinolone acetonide		0.299461		0.0429958391		300		300		31		EPAPLT0027M18-pg31-DMEM-6h-000.2995

		212		DTXSID7047435		Other		Other		Fluorometholone		25.4237288		0.0429958391		300		300		31		EPAPLT0027K14-pg30-DMEM-6h-025.4237

		162		DTXSID4020379		Other		Other		Dehydroepiandrosterone		100		0.0428769018		300		300		31		EPAPLT0027J06-pg30-DMEM-6h-100.0000

		163		DTXSID4020379		Other		Other		Dehydroepiandrosterone		25.4237288		0.0428769018		300		300		31		TP0001720K20-pg16-DMEM-6h-025.4237

		8		DTXSID0023909		benzo(k)fluoranthene		AHR		Benzo(k)fluoranthene		0.9940358		0.0428176796		300		300		31		TP0001969L02-pg38-DMEM-6h-000.9940

		108		DTXSID5040758		am580		RARA		AM580		0.9940358		0.0428176796		300		300		31		EPAPLT0027L01-pg31-DMEM-6h-000.9940

		325		DTXSID7020687		Other		Other		1,2,3,4,5,6-Hexachlorocyclohexane		100		0.0428176796		300		300		31		TP0001967N03-pg36-DMEM-6h-100.0000

		326		DTXSID7022673		Other		Other		Betamethasone valerate		100		0.0428176796		300		300		31		EPAPLT0028I11-pg44-DMEM-6h-100.0000

		327		DTXSID0047377		Other		Other		AVE6324		25.4237288		0.0428176796		300		300		31		TP0001718G07-pg01-DMEM-6h-025.4237

		225		DTXSID4020870		Other		Other		2,2'-Methylenebis(4-methyl-6-tert-butylphenol)		100		0.0427586207		300		300		31		EPAPLT0027E02-pg41-DMEM-6h-100.0000

		270		DTXSID2047434		Other		Other		Flurandrenolide		0.0299347		0.0427586207		300		300		31		EPAPLT0027L16-pg31-DMEM-6h-000.0299

		176		DTXSID4022999		Other		Other		Estradiol cypionate		2.9469548		0.0426997245		300		300		31		EPAPLT0027D13-pg41-DMEM-6h-002.9470

		328		DTXSID4047963		Other		Other		Bisphenol Z		100		0.0426997245		300		300		31		EPAPLT0028D06-pg48-DMEM-6h-100.0000

		0		DTXSID0020573		17beta-estradiol		GPER1|ESR2|ESR1|AHR|NR1I2|AR|SHBG		17beta-Estradiol		100		0.0426409904		300		300		31		TP0001718A17-pg07-DMEM-6h-100.0000

		58		DTXSID4022369		fulvestrant		ESR2|ESR1		Fulvestrant		0.4970179		0.0425240055		300		300		31		TP0001719K13-pg13-DMEM-6h-000.4970

		232		DTXSID5036684		Other		Other		4-Hydroxybenzophenone		25.4237288		0.0424657534		300		300		31		EPAPLT0027L19-pg31-DMEM-6h-025.4237

		329		DTXSID3034402		Other		Other		Butachlor		100		0.0417827298		300		300		30		TP0001720H15-pg25-DMEM-6h-100.0000

		200		DTXSID6020690		Other		Other		Hexachlorophene		25.4237288		0.0417827298		300		300		30		TP0001969I09-pg29-DMEM-6h-025.4237

		330		DTXSID5047295		Other		Other		UK-373911		100		0.0417246175		300		300		30		TP0001719M01-pg17-DMEM-6h-100.0000

		332		DTXSID6025436		Other		Other		8-Hydroxyquinoline sulfate		100		0.0416666667		300		300		30		EPAPLT0028D05-pg48-DMEM-6h-100.0000

		285		DTXSID8046666		Other		Other		Methyl Violet		0.9940358		0.0416666667		300		300		30		TP0001969L04-pg38-DMEM-6h-000.9940

		331		DTXSID9026974		Other		Other		2,4-Di-tert-pentylphenol		100		0.0416666667		300		300		30		TP0001718H18-pg09-DMEM-6h-100.0000

		333		DTXSID4034653		Other		Other		Hexaconazole		100		0.0416088766		300		300		30		TP0001720K16-pg16-DMEM-6h-100.0000

		334		DTXSID6024882		Other		Other		Cycloheximide		25.4237288		0.0416088766		300		300		30		TP0001719I05-pg12-DMEM-6h-025.4237

		86		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0415512465		300		300		30		GEN-pg11-DMEM-6h-010.0000

		338		DTXSID8034956		Other		Other		Tetraconazole		95		0.0415512465		300		300		30		TP0001720P17-pg21-DMEM-6h-095.0000

		339		DTXSID9046992		Other		Other		Nicardipine hydrochloride		100		0.0415512465		300		300		30		TP0001967L04-pg36-DMEM-6h-100.0000

		341		DTXSID8032548		Other		Other		Fenbuconazole		100		0.0414937759		300		300		30		TP0001720E12-pg24-DMEM-6h-100.0000

		87		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0414937759		300		300		30		GEN-pg25-DMEM-6h-010.0000

		340		DTXSID2037714		Other		Other		4-Heptylphenol		100		0.0414937759		300		300		30		TP0001719H01-pg11-DMEM-6h-100.0000

		262		DTXSID6021793		Other		Other		1-Naphthol		9.4339623		0.0414364641		300		300		30		EPAPLT0027E14-pg41-DMEM-6h-009.4340

		213		DTXSID7047435		Other		Other		Fluorometholone		0.9940358		0.0414364641		300		300		30		EPAPLT0027K14-pg30-DMEM-6h-000.9940

		177		DTXSID4022999		Other		Other		Estradiol cypionate		25.4237288		0.0414364641		300		300		30		EPAPLT0027D13-pg41-DMEM-6h-025.4237

		34		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		0.09994		0.0414364641		300		300		30		TP0001967B09-pg26-DMEM-6h-000.0999

		36		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		100		0.0413793103		300		300		30		TP0001967B09-pg26-DMEM-6h-100.0000

		343		DTXSID2020341		Other		Other		Codeine		100		0.0413793103		300		300		30		TP0001967F09-pg27-DMEM-6h-100.0000

		342		DTXSID6020197		Other		Other		Bromocriptine mesylate		30		0.0413793103		300		300		30		TP0001720P19-pg21-DMEM-6h-030.0000

		35		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		0.299461		0.0413793103		300		300		30		TP0001967B09-pg26-DMEM-6h-000.2995

		9		DTXSID0023909		benzo(k)fluoranthene		AHR		Benzo(k)fluoranthene		25.4237288		0.0413793103		300		300		30		TP0001969L02-pg38-DMEM-6h-025.4237

		156		DTXSID8022377		Other		Other		17alpha-Estradiol		25.4237288		0.0413793103		300		300		30		TP0001718D07-pg04-DMEM-6h-025.4237

		271		DTXSID2047434		Other		Other		Flurandrenolide		2.9469548		0.041322314		300		300		30		EPAPLT0027L16-pg31-DMEM-6h-002.9470

		344		DTXSID8047890		Other		Other		3,3'-Dimethylbisphenol A		100		0.041322314		300		300		30		EPAPLT0027G17-pg34-DMEM-6h-100.0000

		345		DTXSID2020636		Other		Other		Fluvastatin		9.4339623		0.041322314		300		300		30		EPAPLT0027H18-pg35-DMEM-6h-009.4340

		138		DTXSID9021184		prednisolone		NR3C1|AR|PGR		Prednisolone		100		0.0412654746		300		300		30		TP0001967P03-pg36-DMEM-6h-100.0000

		88		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0412654746		300		300		30		GEN-pg01-DMEM-6h-010.0000

		347		DTXSID3031860		Other		Other		Perfluorodecanoic acid		100		0.0412654746		300		300		30		TP0001719I06-pg12-DMEM-6h-100.0000

		28		DTXSID2022381		meso-hexestrol		ESR1		meso-Hexestrol		100		0.0412087912		300		300		30		TP0001719B08-pg22-DMEM-6h-100.0000

		128		DTXSID8020202		budesonide		NR3C1|IL5		Budesonide		25.4237288		0.0412087912		300		300		30		EPAPLT0028G18-pg43-DMEM-6h-025.4237

		4		DTXSID0021460		zearalenone		ESR1		Zearalenone		0.299461		0.0412087912		300		300		30		EPAPLT0027G06-pg34-DMEM-6h-000.2995

		23		DTXSID1034181		raloxifene hydrochloride		ESR1		Raloxifene hydrochloride		0.299461		0.0412087912		300		300		30		TP0001718E16-pg08-DMEM-6h-000.2995

		349		DTXSID2030695		Other		Other		Aloe-emodin		100		0.0411522634		300		300		30		EPAPLT0027K03-pg30-DMEM-6h-100.0000

		350		DTXSID8022406		Other		Other		2,4-Dihydroxybenzophenone		100		0.0410958904		300		300		30		EPAPLT0028F21-pg43-DMEM-6h-100.0000

		351		DTXSID3022409		Other		Other		4,4'-Sulfonyldiphenol		25.4237288		0.0409836066		300		300		30		EPAPLT0027H09-pg35-DMEM-6h-025.4237

		352		DTXSID4020292		Other		Other		Chloroacetaldehyde		100		0.0406162465		300		300		29		EPAPLT0027A06-pg39-DMEM-6h-100.0000

		353		DTXSID4020292		Other		Other		Chloroacetaldehyde		100		0.0405594406		300		300		29		TP0001720F20-pg24-DMEM-6h-100.0000

		18		DTXSID0051447		tyrphostin		EGFR		Tyrphostin		100		0.0405027933		300		300		29		EPAPLT0027I22-pg30-DMEM-6h-100.0000

		354		DTXSID7032551		Other		Other		Fluazinam		22.88135592		0.040446304		300		300		29		TP0001720H12-pg25-DMEM-6h-022.8814

		335		DTXSID6024882		Other		Other		Cycloheximide		2.9469548		0.0403337969		300		300		29		TP0001719I05-pg12-DMEM-6h-002.9470

		355		DTXSID2036588		Other		Other		Nonoxynol		100		0.0402777778		300		300		29		EPAPLT0027A18-pg39-DMEM-6h-100.0000

		10		DTXSID0023909		benzo(k)fluoranthene		AHR		Benzo(k)fluoranthene		2.9469548		0.040166205		300		300		29		TP0001969L02-pg38-DMEM-6h-002.9470

		358		DTXSID00872663		Other		Other		Bisdemethoxycurcumin		100		0.040166205		300		300		29		TP0001966E01-pg03-DMEM-6h-100.0000

		357		DTXSID0024000		Other		Other		Chlorthal-dimethyl		95		0.040166205		300		300		29		TP0001719C04-pg23-DMEM-6h-095.0000

		132		DTXSID8030423		5,6-benzoflavone		AHR		5,6-Benzoflavone		9.4339623		0.040166205		300		300		29		EPAPLT0027I03-pg35-DMEM-6h-009.4340

		356		DTXSID2032500		Other		Other		Triflumizole		100		0.040166205		300		300		29		TP0001720O11-pg21-DMEM-6h-100.0000

		359		DTXSID1020433		Other		Other		3,3'-Dichlorobenzidine dihydrochloride		100		0.0401106501		300		300		29		TP0001967P07-pg37-DMEM-6h-100.0000

		360		DTXSID3042633		Other		Other		Clomipramine hydrochloride		100		0.0401106501		300		300		29		EPAPLT0027G02-pg34-DMEM-6h-100.0000

		278		DTXSID0040674		Other		Other		Fluocinolone acetonide		0.9940358		0.0400552486		300		300		29		EPAPLT0027M18-pg31-DMEM-6h-000.9940

		279		DTXSID0040674		Other		Other		Fluocinolone acetonide		0.0299347		0.0400552486		300		300		29		EPAPLT0027M18-pg31-DMEM-6h-000.0299

		133		DTXSID8030423		5,6-benzoflavone		AHR		5,6-Benzoflavone		25.4237288		0.0400552486		300		300		29		EPAPLT0027I03-pg35-DMEM-6h-025.4237

		361		DTXSID5032523		Other		Other		1,2-Benzisothiazolin-3-one		100		0.0400552486		300		300		29		TP0001718O04-pg02-DMEM-6h-100.0000

		362		DTXSID5042249		Other		Other		Phenylarsine oxide		0.299461		0.04		300		300		29		EPAPLT0027A13-pg39-DMEM-6h-000.2995

		272		DTXSID2047434		Other		Other		Flurandrenolide		0.09994		0.0399449036		300		300		29		EPAPLT0027L16-pg31-DMEM-6h-000.0999

		263		DTXSID6021793		Other		Other		1-Naphthol		25.4237288		0.0399449036		300		300		29		EPAPLT0027E14-pg41-DMEM-6h-025.4237

		364		DTXSID1047364		Other		Other		SSR 103800		90		0.0399449036		300		300		29		TP0001719B04-pg22-DMEM-6h-090.0000

		140		DTXSID9021217		pyrimethamine		DHFR		Pyrimethamine		100		0.0399449036		300		300		29		TP0001718G05-pg01-DMEM-6h-100.0000

		14		DTXSID0025527		medroxyprogesterone acetate		NR3C1|AR|PGR		Medroxyprogesterone acetate		9.4339623		0.0398899587		300		300		29		EPAPLT0027H06-pg35-DMEM-6h-009.4340

		37		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		0.0299347		0.0398899587		300		300		29		TP0001967B09-pg26-DMEM-6h-000.0299

		289		DTXSID1034210		Other		Other		Prodiamine		24.15254236		0.0398899587		300		300		29		TP0001720J14-pg15-DMEM-6h-024.1525

		134		DTXSID8030423		5,6-benzoflavone		AHR		5,6-Benzoflavone		100		0.0398899587		300		300		29		EPAPLT0027I03-pg35-DMEM-6h-100.0000

		264		DTXSID6021793		Other		Other		1-Naphthol		2.9469548		0.0398899587		300		300		29		EPAPLT0027E14-pg41-DMEM-6h-002.9470

		365		DTXSID1041132		Other		Other		SU-5416		9.4339623		0.0398899587		300		300		29		EPAPLT0027C20-pg40-DMEM-6h-009.4340

		369		DTXSID9027522		Other		Other		Octrizole		100		0.0398899587		300		300		29		TP0001719E06-pg10-DMEM-6h-100.0000

		89		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0398351648		300		300		29		GEN-pg26-DMEM-6h-010.0000

		136		DTXSID9020372		o,p-ddd		ESR1		o,p'-DDD		100		0.0398351648		300		300		29		EPAPLT0027N07-pg46-DMEM-6h-100.0000

		370		DTXSID8024151		Other		Other		Imazalil		100		0.0398351648		300		300		29		TP0001720D07-pg19-DMEM-6h-100.0000

		371		DTXSID6021824		Other		Other		Dichlorophen		100		0.0397805213		300		300		29		EPAPLT0028K04-pg45-DMEM-6h-100.0000

		129		DTXSID8020202		budesonide		NR3C1|IL5		Budesonide		2.9469548		0.0397805213		300		300		29		EPAPLT0028G18-pg43-DMEM-6h-002.9470

		116		DTXSID7020182		bisphenol a		ESRRG|ESR2|ESR1|TTR|NR1I2|AR		Bisphenol A		100		0.0397805213		300		300		29		TP0001718D10-pg04-DMEM-6h-100.0000

		178		DTXSID4022999		Other		Other		Estradiol cypionate		0.9940358		0.0397805213		300		300		29		EPAPLT0027D13-pg41-DMEM-6h-000.9940

		372		DTXSID5052832		Other		Other		2,2',3,4',5,5',6-Heptachloro-1,1'-biphenyl		100		0.0396716826		300		300		29		TP0001967E04-pg26-DMEM-6h-100.0000

		373		DTXSID4020294		Other		Other		4'-(Chloroacetyl)acetanilide		100		0.0392706872		300		300		28		TP0001967I04-pg27-DMEM-6h-100.0000

		374		DTXSID5038888		Other		Other		Basic Blue 7		25.4237288		0.0389972145		300		300		28		EPAPLT0027M06-pg31-DMEM-6h-025.4237

		379		DTXSID8034742		Other		Other		Milbemectin (mixture of 70% Milbemcin A4, 30% Milbemycin A3)		95		0.0388888889		300		300		28		TP0001720A17-pg18-DMEM-6h-095.0000

		378		DTXSID9035204		Other		Other		Tributyltin methacrylate		2.9469548		0.0388888889		300		300		28		TP0001718L05-pg05-DMEM-6h-002.9470

		383		DTXSID5021413		Other		Other		Tris(2,3-dibromopropyl) phosphate		85		0.0388349515		300		300		28		TP0001720F24-pg25-DMEM-6h-085.0000

		380		DTXSID7024902		Other		Other		Dazomet		100		0.0388349515		300		300		28		TP0001720K09-pg16-DMEM-6h-100.0000

		336		DTXSID6024882		Other		Other		Cycloheximide		9.4339623		0.0387811634		300		300		28		TP0001719I05-pg12-DMEM-6h-009.4340

		206		DTXSID7040362		Other		Other		Niclosamide		4.71698115		0.0387811634		300		300		28		TP0001720O18-pg21-DMEM-6h-004.7170

		385		DTXSID1020069		Other		Other		2-Amino-5-azotoluene		100		0.0387275242		300		300		28		TP0001719I08-pg12-DMEM-6h-100.0000

		120		DTXSID7023300		methylprednisolone		NR3C1		Methylprednisolone		9.4339623		0.0387275242		300		300		28		TP0001967N05-pg36-DMEM-6h-009.4340

		304		DTXSID9020409		Other		Other		Dibenz(a,h)anthracene		21.61016948		0.0386740331		300		300		28		TP0001720M20-pg20-DMEM-6h-021.6102

		387		DTXSID9044582		Other		Other		1-tert-Butyl-3,4,5-trimethyl-2,6-dinitrobenzene		100		0.0386740331		300		300		28		EPAPLT0028F05-pg43-DMEM-6h-100.0000

		386		DTXSID6029123		Other		Other		2-Methyl-1,4-benzenediamine		100		0.0386740331		300		300		28		TP0001969H06-pg29-DMEM-6h-100.0000

		229		DTXSID3025178		Other		Other		1,3-Diphenylguanidine		25.4237288		0.0386740331		300		300		28		TP0001718L24-pg06-DMEM-6h-025.4237

		388		DTXSID6023652		Other		Other		6-Thioguanine		100		0.0386206897		300		300		28		TP0001719C14-pg23-DMEM-6h-100.0000

		390		DTXSID4040713		Other		Other		Octyl gallate		100		0.0386206897		300		300		28		TP0001718G09-pg01-DMEM-6h-100.0000

		389		DTXSID7020635		Other		Other		Fluoxetine hydrochloride		100		0.0386206897		300		300		28		EPAPLT0028F06-pg43-DMEM-6h-100.0000

		29		DTXSID2022880		danazol		AR|ESR1		Danazol		100		0.0386206897		300		300		28		EPAPLT0028A21-pg47-DMEM-6h-100.0000

		322		DTXSID0041985		Other		Other		Fluorosalan		25.4237288		0.0385674931		300		300		28		EPAPLT0027J20-pg30-DMEM-6h-025.4237

		391		DTXSID3020548		Other		Other		Dodine		100		0.0385674931		300		300		28		TP0001969P08-pg39-DMEM-6h-100.0000

		392		DTXSID3025881		Other		Other		1,2-Phenylenediamine		100		0.0385674931		300		300		28		TP0001719I16-pg12-DMEM-6h-100.0000

		393		DTXSID4022442		Other		Other		Bisphenol B		100		0.0385674931		300		300		28		TP0001719C21-pg23-DMEM-6h-100.0000

		381		DTXSID7024902		Other		Other		Dazomet		25.4237288		0.0385674931		300		300		28		TP0001720K09-pg16-DMEM-6h-025.4237

		11		DTXSID0023909		benzo(k)fluoranthene		AHR		Benzo(k)fluoranthene		0.0299347		0.0385674931		300		300		28		TP0001969L02-pg38-DMEM-6h-000.0299

		137		DTXSID9020374		p,p-dde		AR|ESR1		p,p'-DDE		100		0.0385144429		300		300		28		TP0001719K05-pg13-DMEM-6h-100.0000

		395		DTXSID1036541		Other		Other		Pregnenolone		100		0.0385144429		300		300		28		TP0001967L08-pg36-DMEM-6h-100.0000

		394		DTXSID9023706		Other		Other		Trilostane		100		0.0385144429		300		300		28		TP0001967K02-pg36-DMEM-6h-100.0000

		197		DTXSID7047146		Other		Other		Diethylstilbestrol dipropionate		0.9940358		0.0384615385		300		300		28		TP0001967N07-pg36-DMEM-6h-000.9940

		90		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0384615385		300		300		28		GEN-pg38-DMEM-6h-010.0000

		141		DTXSID9022310		daidzein		ESR2|ESR1		Daidzein		100		0.0384087791		300		300		28		TP0001719I02-pg12-DMEM-6h-100.0000

		397		DTXSID8040484		Other		Other		Forskolin		100		0.0384087791		300		300		28		EPAPLT0028I12-pg44-DMEM-6h-100.0000

		91		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0384087791		300		300		28		GEN-pg44-DMEM-6h-010.0000

		396		DTXSID4026214		Other		Other		Triclocarban		100		0.0384087791		300		300		28		TP0001719M07-pg17-DMEM-6h-100.0000

		92		DTXSID5022308		genistein		ESR2|ESR1		Genistein		0.9940358		0.0383561644		300		300		28		TP0001718K19-pg05-DMEM-6h-000.9940

		400		DTXSID9040683		Other		Other		Megestrol acetate		100		0.0383561644		300		300		28		EPAPLT0028C08-pg42-DMEM-6h-100.0000

		164		DTXSID4020379		Other		Other		Dehydroepiandrosterone		9.4339623		0.0383036936		300		300		28		EPAPLT0027J06-pg30-DMEM-6h-009.4340

		401		DTXSID4047337		Other		Other		PharmaGSID_47337		100		0.0383036936		300		300		28		TP0001719J04-pg12-DMEM-6h-100.0000

		402		DTXSID8027373		Other		Other		Cyclopenta[g]-2-benzopyran, 1,3,4,6,7,8-hexahydro-4,6,6,7,8,8-hexamethyl-		100		0.0382513661		300		300		28		TP0001967O05-pg36-DMEM-6h-100.0000

		198		DTXSID7047146		Other		Other		Diethylstilbestrol dipropionate		9.4339623		0.0382513661		300		300		28		TP0001967N07-pg36-DMEM-6h-009.4340

		130		DTXSID8020202		budesonide		NR3C1|IL5		Budesonide		0.9940358		0.0382513661		300		300		28		EPAPLT0028G18-pg43-DMEM-6h-000.9940

		403		DTXSID2039336		Other		Other		S-Bioallethrin		100		0.038147139		300		300		28		TP0001720J18-pg15-DMEM-6h-100.0000

		404		DTXSID0021127		Other		Other		Phenoxybenzamine hydrochloride		100		0.0376044568		300		300		27		TP0001969J09-pg38-DMEM-6h-100.0000

		375		DTXSID5038888		Other		Other		Basic Blue 7		2.9469548		0.0376044568		300		300		27		EPAPLT0027M06-pg31-DMEM-6h-002.9470

		405		DTXSID1021031		Other		Other		4-Nitrosodiphenylamine		100		0.0376044568		300		300		27		TP0001720P22-pg21-DMEM-6h-100.0000

		121		DTXSID7023300		methylprednisolone		NR3C1		Methylprednisolone		0.9940358		0.0376044568		300		300		27		TP0001967N05-pg36-DMEM-6h-000.9940

		407		DTXSID5021332		Other		Other		Thiram		25.4237288		0.0375521558		300		300		27		TP0001720P03-pg21-DMEM-6h-025.4237

		410		DTXSID5025231		Other		Other		Emodin		100		0.0375		300		300		27		EPAPLT0027A10-pg39-DMEM-6h-100.0000

		411		DTXSID4021135		Other		Other		C.I. Solvent Yellow 14		100		0.0375		300		300		27		TP0001719N15-pg14-DMEM-6h-100.0000

		286		DTXSID8046666		Other		Other		Methyl Violet		2.9469548		0.0374479889		300		300		27		TP0001969L04-pg38-DMEM-6h-002.9470

		337		DTXSID6024882		Other		Other		Cycloheximide		100		0.0374479889		300		300		27		TP0001719I05-pg12-DMEM-6h-100.0000

		201		DTXSID6020690		Other		Other		Hexachlorophene		9.4339623		0.0373961219		300		300		27		TP0001969I09-pg29-DMEM-6h-009.4340

		412		DTXSID0043765		Other		Other		Ouabain		9.4339623		0.0373961219		300		300		27		TP0001967D06-pg26-DMEM-6h-009.4340

		413		DTXSID0043765		Other		Other		Ouabain		25.4237288		0.0373443983		300		300		27		TP0001967D06-pg26-DMEM-6h-025.4237

		416		DTXSID9032533		Other		Other		Chlorfenapyr		25.4237288		0.0373443983		300		300		27		EPAPLT0027H15-pg35-DMEM-6h-025.4237

		240		DTXSID1021322		Other		Other		Disulfiram		9.4339623		0.0373443983		300		300		27		TP0001719J08-pg12-DMEM-6h-009.4340

		418		DTXSID1021247		Other		Other		C.I. Basic Red 9 monohydrochloride		25.4237288		0.0373443983		300		300		27		TP0001969K06-pg38-DMEM-6h-025.4237

		207		DTXSID7040362		Other		Other		Niclosamide		50		0.0372928177		300		300		27		TP0001720O18-pg21-DMEM-6h-050.0000

		419		DTXSID6032649		Other		Other		Tetramethrin		100		0.0372413793		300		300		27		TP0001720C14-pg19-DMEM-6h-100.0000

		122		DTXSID7023300		methylprednisolone		NR3C1		Methylprednisolone		0.299461		0.0372413793		300		300		27		TP0001967N05-pg36-DMEM-6h-000.2995

		114		DTXSID6040743		arotinoid acid		RARA|RARB|RARG		Arotinoid acid		2.9469548		0.0372413793		300		300		27		EPAPLT0027J15-pg30-DMEM-6h-002.9470

		123		DTXSID7023300		methylprednisolone		NR3C1		Methylprednisolone		25.4237288		0.0371900826		300		300		27		TP0001967N05-pg36-DMEM-6h-025.4237

		420		DTXSID1038666		Other		Other		Chlorpyrifos oxon		95		0.0371900826		300		300		27		TP0001720H18-pg25-DMEM-6h-095.0000

		12		DTXSID0023909		benzo(k)fluoranthene		AHR		Benzo(k)fluoranthene		100		0.0371900826		300		300		27		TP0001969L02-pg38-DMEM-6h-100.0000

		241		DTXSID1021322		Other		Other		Disulfiram		100		0.0371900826		300		300		27		TP0001719J08-pg12-DMEM-6h-100.0000

		94		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0371389271		300		300		27		GEN-pg33-DMEM-6h-010.0000

		422		DTXSID7034674		Other		Other		Ipconazole		100		0.0371389271		300		300		27		EPAPLT0027F21-pg34-DMEM-6h-100.0000

		421		DTXSID30892112		Other		Other		MCF7_HTTr_Water_Sample_4		50		0.0371389271		300		300		27		EP000004A04-pg03-DMEM-6h-050.0000

		423		DTXSID8024153		Other		Other		Indeno(1,2,3-cd)pyrene		25.4237288		0.0371389271		300		300		27		TP0001969O02-pg39-DMEM-6h-025.4237

		93		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0371389271		300		300		27		GEN-pg15-DMEM-6h-010.0000

		252		DTXSID2023016		Other		Other		Ethisterone		9.4339623		0.0370879121		300		300		27		EPAPLT0027F15-pg34-DMEM-6h-009.4340

		109		DTXSID5040758		am580		RARA		AM580		100		0.0370879121		300		300		27		EPAPLT0027L01-pg31-DMEM-6h-100.0000

		38		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		0.9940358		0.0370879121		300		300		27		TP0001967B09-pg26-DMEM-6h-000.9940

		39		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		9.4339623		0.0370879121		300		300		27		TP0001967B09-pg26-DMEM-6h-009.4340

		408		DTXSID5021332		Other		Other		Thiram		0.9940358		0.0370879121		300		300		27		TP0001720P03-pg21-DMEM-6h-000.9940

		214		DTXSID7047435		Other		Other		Fluorometholone		0.0299347		0.0370879121		300		300		27		EPAPLT0027K14-pg30-DMEM-6h-000.0299

		426		DTXSID2034095		Other		Other		Verapamil hydrochloride		100		0.0370879121		300		300		27		TP0001967E01-pg26-DMEM-6h-100.0000

		428		DTXSID9020243		Other		Other		Captan		95		0.037037037		300		300		27		TP0001720K01-pg15-DMEM-6h-095.0000

		61		DTXSID5020576		17alpha-ethinylestradiol		ESR2|ESR1|SHBG|CYP3A4|FGG|FGA|FGB		17alpha-Ethinylestradiol		100		0.037037037		300		300		27		TP0001719F13-pg10-DMEM-6h-100.0000

		427		DTXSID2022179		Other		Other		Pentachloropyridine		100		0.037037037		300		300		27		TP0001719H02-pg11-DMEM-6h-100.0000

		256		DTXSID4044161		Other		Other		Antimony trichloride		9.4339623		0.037037037		300		300		27		TP0001969I08-pg29-DMEM-6h-009.4340

		305		DTXSID9020409		Other		Other		Dibenz(a,h)anthracene		2.50491158		0.037037037		300		300		27		TP0001720M20-pg20-DMEM-6h-002.5049

		219		DTXSID8041248		Other		Other		2,5-Di-tert-butylbenzene-1,4-diol		25.4237288		0.0369863014		300		300		27		TP0001718M19-pg06-DMEM-6h-025.4237

		430		DTXSID6043915		Other		Other		Hydroxyprogesterone caproate		100		0.0369863014		300		300		27		EPAPLT0028C22-pg48-DMEM-6h-100.0000

		143		DTXSID9023380		norethindrone		PGR		Norethindrone		100		0.0369863014		300		300		27		TP0001719J11-pg12-DMEM-6h-100.0000

		429		DTXSID7024245		Other		Other		Pendimethalin		100		0.0369863014		300		300		27		TP0001720J08-pg15-DMEM-6h-100.0000

		424		DTXSID8024153		Other		Other		Indeno(1,2,3-cd)pyrene		2.9469548		0.0369863014		300		300		27		TP0001969O02-pg39-DMEM-6h-002.9470

		95		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0369357045		300		300		27		GEN-pg17-DMEM-6h-010.0000

		431		DTXSID3027584		Other		Other		N,N-Dicyclohexyl-2-benzothiazolesulfenamide		100		0.0369357045		300		300		27		TP0001967A08-pg26-DMEM-6h-100.0000

		435		DTXSID3032549		Other		Other		Fenhexamid		100		0.0369357045		300		300		27		TP0001720F12-pg24-DMEM-6h-100.0000

		432		DTXSID5040706		Other		Other		C.I. Solvent Orange 7		9.4339623		0.0369357045		300		300		27		TP0001967A02-pg26-DMEM-6h-009.4340

		179		DTXSID4022999		Other		Other		Estradiol cypionate		9.4339623		0.0368852459		300		300		27		EPAPLT0027D13-pg41-DMEM-6h-009.4340

		433		DTXSID5040706		Other		Other		C.I. Solvent Orange 7		25.4237288		0.0368852459		300		300		27		TP0001967A02-pg26-DMEM-6h-025.4237

		234		DTXSID5048184		Other		Other		Melengestrol acetate		9.4339623		0.0368852459		300		300		27		EPAPLT0027C09-pg40-DMEM-6h-009.4340

		436		DTXSID6047369		Other		Other		SR146131 trifluoroacetate (1:1)		50		0.0368852459		300		300		27		TP0001719I22-pg12-DMEM-6h-050.0000

		186		DTXSID4021478		Other		Other		Lynestrenol		0.9940358		0.036834925		300		300		27		EPAPLT0028E22-pg43-DMEM-6h-000.9940

		31		DTXSID3020209		butylparaben		ESR1		Butylparaben		100		0.036834925		300		300		27		TP0001719O21-pg14-DMEM-6h-100.0000

		142		DTXSID9022364		5alpha-dihydrotestosterone		SHBG|NR3C1|AR|ESR1		5alpha-Dihydrotestosterone		100		0.036834925		300		300		27		TP0001718I04-pg09-DMEM-6h-100.0000

		437		DTXSID7026314		Other		Other		Zinc pyrithione		2.9469548		0.036834925		300		300		27		EPAPLT0027N01-pg46-DMEM-6h-002.9470

		376		DTXSID5038888		Other		Other		Basic Blue 7		9.4339623		0.0363636364		300		300		26		EPAPLT0027M06-pg31-DMEM-6h-009.4340

		414		DTXSID0043765		Other		Other		Ouabain		0.9940358		0.0360610264		300		300		26		TP0001967D06-pg26-DMEM-6h-000.9940

		406		DTXSID1021031		Other		Other		4-Nitrosodiphenylamine		100		0.0360110803		300		300		26		EPAPLT0027D07-pg41-DMEM-6h-100.0000

		6		DTXSID0022933		digitoxin		ATP1A1		Digitoxin		25.4237288		0.0360110803		300		300		26		TP0001969O01-pg39-DMEM-6h-025.4237

		441		DTXSID1024209		Other		Other		Naled		100		0.0359612725		300		300		26		TP0001720B08-pg18-DMEM-6h-100.0000

		442		DTXSID5023871		Other		Other		Amitraz		100		0.0359612725		300		300		26		TP0001720L05-pg16-DMEM-6h-100.0000

		438		DTXSID5047374		Other		Other		SSR161421		100		0.0359612725		300		300		26		TP0001719O08-pg14-DMEM-6h-100.0000

		444		DTXSID0047371		Other		Other		AVE5638		100		0.035862069		300		300		26		TP0001718D14-pg04-DMEM-6h-100.0000

		446		DTXSID3024239		Other		Other		Oxadiazon		100		0.035862069		300		300		26		TP0001720G08-pg25-DMEM-6h-100.0000

		445		DTXSID1026900		Other		Other		Dodecyltrimethylammonium chloride		100		0.035862069		300		300		26		TP0001719K19-pg13-DMEM-6h-100.0000

		447		DTXSID6032437		Other		Other		Naptalam		25.4237288		0.035862069		300		300		26		EPAPLT0027K02-pg30-DMEM-6h-025.4237

		448		DTXSID1046970		Other		Other		5HPP-33		100		0.035862069		300		300		26		TP0001719E04-pg10-DMEM-6h-100.0000

		443		DTXSID7032638		Other		Other		Pyraclostrobin		100		0.035862069		300		300		26		TP0001720N13-pg20-DMEM-6h-100.0000

		449		DTXSID8022080		Other		Other		2,4,6-Triiodophenol		100		0.035862069		300		300		26		EPAPLT0027G13-pg34-DMEM-6h-100.0000

		315		DTXSID5020730		Other		Other		8-Hydroxyquinoline		25.4237288		0.0358126722		300		300		26		TP0001719A10-pg22-DMEM-6h-025.4237

		110		DTXSID5040758		am580		RARA		AM580		25.4237288		0.0358126722		300		300		26		EPAPLT0027L01-pg31-DMEM-6h-025.4237

		366		DTXSID1041132		Other		Other		SU-5416		0.299461		0.0358126722		300		300		26		EPAPLT0027C20-pg40-DMEM-6h-000.2995

		115		DTXSID6040743		arotinoid acid		RARA|RARB|RARG		Arotinoid acid		100		0.0358126722		300		300		26		EPAPLT0027J15-pg30-DMEM-6h-100.0000

		398		DTXSID8040484		Other		Other		Forskolin		0.9940358		0.0357634113		300		300		26		EPAPLT0028I12-pg44-DMEM-6h-000.9940

		452		DTXSID1025300		Other		Other		2-Ethylhexyl diphenyl phosphate		100		0.0357634113		300		300		26		EPAPLT0027K13-pg30-DMEM-6h-100.0000

		363		DTXSID5042249		Other		Other		Phenylarsine oxide		0.9940358		0.0357634113		300		300		26		EPAPLT0027A13-pg39-DMEM-6h-000.9940

		40		DTXSID3020384		dexamethasone		NR3C2|NR3C1|NR1I2|ABCB1|AR|PGR		Dexamethasone		2.9469548		0.0357634113		300		300		26		TP0001967B09-pg26-DMEM-6h-002.9470

		453		DTXSID4024276		Other		Other		Propargite		100		0.0357634113		300		300		26		TP0001720O08-pg21-DMEM-6h-100.0000

		451		DTXSID1020510		Other		Other		7,12-Dimethylbenz(a)anthracene		100		0.0357634113		300		300		26		TP0001718H16-pg01-DMEM-6h-100.0000

		111		DTXSID5040758		am580		RARA		AM580		0.09994		0.0357634113		300		300		26		EPAPLT0027L01-pg31-DMEM-6h-000.0999

		280		DTXSID0040674		Other		Other		Fluocinolone acetonide		0.09994		0.0357634113		300		300		26		EPAPLT0027M18-pg31-DMEM-6h-000.0999

		450		DTXSID4034497		Other		Other		Metconazole		100		0.0357634113		300		300		26		EPAPLT0027B19-pg40-DMEM-6h-100.0000

		456		DTXSID1032359		Other		Other		Cyprodinil		100		0.0357142857		300		300		26		TP0001720M10-pg20-DMEM-6h-100.0000

		27		DTXSID1040619		bexarotene		RARA|RARB|RARG|RXRG|RXRA|RXRB		Bexarotene		25.4237288		0.0357142857		300		300		26		EPAPLT0027C17-pg40-DMEM-6h-025.4237

		454		DTXSID7021150		Other		Other		Phenylmercuric acetate		9.4339623		0.0357142857		300		300		26		TP0001719D02-pg23-DMEM-6h-009.4340

		281		DTXSID0040674		Other		Other		Fluocinolone acetonide		2.9469548		0.0356652949		300		300		26		EPAPLT0027M18-pg31-DMEM-6h-002.9470

		409		DTXSID5021332		Other		Other		Thiram		100		0.0356652949		300		300		26		TP0001720P03-pg21-DMEM-6h-100.0000

		457		DTXSID1047316		Other		Other		Aplaviroc hydrochloride		100		0.0356652949		300		300		26		TP0001720A01-pg18-DMEM-6h-100.0000

		144		DTXSID9023380		norethindrone		PGR		Norethindrone		9.4339623		0.0356652949		300		300		26		TP0001719J11-pg12-DMEM-6h-009.4340

		458		DTXSID2020347		Other		Other		Coumaphos		100		0.0356652949		300		300		26		TP0001720N01-pg20-DMEM-6h-100.0000

		273		DTXSID2047434		Other		Other		Flurandrenolide		9.4339623		0.0356652949		300		300		26		EPAPLT0027L16-pg31-DMEM-6h-009.4340

		217		DTXSID7047358		Other		Other		Nelivaptan		25.4237288		0.0356164384		300		300		26		TP0001718A24-pg07-DMEM-6h-025.4237

		96		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0356164384		300		300		26		GEN-pg24-DMEM-6h-010.0000

		462		DTXSID8037540		Other		Other		Endosulfan II		100		0.0356164384		300		300		26		TP0001969F02-pg29-DMEM-6h-100.0000

		461		DTXSID6021371		Other		Other		Triamcinolone acetonide		9.4339623		0.0356164384		300		300		26		EPAPLT0028D17-pg48-DMEM-6h-009.4340

		460		DTXSID3047429		Other		Other		Dexamethasone sodium phosphate		100		0.0356164384		300		300		26		TP0001719D21-pg10-DMEM-6h-100.0000

		306		DTXSID9020409		Other		Other		Dibenz(a,h)anthracene		0.84493043		0.0356164384		300		300		26		TP0001720M20-pg20-DMEM-6h-000.8449

		459		DTXSID2041622		Other		Other		Benfuracarb		100		0.0356164384		300		300		26		TP0001967L07-pg36-DMEM-6h-100.0000

		346		DTXSID2020636		Other		Other		Fluvastatin		25.4237288		0.0356164384		300		300		26		EPAPLT0027H18-pg35-DMEM-6h-025.4237

		463		DTXSID1047283		Other		Other		CP-728663		100		0.0355677155		300		300		26		TP0001718F24-pg01-DMEM-6h-100.0000

		434		DTXSID5040706		Other		Other		C.I. Solvent Orange 7		100		0.0355677155		300		300		26		TP0001967A02-pg26-DMEM-6h-100.0000

		464		DTXSID4044872		Other		Other		Bis[4-(glycidyloxy)phenyl]methane		100		0.0355677155		300		300		26		TP0001967C04-pg26-DMEM-6h-100.0000

		183		DTXSID9044536		Other		Other		1-(6-tert-Butyl-1,1-dimethyl-2,3-dihydro-1H-inden-4-yl)ethanone		25.4237288		0.0355677155		300		300		26		EPAPLT0027C14-pg40-DMEM-6h-025.4237

		399		DTXSID8040484		Other		Other		Forskolin		2.9469548		0.0355677155		300		300		26		EPAPLT0028I12-pg44-DMEM-6h-002.9470

		187		DTXSID4021478		Other		Other		Lynestrenol		9.4339623		0.0355677155		300		300		26		EPAPLT0028E22-pg43-DMEM-6h-009.4340

		24		DTXSID1034181		raloxifene hydrochloride		ESR1		Raloxifene hydrochloride		2.9469548		0.0355677155		300		300		26		TP0001718E16-pg08-DMEM-6h-002.9470

		97		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0355677155		300		300		26		GEN-pg20-DMEM-6h-010.0000

		265		DTXSID6021793		Other		Other		1-Naphthol		0.9940358		0.0355677155		300		300		26		EPAPLT0027E14-pg41-DMEM-6h-000.9940

		60		DTXSID5020366		cyproterone acetate		AR		Cyproterone acetate		100		0.0355191257		300		300		26		TP0001719M16-pg17-DMEM-6h-100.0000

		465		DTXSID2026602		Other		Other		2,4-Di-tert-butylphenol		100		0.0355191257		300		300		26		TP0001718I13-pg09-DMEM-6h-100.0000

		43		DTXSID3020465		diethylstilbestrol		ESRRG|ESRRB|ESR2|ESR1		Diethylstilbestrol		9.4339623		0.0355191257		300		300		26		TP0001718E09-pg08-DMEM-6h-009.4340

		425		DTXSID8024153		Other		Other		Indeno(1,2,3-cd)pyrene		100		0.0355191257		300		300		26		TP0001969O02-pg39-DMEM-6h-100.0000

		312		DTXSID1041683		Other		Other		Bromofos		25.4237288		0.0355191257		300		300		26		TP0001969J07-pg38-DMEM-6h-025.4237

		468		DTXSID1021409		Other		Other		Triphenyltin hydroxide		0.9940358		0.0354706685		300		300		26		TP0001720E04-pg24-DMEM-6h-000.9940

		150		DTXSID3047477		Other		Other		dl-Norgestrel		0.9940358		0.0354706685		300		300		26		TP0001967M08-pg36-DMEM-6h-000.9940

		467		DTXSID7022120		Other		Other		Carbophenothion		100		0.0354706685		300		300		26		TP0001969M09-pg38-DMEM-6h-100.0000

		466		DTXSID8040723		Other		Other		2-Chloro-5-nitro-N-phenylbenzamide		100		0.0354706685		300		300		26		EPAPLT0028B07-pg42-DMEM-6h-100.0000

		15		DTXSID0025527		medroxyprogesterone acetate		NR3C1|AR|PGR		Medroxyprogesterone acetate		25.4237288		0.0354706685		300		300		26		EPAPLT0027H06-pg35-DMEM-6h-025.4237

		44		DTXSID3020465		diethylstilbestrol		ESRRG|ESRRB|ESR2|ESR1		Diethylstilbestrol		25.4237288		0.0353741497		300		300		26		TP0001718E09-pg08-DMEM-6h-025.4237

		151		DTXSID3047477		Other		Other		dl-Norgestrel		0.0299347		0.035326087		300		300		26		TP0001967M08-pg36-DMEM-6h-000.0299

		16		DTXSID0025527		medroxyprogesterone acetate		NR3C1|AR|PGR		Medroxyprogesterone acetate		0.0299347		0.035326087		300		300		26		EPAPLT0027H06-pg35-DMEM-6h-000.0299

		469		DTXSID0048189		Other		Other		Lauryl gallate		100		0.0348675035		300		300		25		EPAPLT0027K18-pg30-DMEM-6h-100.0000

		295		DTXSID1021243		Other		Other		Rhodamine 6G		25.4237288		0.0346740638		300		300		25		TP0001720N23-pg20-DMEM-6h-025.4237

		470		DTXSID2032390		Other		Other		Fenarimol		100		0.0345781466		300		300		25		TP0001720C11-pg19-DMEM-6h-100.0000

		415		DTXSID0043765		Other		Other		Ouabain		2.9469548		0.0345303867		300		300		25		TP0001967D06-pg26-DMEM-6h-002.9470

		377		DTXSID5038888		Other		Other		Basic Blue 7		0.9940358		0.0344827586		300		300		25		EPAPLT0027M06-pg31-DMEM-6h-000.9940

		117		DTXSID7021239		all-trans-retinoic acid		RARA|RARB|RARG|RXRG|RXRA|RXRB		all-trans-Retinoic acid		100		0.0344827586		300		300		25		TP0001719I12-pg12-DMEM-6h-100.0000

		384		DTXSID5021413		Other		Other		Tris(2,3-dibromopropyl) phosphate		100		0.0344352617		300		300		25		EPAPLT0028K01-pg45-DMEM-6h-100.0000

		471		DTXSID2037502		Other		Other		Bitertanol		100		0.0344352617		300		300		25		TP0001969L05-pg38-DMEM-6h-100.0000

		475		DTXSID9032581		Other		Other		Zoxamide		100		0.0343878955		300		300		25		TP0001720E13-pg24-DMEM-6h-100.0000

		106		DTXSID5023902		benz(a)anthracene		AHR		Benz(a)anthracene		25.4237288		0.0343878955		300		300		25		TP0001719J17-pg13-DMEM-6h-025.4237

		472		DTXSID2021105		Other		Other		Pentachloronitrobenzene		100		0.0343878955		300		300		25		TP0001720I03-pg15-DMEM-6h-100.0000

		474		DTXSID8032417		Other		Other		Isofenphos		100		0.0343878955		300		300		25		TP0001969G08-pg29-DMEM-6h-100.0000

		473		DTXSID0048505		Other		Other		PharmaGSID_48505		25.4237288		0.0343878955		300		300		25		TP0001719I13-pg12-DMEM-6h-025.4237

		139		DTXSID9021184		prednisolone		NR3C1|AR|PGR		Prednisolone		2.9469548		0.0343406593		300		300		25		TP0001967P03-pg36-DMEM-6h-002.9470

		193		DTXSID0020365		Other		Other		Cyclosporin A		2.9469548		0.0343406593		300		300		25		TP0001967L03-pg36-DMEM-6h-002.9470

		477		DTXSID1047366		Other		Other		SAR115740		100		0.0343406593		300		300		25		TP0001719B15-pg22-DMEM-6h-100.0000

		215		DTXSID7047435		Other		Other		Fluorometholone		9.4339623		0.0343406593		300		300		25		EPAPLT0027K14-pg30-DMEM-6h-009.4340

		478		DTXSID8032386		Other		Other		Ethalfluralin		100		0.0343406593		300		300		25		TP0001720B11-pg18-DMEM-6h-100.0000

		476		DTXSID0023907		Other		Other		Benzo(b)fluoranthene		12.7118644		0.0343406593		300		300		25		TP0001719J03-pg12-DMEM-6h-012.7119

		3		DTXSID0020862		3-methylcholanthrene		AHR		3-Methylcholanthrene		0.299461		0.0343406593		300		300		25		TP0001967G01-pg27-DMEM-6h-000.2995

		2		DTXSID0020862		3-methylcholanthrene		AHR		3-Methylcholanthrene		100		0.0343406593		300		300		25		TP0001967G01-pg27-DMEM-6h-100.0000

		98		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0342935528		300		300		25		GEN-pg06-DMEM-6h-010.0000

		5		DTXSID0022777		celecoxib		PTGS2|CA9|CA2|CA1|CA7|CA12|PTGS1|PTGES		Celecoxib		100		0.0342935528		300		300		25		TP0001718N02-pg06-DMEM-6h-100.0000

		481		DTXSID5047322		Other		Other		SB243213A		90		0.0342935528		300		300		25		TP0001718F08-pg08-DMEM-6h-090.0000

		479		DTXSID9046029		Other		Other		Efavirenz		100		0.0342935528		300		300		25		EPAPLT0028B06-pg42-DMEM-6h-100.0000

		105		DTXSID5022934		digoxin		ABCB1|SLCO1A2|ATP1A1		Digoxin		2.9469548		0.0342935528		300		300		25		EPAPLT0028D12-pg48-DMEM-6h-002.9470

		417		DTXSID9032533		Other		Other		Chlorfenapyr		9.4339623		0.0342935528		300		300		25		EPAPLT0027H15-pg35-DMEM-6h-009.4340

		300		DTXSID2033314		Other		Other		Chlorhexidine		25.4237288		0.0342935528		300		300		25		EPAPLT0027E17-pg41-DMEM-6h-025.4237

		382		DTXSID7024902		Other		Other		Dazomet		9.4339623		0.0342935528		300		300		25		TP0001720K09-pg16-DMEM-6h-009.4340

		480		DTXSID4028880		Other		Other		Triphenyl phosphates isopropylated		100		0.0342935528		300		300		25		TP0001967N08-pg36-DMEM-6h-100.0000

		145		DTXSID9023380		norethindrone		PGR		Norethindrone		25.4237288		0.0342465753		300		300		25		TP0001719J11-pg12-DMEM-6h-025.4237

		307		DTXSID9020409		Other		Other		Dibenz(a,h)anthracene		85		0.0342465753		300		300		25		TP0001720M20-pg20-DMEM-6h-085.0000

		482		DTXSID2021367		Other		Other		Toremifene citrate		100		0.0342465753		300		300		25		EPAPLT0028G01-pg43-DMEM-6h-100.0000

		439		DTXSID5047374		Other		Other		SSR161421		25.4237288		0.0342465753		300		300		25		TP0001719O08-pg14-DMEM-6h-025.4237

		30		DTXSID2040650		alpha-naphthoflavone		AHR|CYP1A1|CYP1A2|CYP1B1		alpha-Naphthoflavone		100		0.0342465753		300		300		25		EPAPLT0028E06-pg48-DMEM-6h-100.0000

		266		DTXSID6021793		Other		Other		1-Naphthol		0.299461		0.0342465753		300		300		25		EPAPLT0027E14-pg41-DMEM-6h-000.2995

		483		DTXSID7020716		Other		Other		Hydroquinone		95		0.0342465753		300		300		25		TP0001718D15-pg04-DMEM-6h-095.0000

		204		DTXSID8020337		Other		Other		Clomiphene citrate (1:1)		9.4339623		0.0341997264		300		300		25		TP0001718D16-pg04-DMEM-6h-009.4340

		487		DTXSID4047389		Other		Other		SAR 150640		90		0.0341997264		300		300		25		TP0001718L21-pg06-DMEM-6h-090.0000

		486		DTXSID8024157		Other		Other		Isopropalin		100		0.0341997264		300		300		25		TP0001719O14-pg14-DMEM-6h-100.0000

		99		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0341997264		300		300		25		GEN-pg47-DMEM-6h-010.0000

		485		DTXSID0020737		Other		Other		Indole		95		0.0341997264		300		300		25		TP0001720B22-pg18-DMEM-6h-095.0000

		484		DTXSID8042478		Other		Other		Tolylfluanid		25.4237288		0.0341997264		300		300		25		TP0001969K08-pg38-DMEM-6h-025.4237

		367		DTXSID1041132		Other		Other		SU-5416		0.9940358		0.0341997264		300		300		25		EPAPLT0027C20-pg40-DMEM-6h-000.9940

		368		DTXSID1041132		Other		Other		SU-5416		100		0.0341997264		300		300		25		EPAPLT0027C20-pg40-DMEM-6h-100.0000

		440		DTXSID5047374		Other		Other		SSR161421		9.4339623		0.0341997264		300		300		25		TP0001719O08-pg14-DMEM-6h-009.4340

		488		DTXSID9052686		Other		Other		2-Ethylhexyl 2,3,4,5-tetrabromobenzoate		100		0.0341530055		300		300		25		TP0001967D09-pg26-DMEM-6h-100.0000

		489		DTXSID9037539		Other		Other		Endosulfan I		100		0.0341530055		300		300		25		EPAPLT0028D13-pg48-DMEM-6h-100.0000

		490		DTXSID0047379		Other		Other		SSR126768		100		0.0341530055		300		300		25		TP0001718N17-pg02-DMEM-6h-100.0000

		125		DTXSID7032004		flutamide		AR		Flutamide		100		0.0341530055		300		300		25		TP0001718F05-pg08-DMEM-6h-100.0000

		152		DTXSID3047477		Other		Other		dl-Norgestrel		25.4237288		0.0341530055		300		300		25		TP0001967M08-pg36-DMEM-6h-025.4237

		100		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.0341530055		300		300		25		GEN-pg48-DMEM-6h-010.0000

		50		DTXSID4022367		estrone		ABCG2|ESR2|ESR1		Estrone		100		0.0341530055		300		300		25		TP0001719E11-pg10-DMEM-6h-100.0000

		274		DTXSID2047434		Other		Other		Flurandrenolide		0.299461		0.0341530055		300		300		25		EPAPLT0027L16-pg31-DMEM-6h-000.2995

		308		DTXSID9020409		Other		Other		Dibenz(a,h)anthracene		0.084949		0.0341530055		300		300		25		TP0001720M20-pg20-DMEM-6h-000.0849

		455		DTXSID7021150		Other		Other		Phenylmercuric acetate		25.4237288		0.0341530055		300		300		25		TP0001719D02-pg23-DMEM-6h-025.4237

		101		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.034106412		300		300		25		GEN-pg10-DMEM-6h-010.0000

		293		DTXSID3042390		Other		Other		Sodium (2-pyridylthio)-N-oxide		9.4339623		0.034106412		300		300		25		TP0001718L02-pg05-DMEM-6h-009.4340

		32		DTXSID3020257		catechol		CA2|CA1		Catechol		100		0.034106412		300		300		25		TP0001719G10-pg11-DMEM-6h-100.0000

		146		DTXSID9023380		norethindrone		PGR		Norethindrone		0.299461		0.034106412		300		300		25		TP0001719J11-pg12-DMEM-6h-000.2995

		313		DTXSID1041683		Other		Other		Bromofos		100		0.034106412		300		300		25		TP0001969J07-pg38-DMEM-6h-100.0000

		102		DTXSID5022308		genistein		ESR2|ESR1		Genistein		10		0.034106412		300		300		25		GEN-pg13-DMEM-6h-010.0000

		491		DTXSID9021689		Other		Other		Undecane		100		0.034106412		300		300		25		TP0001718L04-pg05-DMEM-6h-100.0000

		492		DTXSID7038864		Other		Other		2,2'-Methylenebis(ethyl-6-tert-butylphenol)		100		0.034106412		300		300		25		EPAPLT0028A02-pg47-DMEM-6h-100.0000

		496		DTXSID2037712		Other		Other		4,4',4''-Ethane-1,1,1-triyltriphenol		100		0.0340599455		300		300		25		TP0001719M06-pg17-DMEM-6h-100.0000

		113		DTXSID6022474		corticosterone		NR3C1|SLC22A1|SLC22A2		Corticosterone		100		0.0340599455		300		300		25		TP0001719K12-pg13-DMEM-6h-100.0000

		497		DTXSID1021118		Other		Other		Phenazopyridine hydrochloride		25.4237288		0.0340599455		300		300		25		TP0001969N03-pg38-DMEM-6h-025.4237

		493		DTXSID7044342		Other		Other		Spirotetramat		100		0.0340599455		300		300		25		TP0001969G07-pg29-DMEM-6h-100.0000

		494		DTXSID7020768		Other		Other		Kaempferol		9.4339623		0.0340599455		300		300		25		EPAPLT0027M13-pg31-DMEM-6h-009.4340

		495		DTXSID0021464		Other		Other		Ziram		2.9469548		0.0340599455		300		300		25		TP0001718I16-pg09-DMEM-6h-002.9470

		498		DTXSID5048186		Other		Other		Tetrac		60		0.0340136054		300		300		25		TP0001719M14-pg17-DMEM-6h-060.0000

		348		DTXSID3031860		Other		Other		Perfluorodecanoic acid		25.4237288		0.0340136054		300		300		25		TP0001719I06-pg12-DMEM-6h-025.4237

		17		DTXSID0025527		medroxyprogesterone acetate		NR3C1|AR|PGR		Medroxyprogesterone acetate		0.299461		0.0340136054		300		300		25		EPAPLT0027H06-pg35-DMEM-6h-000.2995

		46		DTXSID3022667		betamethasone		NR3C1		Betamethasone		0.299461		0.0340136054		300		300		25		EPAPLT0027P22-pg47-DMEM-6h-000.2995

		499		DTXSID6023602		Other		Other		Butanedioic acid		100		0.0340136054		300		300		25		EPAPLT0027G07-pg34-DMEM-6h-100.0000







trt_id target chem_name conc jaccard n_dn n_reads n_up olap
lauryl-gallate-mnc10-TC00503946_D22-025.42uM Other Lauryl gallate 25.4237288 0.029925 130 4211100 120 12
genistein-mnc10-TC00503946_O21-010.00uM ESR2|ESR1 Genistein 10 0.026132 14 6328481 412 15
fluorometholone-mnc10-TC00503946_L23-000.03uM Other Fluorometholone 0.0299347 0.024752 2 7507254 249 10
fluorometholone-mnc10-TC00503946_C07-009.43uM Other Fluorometholone 9.4339623 0.02449 16 5146073 72 6
thimerosal-mnc10-TC00503946_N18-025.42uM Other Thimerosal 25.4237288 0.024313 744 4376114 1031 46
fluorometholone-mnc10-TC00503946_G20-000.99uM Other Fluorometholone 0.9940358 0.022581 10 5792117 144 7
lauryl-gallate-mnc10-TC00503946_L04-009.43uM Other Lauryl gallate 9.4339623 0.022222 29 5159184 130 7
tyrphostin-mnc10-TC00503946_I02-009.43uM EGFR Tyrphostin 9.4339623 0.02079 324 2671704 4 10
trichostatin-a-mnc10-TC00503946_E08-001.00uM HDAC1|HDAC3|HDAC2|Trichostatin A 1 0.019567 439 4053104 388 19
arotinoid-acid-mnc10-TC00503946_N02-002.95uM RARA|RARB|RARG Arotinoid acid 2.9469548 0.019169 6 6674192 150 6
1-phenoxy-2-propanol-mnc10-TC00503946_N24-009.4Other 1-Phenoxy-2-propano 9.4339623 0.018707 52 6336136 384 11
dipyrone-monohydrate-mnc10-TC00503946_F09-000. Other Dipyrone monohydrat 0.09994 0.018315 94 4194783 21 5
thiourea-mnc10-TC00503946_F17-000.10uM Other Thiourea 0.09994 0.017897 277 2817184 15 8
naptalam-mnc10-TC00503946_K07-009.43uM Other Naptalam 9.4339623 0.017467 30 5260324 40 4
econazole-nitrate-mnc10-TC00503946_P11-002.95uMOther Econazole nitrate 2.9469548 0.016736 323 2585137 0 8
fluorometholone-mnc10-TC00503946_C23-000.30uM Other Fluorometholone 0.299461 0.016616 14 7639715 1169 22
d-glucitol-mnc10-TC00503946_E02-000.10uM Other D-Glucitol 0.09994 0.016598 74 3642760 8 4
2-ethylhexyl-diphenyl-phosphate-mnc10-TC0050394 Other 2-Ethylhexyl diphenyl 9.4339623 0.016447 454 2346415 1 10
2-propyl-1-heptanol-mnc10-TC00503946_P13-000.03uOther 2-Propyl-1-heptanol 0.0299347 0.016425 885 2233580 4 17
atropine-sulfate-monohydrate-mnc10-TC00503946_HOther Atropine sulfate mono 0.299461 0.01626 206 2561668 6 6
cadmium-chloride-mnc10-TC00503946_P03-009.43uMOther Cadmium chloride 9.4339623 0.016129 6 6026597 272 7
betaine-mnc10-TC00503946_H06-000.99uM Other Betaine 0.9940358 0.016053 908 2584567 5 17
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		163		lauryl-gallate-mnc10-TC00503946_D22-025.42uM		Other		Lauryl gallate		25.4237288		0.029925187		130		4211100		120		12		TC00503946

		40		genistein-mnc10-TC00503946_O21-010.00uM		ESR2|ESR1		Genistein		10		0.0261324042		14		6328481		412		15		TC00503946

		226		fluorometholone-mnc10-TC00503946_L23-000.03uM		Other		Fluorometholone		0.0299347		0.0247524752		2		7507254		249		10		TC00503946

		227		fluorometholone-mnc10-TC00503946_C07-009.43uM		Other		Fluorometholone		9.4339623		0.0244897959		16		5146073		72		6		TC00503946

		291		thimerosal-mnc10-TC00503946_N18-025.42uM		Other		Thimerosal		25.4237288		0.0243128964		744		4376114		1031		46		TC00503946

		231		fluorometholone-mnc10-TC00503946_G20-000.99uM		Other		Fluorometholone		0.9940358		0.0225806452		10		5792117		144		7		TC00503946

		166		lauryl-gallate-mnc10-TC00503946_L04-009.43uM		Other		Lauryl gallate		9.4339623		0.0222222222		29		5159184		130		7		TC00503946

		2		tyrphostin-mnc10-TC00503946_I02-009.43uM		EGFR		Tyrphostin		9.4339623		0.0207900208		324		2671704		4		10		TC00503946

		57		trichostatin-a-mnc10-TC00503946_E08-001.00uM		HDAC1|HDAC3|HDAC2|HDAC5|HDAC4|HDAC7|HDAC6|HDAC9|HDAC8|HDAC11|HDAC10		Trichostatin A		1		0.0195674562		439		4053104		388		19		TC00503946

		64		arotinoid-acid-mnc10-TC00503946_N02-002.95uM		RARA|RARB|RARG		Arotinoid acid		2.9469548		0.0191693291		6		6674192		150		6		TC00503946

		358		1-phenoxy-2-propanol-mnc10-TC00503946_N24-009.43uM		Other		1-Phenoxy-2-propanol		9.4339623		0.018707483		52		6336136		384		11		TC00503946

		310		dipyrone-monohydrate-mnc10-TC00503946_F09-000.10uM		Other		Dipyrone monohydrate		0.09994		0.0183150183		94		4194783		21		5		TC00503946

		375		thiourea-mnc10-TC00503946_F17-000.10uM		Other		Thiourea		0.09994		0.0178970917		277		2817184		15		8		TC00503946

		270		naptalam-mnc10-TC00503946_K07-009.43uM		Other		Naptalam		9.4339623		0.0174672489		30		5260324		40		4		TC00503946

		144		econazole-nitrate-mnc10-TC00503946_P11-002.95uM		Other		Econazole nitrate		2.9469548		0.0167364017		323		2585137		0		8		TC00503946

		237		fluorometholone-mnc10-TC00503946_C23-000.30uM		Other		Fluorometholone		0.299461		0.0166163142		14		7639715		1169		22		TC00503946

		489		d-glucitol-mnc10-TC00503946_E02-000.10uM		Other		D-Glucitol		0.09994		0.0165975104		74		3642760		8		4		TC00503946

		504		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_C18-009.43uM		Other		2-Ethylhexyl diphenyl phosphate		9.4339623		0.0164473684		454		2346415		1		10		TC00503946

		407		2-propyl-1-heptanol-mnc10-TC00503946_P13-000.03uM		Other		2-Propyl-1-heptanol		0.0299347		0.0164251208		885		2233580		4		17		TC00503946

		522		atropine-sulfate-monohydrate-mnc10-TC00503946_H17-000.30uM		Other		Atropine sulfate monohydrate		0.299461		0.0162601626		206		2561668		6		6		TC00503946

		184		cadmium-chloride-mnc10-TC00503946_P03-009.43uM		Other		Cadmium chloride		9.4339623		0.0161290323		6		6026597		272		7		TC00503946

		603		betaine-mnc10-TC00503946_H06-000.99uM		Other		Betaine		0.9940358		0.0160528801		908		2584567		5		17		TC00503946

		620		roxithromycin-mnc10-TC00503946_C10-000.10uM		Other		Roxithromycin		0.09994		0.0159292035		983		2373434		2		18		TC00503946

		423		z-3-hexen-1-ol-mnc10-TC00503946_D06-025.42uM		Other		(Z)-3-Hexen-1-ol		25.4237288		0.0159151194		218		2762760		2		6		TC00503946

		634		untreated-mnc10-TC00503946_J23-000.00uM		Other		Untreated		0		0.0157894737		198		3782447		25		6		TC00503946

		523		atropine-sulfate-monohydrate-mnc10-TC00503946_G21-002.95uM		Other		Atropine sulfate monohydrate		2.9469548		0.0156657963		13		6815820		213		6		TC00503946

		4		tyrphostin-mnc10-TC00503946_O09-025.42uM		EGFR		Tyrphostin		25.4237288		0.0154320988		69		5720643		97		5		TC00503946

		524		atropine-sulfate-monohydrate-mnc10-TC00503946_M06-000.03uM		Other		Atropine sulfate monohydrate		0.0299347		0.0153110048		1958		1968854		1		32		TC00503946

		540		phenylacetaldehyde-mnc10-TC00503946_A16-000.30uM		Other		Phenylacetaldehyde		0.299461		0.0153061224		230		3085595		5		6		TC00503946

		604		betaine-mnc10-TC00503946_K14-000.03uM		Other		Betaine		0.0299347		0.0150128158		2608		1768089		1		41		TC00503946

		293		thimerosal-mnc10-TC00503946_G06-000.10uM		Other		Thimerosal		0.09994		0.0146443515		321		2322522		1		7		TC00503946

		635		untreated-mnc10-TC00503946_A17-000.00uM		Other		Untreated		0		0.0144927536		25		5508691		92		4		TC00503946

		669		2-hydroxyacetophenone-mnc10-TC00503946_D17-000.03uM		Other		2-Hydroxyacetophenone		0.0299347		0.0144665461		393		2526516		5		8		TC00503946

		239		fluorometholone-mnc10-TC00503946_A15-000.10uM		Other		Fluorometholone		0.09994		0.0144032922		24		6177709		306		7		TC00503946

		590		indapamide-mnc10-TC00503946_F19-000.30uM		Other		Indapamide		0.299461		0.0142602496		404		3183593		2		8		TC00503946

		474		pentetic-acid-mnc10-TC00503946_C04-000.30uM		Other		Pentetic acid		0.299461		0.0141643059		191		3227869		4		5		TC00503946

		61		trichostatin-a-mnc10-TC00503946_F12-001.00uM		HDAC1|HDAC3|HDAC2|HDAC5|HDAC4|HDAC7|HDAC6|HDAC9|HDAC8|HDAC11|HDAC10		Trichostatin A		1		0.0140745954		1037		2752819		241		20		TC00503946

		706		diflubenzuron-mnc10-TC00503946_M12-002.95uM		Other		Diflubenzuron		2.9469548		0.0140721196		2139		1912701		4		32		TC00503946

		741		2-mercaptoethanol-mnc10-TC00503946_O14-009.43uM		Other		2-Mercaptoethanol		9.4339623		0.0140640155		1928		1939000		0		29		TC00503946

		755		n-nitrosopyrrolidine-mnc10-TC00503946_O17-002.95uM		Other		N-Nitrosopyrrolidine		2.9469548		0.0140186916		40		5180180		14		3		TC00503946

		687		4-ethylphenol-mnc10-TC00503946_J16-000.30uM		Other		4-Ethylphenol		0.299461		0.0139720559		327		3404338		18		7		TC00503946

		90		aminoglutethimide-mnc10-TC00503946_I04-000.99uM		CYP19A1		Aminoglutethimide		0.9940358		0.0139372822		123		2766261		5		4		TC00503946

		240		fluorometholone-mnc10-TC00503946_J03-025.42uM		Other		Fluorometholone		25.4237288		0.0138888889		21		4871972		35		3		TC00503946

		642		dehydroepiandrosterone-mnc10-TC00503946_L21-009.43uM		Other		Dehydroepiandrosterone		9.4339623		0.0138532581		1155		3603662		665		27		TC00503946

		443		phosphoric-acid-mnc10-TC00503946_E10-009.43uM		Other		Phosphoric acid		9.4339623		0.0137931034		125		3516128		6		4		TC00503946

		756		n-nitrosopyrrolidine-mnc10-TC00503946_K08-025.42uM		Other		N-Nitrosopyrrolidine		25.4237288		0.0137429264		1088		2572048		3		17		TC00503946

		272		naptalam-mnc10-TC00503946_H13-025.42uM		Other		Naptalam		25.4237288		0.01371807		1976		2166295		4		29		TC00503946

		461		pebulate-mnc10-TC00503946_K22-009.43uM		Other		Pebulate		9.4339623		0.0136054422		96		4785185		39		4		TC00503946

		146		econazole-nitrate-mnc10-TC00503946_I16-000.30uM		Other		Econazole nitrate		0.299461		0.0135135135		1336		2096392		2		20		TC00503946

		757		n-nitrosopyrrolidine-mnc10-TC00503946_O12-009.43uM		Other		N-Nitrosopyrrolidine		9.4339623		0.0134944612		4869		1608030		0		67		TC00503946

		208		fluorosalan-mnc10-TC00503946_A13-025.42uM		Other		Fluorosalan		25.4237288		0.0134453782		428		2930042		12		8		TC00503946

		425		z-3-hexen-1-ol-mnc10-TC00503946_J11-000.30uM		Other		(Z)-3-Hexen-1-ol		0.299461		0.0134408602		210		2596072		4		5		TC00503946

		772		lactose-mnc10-TC00503946_L09-000.10uM		Other		Lactose		0.09994		0.0134408602		202		3326179		12		5		TC00503946

		70		arotinoid-acid-mnc10-TC00503946_C14-009.43uM		RARA|RARB|RARG		Arotinoid acid		9.4339623		0.0131826742		911		1923858		2		14		TC00503946

		241		fluorometholone-mnc10-TC00503946_B14-002.95uM		Other		Fluorometholone		2.9469548		0.0131578947		40		3971014		28		3		TC00503946

		124		probenecid-mnc10-TC00503946_O16-025.42uM		SLC22A6|SLC22A8|ABCC2|SLC22A11		Probenecid		25.4237288		0.0131578947		992		2329524		0		15		TC00503946

		209		fluorosalan-mnc10-TC00503946_G24-000.30uM		Other		Fluorosalan		0.299461		0.013101867		53		8034092		2881		40		TC00503946

		62		trichostatin-a-mnc10-TC00503946_D13-001.00uM		HDAC1|HDAC3|HDAC2|HDAC5|HDAC4|HDAC7|HDAC6|HDAC9|HDAC8|HDAC11|HDAC10		Trichostatin A		1		0.0130315501		2466		2369504		326		38		TC00503946

		787		pyridoxine-hydrochloride-mnc10-TC00503946_K18-000.03uM		Other		Pyridoxine hydrochloride		0.0299347		0.0130260521		845		2283448		3		13		TC00503946

		689		4-ethylphenol-mnc10-TC00503946_C06-025.42uM		Other		4-Ethylphenol		25.4237288		0.0129366106		618		2263753		2		10		TC00503946

		149		econazole-nitrate-mnc10-TC00503946_K24-000.03uM		Other		Econazole nitrate		0.0299347		0.012865242		68		10203795		4416		59		TC00503946

		508		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_A23-002.95uM		Other		2-Ethylhexyl diphenyl phosphate		2.9469548		0.0127118644		0		11909844		6290		81		TC00503946

		509		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_M14-000.99uM		Other		2-Ethylhexyl diphenyl phosphate		0.9940358		0.0124696917		5683		1375289		0		72		TC00503946

		555		1-4-benzenediamine-mnc10-TC00503946_I12-000.10uM		Other		1,4-Benzenediamine		0.09994		0.0124575311		1623		2003944		2		22		TC00503946

		105		phenylbutazone-mnc10-TC00503946_D11-000.30uM		PTGS2		Phenylbutazone		0.299461		0.012345679		328		2395566		1		6		TC00503946

		126		probenecid-mnc10-TC00503946_O10-002.95uM		SLC22A6|SLC22A8|ABCC2|SLC22A11		Probenecid		2.9469548		0.0123152709		245		2856656		3		5		TC00503946

		7		tyrphostin-mnc10-TC00503946_D14-002.95uM		EGFR		Tyrphostin		2.9469548		0.0120879121		756		2109056		2		11		TC00503946

		379		thiourea-mnc10-TC00503946_J13-000.99uM		Other		Thiourea		0.9940358		0.0119904077		257		2393239		2		5		TC00503946

		655		triforine-mnc10-TC00503946_E13-000.03uM		Other		Triforine		0.0299347		0.0119521912		85		3162402		6		3		TC00503946

		789		pyridoxine-hydrochloride-mnc10-TC00503946_D16-009.43uM		Other		Pyridoxine hydrochloride		9.4339623		0.0118577075		345		2686282		4		6		TC00503946

		252		aloe-emodin-mnc10-TC00503946_A21-000.30uM		Other		Aloe-emodin		0.299461		0.01179941		5		6653117		175		4		TC00503946

		74		arotinoid-acid-mnc10-TC00503946_K12-000.30uM		RARA|RARB|RARG		Arotinoid acid		0.299461		0.011682243		261		2856562		9		5		TC00503946

		380		thiourea-mnc10-TC00503946_G14-009.43uM		Other		Thiourea		9.4339623		0.0115321252		2290		1959794		3		28		TC00503946

		592		indapamide-mnc10-TC00503946_N11-002.95uM		Other		Indapamide		2.9469548		0.0114942529		980		2345603		1		13		TC00503946

		675		2-hydroxyacetophenone-mnc10-TC00503946_C16-000.99uM		Other		2-Hydroxyacetophenone		0.9940358		0.0114358323		1426		2361169		3		18		TC00503946

		299		thimerosal-mnc10-TC00503946_H04-002.95uM		Other		Thimerosal		2.9469548		0.0113851992		357		3505571		13		6		TC00503946

		75		arotinoid-acid-mnc10-TC00503946_C13-000.03uM		RARA|RARB|RARG		Arotinoid acid		0.0299347		0.0112359551		82		3394241		25		3		TC00503946

		329		alpha-ionone-mnc10-TC00503946_C12-000.99uM		Other		alpha-Ionone		0.9940358		0.0112137203		1369		1884980		1		17		TC00503946

		10		tyrphostin-mnc10-TC00503946_O18-000.30uM		EGFR		Tyrphostin		0.299461		0.0111317254		924		2384444		3		12		TC00503946

		276		naptalam-mnc10-TC00503946_E18-000.99uM		Other		Naptalam		0.9940358		0.0108892922		389		2515339		5		6		TC00503946

		692		4-ethylphenol-mnc10-TC00503946_I18-000.03uM		Other		4-Ethylphenol		0.0299347		0.0108695652		860		2138546		0		11		TC00503946

		76		arotinoid-acid-mnc10-TC00503946_K02-000.10uM		RARA|RARB|RARG		Arotinoid acid		0.09994		0.0107913669		386		2974188		13		6		TC00503946

		253		aloe-emodin-mnc10-TC00503946_K23-002.95uM		Other		Aloe-emodin		2.9469548		0.0107858243		31		7453386		462		7		TC00503946

		479		pentetic-acid-mnc10-TC00503946_A18-002.95uM		Other		Pentetic acid		2.9469548		0.0107238606		206		3084928		8		4		TC00503946

		254		aloe-emodin-mnc10-TC00503946_I24-000.03uM		Other		Aloe-emodin		0.0299347		0.0107142857		97		4340237		23		3		TC00503946

		330		alpha-ionone-mnc10-TC00503946_P08-000.30uM		Other		alpha-Ionone		0.299461		0.0107066381		2		7298809		307		5		TC00503946

		24		3-phenylprop-2-enal-mnc10-TC00503946_K16-000.99uM		TRPA1		3-Phenylprop-2-enal		0.9940358		0.0106951872		1915		2067452		1		22		TC00503946

		394		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_L16-025.42uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		25.4237288		0.0106382979		389		3230596		18		6		TC00503946

		381		thiourea-mnc10-TC00503946_B03-002.95uM		Other		Thiourea		2.9469548		0.0105263158		11		6163203		306		5		TC00503946

		746		2-mercaptoethanol-mnc10-TC00503946_N09-000.10uM		Other		2-Mercaptoethanol		0.09994		0.0105042017		306		3672096		12		5		TC00503946

		151		econazole-nitrate-mnc10-TC00503946_B24-009.43uM		Other		Econazole nitrate		9.4339623		0.0102214651		43		6455764		387		6		TC00503946

		491		d-glucitol-mnc10-TC00503946_F14-002.95uM		Other		D-Glucitol		2.9469548		0.0102040816		229		2655483		4		4		TC00503946

		412		2-propyl-1-heptanol-mnc10-TC00503946_A14-000.99uM		Other		2-Propyl-1-heptanol		0.9940358		0.01011378		635		2320046		1		8		TC00503946

		349		bis-2-ethylhexyl-tetrabromophthalate-mnc10-TC00503946_G03-002.95uM		Other		Bis(2-ethylhexyl) tetrabromophthalate		2.9469548		0.0101010101		1		7474060		236		4		TC00503946

		279		naptalam-mnc10-TC00503946_B08-000.03uM		Other		Naptalam		0.0299347		0.0100671141		13		6428525		125		3		TC00503946

		428		z-3-hexen-1-ol-mnc10-TC00503946_O05-000.03uM		Other		(Z)-3-Hexen-1-ol		0.0299347		0.0099447514		2		8156351		1663		18		TC00503946

		447		phosphoric-acid-mnc10-TC00503946_P14-000.99uM		Other		Phosphoric acid		0.9940358		0.0098814229		346		2840794		2		5		TC00503946

		315		dipyrone-monohydrate-mnc10-TC00503946_A02-002.95uM		Other		Dipyrone monohydrate		2.9469548		0.009771987		288		3921830		169		6		TC00503946

		747		2-mercaptoethanol-mnc10-TC00503946_M08-025.42uM		Other		2-Mercaptoethanol		25.4237288		0.0097222222		563		2771702		1		7		TC00503946

		544		phenylacetaldehyde-mnc10-TC00503946_D23-000.99uM		Other		Phenylacetaldehyde		0.9940358		0.0096618357		81		5306858		174		4		TC00503946

		594		indapamide-mnc10-TC00503946_P22-025.42uM		Other		Indapamide		25.4237288		0.0096153846		15		5825306		32		2		TC00503946

		492		d-glucitol-mnc10-TC00503946_E09-000.03uM		Other		D-Glucitol		0.0299347		0.0095238095		13		5209422		36		2		TC00503946

		430		z-3-hexen-1-ol-mnc10-TC00503946_J24-002.95uM		Other		(Z)-3-Hexen-1-ol		2.9469548		0.009492169		2		7906526		1962		20		TC00503946

		25		3-phenylprop-2-enal-mnc10-TC00503946_E06-009.43uM		TRPA1		3-Phenylprop-2-enal		9.4339623		0.009478673		901		2167276		1		10		TC00503946

		678		2-hydroxyacetophenone-mnc10-TC00503946_N12-000.30uM		Other		2-Hydroxyacetophenone		0.299461		0.0093457944		48		3366788		5		2		TC00503946

		189		cadmium-chloride-mnc10-TC00503946_H10-000.10uM		Other		Cadmium chloride		0.09994		0.0092250923		362		3781888		22		5		TC00503946

		545		phenylacetaldehyde-mnc10-TC00503946_I09-000.10uM		Other		Phenylacetaldehyde		0.09994		0.0091743119		19		5134735		38		2		TC00503946

		28		3-phenylprop-2-enal-mnc10-TC00503946_P20-000.10uM		TRPA1		3-Phenylprop-2-enal		0.09994		0.0091116173		6		5377691		274		4		TC00503946

		794		pyridoxine-hydrochloride-mnc10-TC00503946_K04-000.10uM		Other		Pyridoxine hydrochloride		0.09994		0.0090634441		167		2847838		4		3		TC00503946

		212		fluorosalan-mnc10-TC00503946_L13-000.10uM		Other		Fluorosalan		0.09994		0.009009009		173		2413634		0		3		TC00503946

		645		dehydroepiandrosterone-mnc10-TC00503946_H12-025.42uM		Other		Dehydroepiandrosterone		25.4237288		0.009009009		56		3254693		5		2		TC00503946

		131		probenecid-mnc10-TC00503946_D07-000.99uM		SLC22A6|SLC22A8|ABCC2|SLC22A11		Probenecid		0.9940358		0.0089686099		44		3356784		18		2		TC00503946

		132		probenecid-mnc10-TC00503946_M03-000.30uM		SLC22A6|SLC22A8|ABCC2|SLC22A11		Probenecid		0.299461		0.0088495575		2		6024734		63		2		TC00503946

		213		fluorosalan-mnc10-TC00503946_N21-009.43uM		Other		Fluorosalan		9.4339623		0.0088105727		49		4373690		17		2		TC00503946

		316		dipyrone-monohydrate-mnc10-TC00503946_J22-009.43uM		Other		Dipyrone monohydrate		9.4339623		0.0088105727		5		6301985		61		2		TC00503946

		646		dehydroepiandrosterone-mnc10-TC00503946_J14-002.95uM		Other		Dehydroepiandrosterone		2.9469548		0.0088075881		2815		1985799		0		26		TC00503946

		396		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_M23-002.95uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		2.9469548		0.0087719298		7		7098344		175		3		TC00503946

		559		1-4-benzenediamine-mnc10-TC00503946_O24-000.30uM		Other		1,4-Benzenediamine		0.299461		0.0087173101		605		3658098		42		7		TC00503946

		465		pebulate-mnc10-TC00503946_B22-000.10uM		Other		Pebulate		0.09994		0.0084388186		21		8222848		1011		10		TC00503946

		480		pentetic-acid-mnc10-TC00503946_B23-009.43uM		Other		Pentetic acid		9.4339623		0.0084388186		6		5855311		70		2		TC00503946

		595		indapamide-mnc10-TC00503946_P23-000.10uM		Other		Indapamide		0.09994		0.0084033613		13		4530559		64		2		TC00503946

		192		cadmium-chloride-mnc10-TC00503946_K13-025.42uM		Other		Cadmium chloride		25.4237288		0.0082304527		63		3549455		19		2		TC00503946

		661		triforine-mnc10-TC00503946_H09-000.30uM		Other		Triforine		0.299461		0.0081743869		135		3799598		72		3		TC00503946

		764		n-nitrosopyrrolidine-mnc10-TC00503946_A24-000.03uM		Other		N-Nitrosopyrrolidine		0.0299347		0.0081218274		270		4783867		561		8		TC00503946

		497		d-glucitol-mnc10-TC00503946_M16-025.42uM		Other		D-Glucitol		25.4237288		0.0081135903		334		2618381		0		4		TC00503946

		397		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_H11-009.43uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		9.4339623		0.0080321285		778		2767428		63		8		TC00503946

		30		3-phenylprop-2-enal-mnc10-TC00503946_B20-025.42uM		TRPA1		3-Phenylprop-2-enal		25.4237288		0.008		7		6477873		82		2		TC00503946

		448		phosphoric-acid-mnc10-TC00503946_F21-025.42uM		Other		Phosphoric acid		25.4237288		0.008		20		5147242		69		2		TC00503946

		466		pebulate-mnc10-TC00503946_A22-000.99uM		Other		Pebulate		0.9940358		0.0079193665		2		7809340		1235		11		TC00503946

		713		diflubenzuron-mnc10-TC00503946_E04-000.30uM		Other		Diflubenzuron		0.299461		0.0079051383		75		3475466		17		2		TC00503946

		765		n-nitrosopyrrolidine-mnc10-TC00503946_L05-000.30uM		Other		N-Nitrosopyrrolidine		0.299461		0.0078431373		55		4880968		39		2		TC00503946

		626		roxithromycin-mnc10-TC00503946_G16-009.43uM		Other		Roxithromycin		9.4339623		0.0078125		92		3143272		3		2		TC00503946

		303		thimerosal-mnc10-TC00503946_G10-009.43uM		Other		Thimerosal		9.4339623		0.0077619664		585		3177940		31		6		TC00503946

		13		tyrphostin-mnc10-TC00503946_F04-000.03uM		EGFR		Tyrphostin		0.0299347		0.007751938		70		4408119		27		2		TC00503946

		398		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_L11-000.03uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		0.0299347		0.007751938		92		2854333		5		2		TC00503946

		562		1-4-benzenediamine-mnc10-TC00503946_I11-000.03uM		Other		1,4-Benzenediamine		0.0299347		0.0077160494		486		2959640		4		5		TC00503946

		434		z-3-hexen-1-ol-mnc10-TC00503946_G11-009.43uM		Other		(Z)-3-Hexen-1-ol		9.4339623		0.0076045627		17		5200923		85		2		TC00503946

		576		acrylonitrile-mnc10-TC00503946_P19-025.42uM		Other		Acrylonitrile		25.4237288		0.0075471698		91		3734283		13		2		TC00503946

		283		naptalam-mnc10-TC00503946_E12-000.10uM		Other		Naptalam		0.09994		0.0075282309		1443		1872958		0		12		TC00503946

		384		thiourea-mnc10-TC00503946_G23-000.30uM		Other		Thiourea		0.299461		0.0074487896		11		7502771		367		4		TC00503946

		114		phenylbutazone-mnc10-TC00503946_L24-000.03uM		PTGS2		Phenylbutazone		0.0299347		0.0074441687		36		6834862		207		3		TC00503946

		95		aminoglutethimide-mnc10-TC00503946_J12-009.43uM		CYP19A1		Aminoglutethimide		9.4339623		0.0073260073		106		3085540		6		2		TC00503946

		664		triforine-mnc10-TC00503946_E15-000.99uM		Other		Triforine		0.9940358		0.0072815534		232		3832594		20		3		TC00503946

		400		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_C09-000.30uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		0.299461		0.0072202166		106		4180676		10		2		TC00503946

		597		indapamide-mnc10-TC00503946_F23-000.03uM		Other		Indapamide		0.0299347		0.0071727436		3		8912545		1519		12		TC00503946

		639		untreated-mnc10-TC00503946_N05-000.00uM		Other		Untreated		0		0.0071684588		108		3956732		10		2		TC00503946

		153		econazole-nitrate-mnc10-TC00503946_F13-025.42uM		Other		Econazole nitrate		25.4237288		0.007082153		546		2473922		2		5		TC00503946

		333		alpha-ionone-mnc10-TC00503946_G22-025.42uM		Other		alpha-Ionone		25.4237288		0.0070257611		2		7162264		265		3		TC00503946

		334		alpha-ionone-mnc10-TC00503946_E16-000.03uM		Other		alpha-Ionone		0.0299347		0.0069306931		851		2523079		3		7		TC00503946

		414		2-propyl-1-heptanol-mnc10-TC00503946_M13-002.95uM		Other		2-Propyl-1-heptanol		2.9469548		0.0068807339		275		2952691		1		3		TC00503946

		714		diflubenzuron-mnc10-TC00503946_E23-025.42uM		Other		Diflubenzuron		25.4237288		0.0068649886		22		6842370		255		3		TC00503946

		194		cadmium-chloride-mnc10-TC00503946_M04-000.30uM		Other		Cadmium chloride		0.299461		0.0066889632		137		2823325		1		2		TC00503946

		451		phosphoric-acid-mnc10-TC00503946_G02-002.95uM		Other		Phosphoric acid		2.9469548		0.0066666667		132		3830821		7		2		TC00503946

		578		acrylonitrile-mnc10-TC00503946_D10-000.99uM		Other		Acrylonitrile		0.9940358		0.0066445183		130		3312017		10		2		TC00503946

		598		indapamide-mnc10-TC00503946_B02-000.99uM		Other		Indapamide		0.9940358		0.0065359477		34		6335289		265		3		TC00503946

		418		2-propyl-1-heptanol-mnc10-TC00503946_N23-000.10uM		Other		2-Propyl-1-heptanol		0.09994		0.0064102564		138		3422835		13		2		TC00503946

		335		alpha-ionone-mnc10-TC00503946_D12-009.43uM		Other		alpha-Ionone		9.4339623		0.0063694268		308		2328743		3		3		TC00503946

		715		diflubenzuron-mnc10-TC00503946_N06-009.43uM		Other		Diflubenzuron		9.4339623		0.0063492063		153		3088031		1		2		TC00503946

		469		pebulate-mnc10-TC00503946_M17-002.95uM		Other		Pebulate		2.9469548		0.0063291139		144		3782020		11		2		TC00503946

		730		azodicarbonamide-mnc10-TC00503946_I17-000.99uM		Other		Azodicarbonamide		0.9940358		0.00625		151		3279966		8		2		TC00503946

		96		aminoglutethimide-mnc10-TC00503946_B13-000.03uM		CYP19A1		Aminoglutethimide		0.0299347		0.00625		157		3058129		2		2		TC00503946

		367		1-phenoxy-2-propanol-mnc10-TC00503946_O23-000.30uM		Other		1-Phenoxy-2-propanol		0.299461		0.0062166963		27		6858123		944		7		TC00503946

		82		arotinoid-acid-mnc10-TC00503946_N17-025.42uM		RARA|RARB|RARG		Arotinoid acid		25.4237288		0.0062015504		483		2471341		3		4		TC00503946

		501		d-glucitol-mnc10-TC00503946_L17-000.30uM		Other		D-Glucitol		0.299461		0.0059760956		338		2400467		4		3		TC00503946

		336		alpha-ionone-mnc10-TC00503946_B04-000.10uM		Other		alpha-Ionone		0.09994		0.0059347181		3		7169353		173		2		TC00503946

		778		lactose-mnc10-TC00503946_H24-000.99uM		Other		Lactose		0.9940358		0.0059101655		37		6709563		651		5		TC00503946

		612		betaine-mnc10-TC00503946_M24-000.30uM		Other		Betaine		0.299461		0.0057971014		166		3758804		18		2		TC00503946

		535		atropine-sulfate-monohydrate-mnc10-TC00503946_A20-009.43uM		Other		Atropine sulfate monohydrate		9.4339623		0.0057971014		164		3854551		20		2		TC00503946

		517		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_G18-000.03uM		Other		2-Ethylhexyl diphenyl phosphate		0.0299347		0.0055248619		196		2768865		5		2		TC00503946

		155		econazole-nitrate-mnc10-TC00503946_M02-000.99uM		Other		Econazole nitrate		0.9940358		0.0054945055		201		2941803		2		2		TC00503946

		352		bis-2-ethylhexyl-tetrabromophthalate-mnc10-TC00503946_K05-009.43uM		Other		Bis(2-ethylhexyl) tetrabromophthalate		9.4339623		0.0053908356		10		6085196		200		2		TC00503946

		261		aloe-emodin-mnc10-TC00503946_D21-025.42uM		Other		Aloe-emodin		25.4237288		0.0052356021		9		4302083		20		1		TC00503946

		35		3-phenylprop-2-enal-mnc10-TC00503946_A12-000.30uM		TRPA1		3-Phenylprop-2-enal		0.299461		0.0052316891		1178		2533878		4		7		TC00503946

		732		azodicarbonamide-mnc10-TC00503946_F18-000.10uM		Other		Azodicarbonamide		0.09994		0.0052083333		11		4407396		19		1		TC00503946

		628		roxithromycin-mnc10-TC00503946_O06-000.99uM		Other		Roxithromycin		0.9940358		0.0052083333		25		3868611		5		1		TC00503946

		682		2-hydroxyacetophenone-mnc10-TC00503946_D04-002.95uM		Other		2-Hydroxyacetophenone		2.9469548		0.0051813472		17		4152047		14		1		TC00503946

		36		3-phenylprop-2-enal-mnc10-TC00503946_O11-002.95uM		TRPA1		3-Phenylprop-2-enal		2.9469548		0.0051282051		21		4260335		12		1		TC00503946

		734		azodicarbonamide-mnc10-TC00503946_A03-009.43uM		Other		Azodicarbonamide		9.4339623		0.0051020408		61		6245462		367		3		TC00503946

		305		thimerosal-mnc10-TC00503946_B07-000.30uM		Other		Thimerosal		0.299461		0.0050251256		8		5127095		29		1		TC00503946

		699		4-ethylphenol-mnc10-TC00503946_J04-000.10uM		Other		4-Ethylphenol		0.09994		0.0050251256		4		5609421		33		1		TC00503946

		218		fluorosalan-mnc10-TC00503946_I03-002.95uM		Other		Fluorosalan		2.9469548		0.0050251256		19		5265920		18		1		TC00503946

		630		roxithromycin-mnc10-TC00503946_B06-002.95uM		Other		Roxithromycin		2.9469548		0.005		10		5199221		28		1		TC00503946

		197		cadmium-chloride-mnc10-TC00503946_D05-000.99uM		Other		Cadmium chloride		0.9940358		0.004950495		13		4696597		27		1		TC00503946

		518		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_P21-000.30uM		Other		2-Ethylhexyl diphenyl phosphate		0.299461		0.0049261084		7		5261566		34		1		TC00503946

		118		phenylbutazone-mnc10-TC00503946_P18-000.10uM		PTGS2		Phenylbutazone		0.09994		0.0049261084		33		4332685		8		1		TC00503946

		435		z-3-hexen-1-ol-mnc10-TC00503946_M09-000.10uM		Other		(Z)-3-Hexen-1-ol		0.09994		0.0048780488		8		5557221		35		1		TC00503946

		700		4-ethylphenol-mnc10-TC00503946_H22-009.43uM		Other		4-Ethylphenol		9.4339623		0.0048543689		8		5028913		36		1		TC00503946

		737		azodicarbonamide-mnc10-TC00503946_C19-025.42uM		Other		Azodicarbonamide		25.4237288		0.0048543689		15		4769594		29		1		TC00503946

		736		azodicarbonamide-mnc10-TC00503946_C08-000.30uM		Other		Azodicarbonamide		0.299461		0.0048543689		246		3002261		5		2		TC00503946

		519		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_L10-025.42uM		Other		2-Ethylhexyl diphenyl phosphate		25.4237288		0.0048076923		5		5453899		41		1		TC00503946

		16		tyrphostin-mnc10-TC00503946_G04-000.99uM		EGFR		Tyrphostin		0.9940358		0.004784689		29		4238071		18		1		TC00503946

		176		lauryl-gallate-mnc10-TC00503946_H07-000.30uM		Other		Lauryl gallate		0.299461		0.0047169811		34		4184286		16		1		TC00503946

		263		aloe-emodin-mnc10-TC00503946_K19-000.10uM		Other		Aloe-emodin		0.09994		0.0046728972		17		5024147		35		1		TC00503946

		403		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_A10-000.99uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		0.9940358		0.00456621		55		3730365		2		1		TC00503946

		322		dipyrone-monohydrate-mnc10-TC00503946_N22-025.42uM		Other		Dipyrone monohydrate		25.4237288		0.00456621		30		5348238		27		1		TC00503946

		617		betaine-mnc10-TC00503946_O13-000.10uM		Other		Betaine		0.09994		0.0045454545		55		3639598		3		1		TC00503946

		404		2-4-6-tris-allyloxy-1-3-5-triazine-mnc10-TC00503946_O08-000.10uM		Other		2,4,6-Tris(allyloxy)-1,3,5-triazine		0.09994		0.0045045045		53		3979423		7		1		TC00503946

		716		diflubenzuron-mnc10-TC00503946_A04-000.03uM		Other		Diflubenzuron		0.0299347		0.0044642857		48		3796698		14		1		TC00503946

		651		dehydroepiandrosterone-mnc10-TC00503946_K20-000.10uM		Other		Dehydroepiandrosterone		0.09994		0.0044642857		17		4921617		45		1		TC00503946

		567		1-4-benzenediamine-mnc10-TC00503946_H02-000.99uM		Other		1,4-Benzenediamine		0.9940358		0.0044444444		49		4674229		14		1		TC00503946

		50		sirolimus-mnc10-TC00503946_G12-000.10uM		MTOR|FKBP1A		Sirolimus		0.1		0.0044247788		36		3992209		28		1		TC00503946

		471		pebulate-mnc10-TC00503946_B18-000.03uM		Other		Pebulate		0.0299347		0.0043859649		7		5558438		59		1		TC00503946

		781		lactose-mnc10-TC00503946_P16-009.43uM		Other		Lactose		9.4339623		0.0043859649		44		4250615		22		1		TC00503946

		323		dipyrone-monohydrate-mnc10-TC00503946_L18-000.03uM		Other		Dipyrone monohydrate		0.0299347		0.0043478261		57		4014591		11		1		TC00503946

		341		alpha-ionone-mnc10-TC00503946_I20-002.95uM		Other		alpha-Ionone		2.9469548		0.0042918455		55		4144963		16		1		TC00503946

		717		diflubenzuron-mnc10-TC00503946_F24-000.10uM		Other		Diflubenzuron		0.09994		0.0042432815		7		7614777		540		3		TC00503946

		177		lauryl-gallate-mnc10-TC00503946_H21-000.03uM		Other		Lauryl gallate		0.0299347		0.0042372881		63		4118607		11		1		TC00503946

		667		triforine-mnc10-TC00503946_G13-000.10uM		Other		Triforine		0.09994		0.0042194093		57		4287975		18		1		TC00503946

		799		pyridoxine-hydrochloride-mnc10-TC00503946_E21-000.99uM		Other		Pyridoxine hydrochloride		0.9940358		0.0042016807		2		8329424		1030		5		TC00503946

		200		cadmium-chloride-mnc10-TC00503946_N19-002.95uM		Other		Cadmium chloride		2.9469548		0.0042016807		71		3066136		5		1		TC00503946

		221		fluorosalan-mnc10-TC00503946_D02-000.03uM		Other		Fluorosalan		0.0299347		0.0041322314		65		3956711		15		1		TC00503946

		483		pentetic-acid-mnc10-TC00503946_E19-000.03uM		Other		Pentetic acid		0.0299347		0.0041322314		20		4742556		60		1		TC00503946

		782		lactose-mnc10-TC00503946_L22-025.42uM		Other		Lactose		25.4237288		0.0041152263		53		4952692		28		1		TC00503946

		438		z-3-hexen-1-ol-mnc10-TC00503946_K11-000.99uM		Other		(Z)-3-Hexen-1-ol		0.9940358		0.004048583		45		4016919		40		1		TC00503946

		178		lauryl-gallate-mnc10-TC00503946_B19-002.95uM		Other		Lauryl gallate		2.9469548		0.0040322581		63		3929715		23		1		TC00503946

		568		1-4-benzenediamine-mnc10-TC00503946_M05-025.42uM		Other		1,4-Benzenediamine		25.4237288		0.0040160643		18		5271719		69		1		TC00503946

		53		sirolimus-mnc10-TC00503946_I15-000.10uM		MTOR|FKBP1A		Sirolimus		0.1		0.004		69		3923911		19		1		TC00503946

		738		azodicarbonamide-mnc10-TC00503946_L14-002.95uM		Other		Azodicarbonamide		2.9469548		0.003968254		83		3056459		7		1		TC00503946

		119		phenylbutazone-mnc10-TC00503946_P06-009.43uM		PTGS2		Phenylbutazone		9.4339623		0.0039525692		16		5175942		75		1		TC00503946

		99		aminoglutethimide-mnc10-TC00503946_L02-002.95uM		CYP19A1		Aminoglutethimide		2.9469548		0.0039525692		33		5717476		58		1		TC00503946

		619		betaine-mnc10-TC00503946_D18-025.42uM		Other		Betaine		25.4237288		0.00390625		89		3430529		5		1		TC00503946

		120		phenylbutazone-mnc10-TC00503946_H15-025.42uM		PTGS2		Phenylbutazone		25.4237288		0.0038910506		71		3500730		24		1		TC00503946

		536		atropine-sulfate-monohydrate-mnc10-TC00503946_B21-000.99uM		Other		Atropine sulfate monohydrate		0.9940358		0.0038610039		11		6470345		86		1		TC00503946

		101		aminoglutethimide-mnc10-TC00503946_E22-000.10uM		CYP19A1		Aminoglutethimide		0.09994		0.0038461538		12		6252308		86		1		TC00503946

		487		pentetic-acid-mnc10-TC00503946_O20-000.10uM		Other		Pentetic acid		0.09994		0.0038461538		85		3911939		13		1		TC00503946

		582		acrylonitrile-mnc10-TC00503946_G07-000.30uM		Other		Acrylonitrile		0.299461		0.0037453184		8		7170273		365		2		TC00503946

		740		azodicarbonamide-mnc10-TC00503946_F06-000.03uM		Other		Azodicarbonamide		0.0299347		0.0037037037		101		3394483		7		1		TC00503946

		551		phenylacetaldehyde-mnc10-TC00503946_I05-009.43uM		Other		Phenylacetaldehyde		9.4339623		0.0036363636		11		5446072		102		1		TC00503946

		85		arotinoid-acid-mnc10-TC00503946_O07-000.99uM		RARA|RARB|RARG		Arotinoid acid		0.9940358		0.0036363636		374		3342793		15		2		TC00503946

		488		pentetic-acid-mnc10-TC00503946_F16-000.99uM		Other		Pentetic acid		0.9940358		0.0036231884		103		3909700		11		1		TC00503946

		179		lauryl-gallate-mnc10-TC00503946_O03-000.10uM		Other		Lauryl gallate		0.09994		0.0035842294		2		7242012		115		1		TC00503946

		17		tyrphostin-mnc10-TC00503946_D09-000.10uM		EGFR		Tyrphostin		0.09994		0.0034965035		103		3252269		21		1		TC00503946

		266		aloe-emodin-mnc10-TC00503946_I13-000.99uM		Other		Aloe-emodin		0.9940358		0.0034602076		114		3001835		13		1		TC00503946

		357		bis-2-ethylhexyl-tetrabromophthalate-mnc10-TC00503946_P17-000.30uM		Other		Bis(2-ethylhexyl) tetrabromophthalate		0.299461		0.0034482759		123		2712772		5		1		TC00503946

		287		naptalam-mnc10-TC00503946_J19-002.95uM		Other		Naptalam		2.9469548		0.0034246575		6		6384074		124		1		TC00503946

		770		n-nitrosopyrrolidine-mnc10-TC00503946_H20-000.99uM		Other		N-Nitrosopyrrolidine		0.9940358		0.0033557047		120		4090022		16		1		TC00503946

		373		1-phenoxy-2-propanol-mnc10-TC00503946_D24-002.95uM		Other		1-Phenoxy-2-propanol		2.9469548		0.0033222591		21		5854263		118		1		TC00503946

		521		2-ethylhexyl-diphenyl-phosphate-mnc10-TC00503946_F11-000.10uM		Other		2-Ethylhexyl diphenyl phosphate		0.09994		0.0032894737		138		2873290		4		1		TC00503946

		389		thiourea-mnc10-TC00503946_M19-025.42uM		Other		Thiourea		25.4237288		0.0032258065		134		4244745		14		1		TC00503946

		102		aminoglutethimide-mnc10-TC00503946_N20-025.42uM		CYP19A1		Aminoglutethimide		25.4237288		0.0032154341		141		3962715		8		1		TC00503946

		374		1-phenoxy-2-propanol-mnc10-TC00503946_N03-000.10uM		Other		1-Phenoxy-2-propanol		0.09994		0.0031746032		150		3931438		3		1		TC00503946

		552		phenylacetaldehyde-mnc10-TC00503946_B17-025.42uM		Other		Phenylacetaldehyde		25.4237288		0.0030769231		160		3358626		3		1		TC00503946

		45		genistein-mnc10-TC00503946_O15-010.00uM		ESR2|ESR1		Genistein		10		0.0030674847		142		4306880		22		1		TC00503946

		586		acrylonitrile-mnc10-TC00503946_K10-009.43uM		Other		Acrylonitrile		9.4339623		0.002994012		164		2720135		8		1		TC00503946

		802		pyridoxine-hydrochloride-mnc10-TC00503946_I19-000.30uM		Other		Pyridoxine hydrochloride		0.299461		0.0028011204		183		4015684		12		1		TC00503946

		753		2-mercaptoethanol-mnc10-TC00503946_L20-000.03uM		Other		2-Mercaptoethanol		0.0299347		0.0027624309		179		3926165		22		1		TC00503946

		159		econazole-nitrate-mnc10-TC00503946_N15-000.10uM		Other		Econazole nitrate		0.09994		0.0026385224		202		3603565		15		1		TC00503946

		421		2-propyl-1-heptanol-mnc10-TC00503946_G09-009.43uM		Other		2-Propyl-1-heptanol		9.4339623		0.0024813896		4		7390879		237		1		TC00503946

		754		2-mercaptoethanol-mnc10-TC00503946_E05-000.30uM		Other		2-Mercaptoethanol		0.299461		0.0023041475		3		6804724		269		1		TC00503946

		267		aloe-emodin-mnc10-TC00503946_M18-009.43uM		Other		Aloe-emodin		9.4339623		0.0020491803		319		2515540		7		1		TC00503946







AR (any mode)



NR3C1 (Glucocorticoid Recep.)



HDAC inhibitors 



CMap v2 / 
Affymetrix BioSpyder HTTr-Phase I

Target Signature size PPV Positives Positive Chemicals found Top 5 Prediction  (Uncurated)

CYP2C9 131 1 1 Fluconazole Emodin, Phenazopyridine hydrochloride, Lactofen, 
Hexachlorophene, 2-Amino-5-azotoluene

ESR1 257 1 11

o,p'-DDT, Genistein, 4-Nonylphenol, 4-
Hydroxytamoxifen, Diethylstilbestrol, Raloxifene 
hydrochloride, Bisphenol A, 17beta-Estradiol, 5alpha-
Dihydrotestosterone, Mifepristone, 4-(1,1,3,3-
Tetramethylbutyl)phenol

dl-Norgestrel, SSR504734, Haloperidol, Cyclosporin A, 
Astemizole

HDAC1 124 1 2 Trichostatin A, Valproic acid
2-(Thiocyanomethylthio)benzothiazole, Azinphos-methyl, 
Sodium (2-pyridylthio)-N-oxide, 3,3'-Dichlorobenzidine 
dihydrochloride

DHFR 215 1 2 Pyrimethamine, Methotrexate Adriamycin hydrochloride, PharmaGSID_48505, 
Etoposide, Resveratrol, Nisoldipine

NR1I2 139 1 2 17beta-Estradiol, Bisphenol A dl-Norgestrel, Endosulfan, Isodrin, Genistein, 17alpha-
Estradiol

PGR 115 1 1 Mifepristone Flurandrenolide, Fluorometholone, Dexamethasone, 
Melengestrol acetate, Betamethasone

HMGCR 236 1 1 Lovastatin Resveratrol, dl-Norgestrel, o,p'-DDT, Tamoxifen, 
Chlorhexidine

ABCC2 357 1 1 Methotrexate 4-Nitrosodiphenylamine, Resveratrol, Adriamycin 
hydrochloride, Nisoldipine, 8-Hydroxyquinoline sulfate

TYMS 329 1 1 Methotrexate Etoposide, Resveratrol, 4-Nitrosodiphenylamine, 
Cytarabine hydrochloride, PharmaGSID_48505

ESR2 281 0.8571428
6 7 Genistein, Diethylstilbestrol, 4-Nonylphenol, Bisphenol 

A, 4-Hydroxytamoxifen, 17beta-Estradiol
dl-Norgestrel, 17alpha-Estradiol, Haloperidol, Cyclosporin 
A, Isodrin

AR 261 0.7777777
8 9

o,p'-DDT, 17beta-Estradiol, 5alpha-
Dihydrotestosterone, Flutamide, Bisphenol A, 
Mifepristone, 17-Methyltestosterone

dl-Norgestrel, Melengestrol acetate, 
Dehydroepiandrosterone, 8-Hydroxyquinoline, Genistein

NR3C2 352 0.5 2 Mifepristone Fluocinolone acetonide, Bexarotene, 1-Naphthol, 
Dexamethasone, dl-Norgestrel

ABCB1 117 0.5 2 Reserpine Fabesetron hydrochloride, Abamectin, SAR115740, 
SSR69071, Chlorobenzilate

NR3C1 148 0.5 4 Triamcinolone, Mifepristone Medroxyprogesterone acetate, Fluorometholone, 
Melengestrol acetate, Dexamethasone, Prednisolone

CA1 176 0.5 4 Phenol, Sodium nitrite Triclopyr, Triclopyr butotyl, p-Bromodiphenyl ether, 2-
Fluoroacetamide, 1-Ethyl-2-methylbenzene

CA2 341 0.5 4 Celecoxib, Phenol PharmaGSID_48509, Acenaphthylene, CP-105696, Aloe-
emodin, 2-Fluoroacetamide

PTGS1 307 0.25 4 Indomethacin SSR69071, 17alpha-Estradiol, Chlordane, Cetylpyridinium
bromide, Zoxamide

Performance of 
CMap v2 Affymetrx-
derived signatures 
for predicting targets 
using BioSpyder
HTTr data

Curation of hits 
necessary to 
determine specificity



Predicting Putative Chemical Targets

Connectivity mapping Pathway analysis Signatures/classifiers Network analysis

Compare entire 
transcriptomic profile to 
reference database to find 
target using kNN

Pros:
•Need just one profile / target

Cons:
•Sensitive but not specific 
within platform
•Low cross-platform accuracy
•Requires chemical annot.

Compare entire 
transcriptomic profile to 
pathways (bags of genes) to 
find pathway ‘hits’ using 
different scoring schemes

Pros:
•More accurate (specificity)
•Derive conc-response
Cons:
•Needs curated pathways
•No ideal pathway collection
•Multiple scoring schemes
•Pathways ≠ Targets 
•Requires chemical annot.

Using profiles for target to 
create classifiers / signatures 
(“biomarkers”); search using 
entire profiles of test 
chemicals

Pros:
•More accurate
•Derive conc-response
•Target/mode-specific

Cons:
•Requires chemical annot.
•Require LARGE profile db

Use transcriptomic profile 
alone with genetic-regulatory 
and signaling data to infer 
putative targets



Next steps

• Systematically evaluate performance for signatures, pathways, 
connectivity-mapping

• Further curate reference chemicals for known targets (E.g. nuclear receptors)
• Use external chemical, gene knock-out and over-expression data from GEO  

for further validation 
• Evaluate utility of LINCS 

• Potency estimates based on signatures, pathways, modules  BER
• Explore integrative (chemistry, network analysis and external data) 

approaches for predicting putative targets
• Continue making data available via (development) webservices 



Summary
• Technology: Targeted RNA-Seq based HTTr is a promising platform for comprehensive 

and cost-effective evaluation of chemically induced disruption of biological 
processes/pathways

• Workflow: We have developed a standardized, scalable, and portable workflow to 
generate large-scale HTTr data for thousands of chemicals.

• Target Prediction: Stepwise evaluation of different approaches:
• Connectivity mapping: Can be used for any profile, sensitive but not specific
• Pathway/Signature analysis (GSA): Sensitive and more specific but does not identify all targets
• Machine learning: Most accurate but not possible to evaluate all chemicals due to insufficient 

annotation
• Use a joint approach to evaluate all 17,040 profiles

• Future: Network-based de novo target prediction
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