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* National Center for Computational Toxicology — part of EPA’s
Office of Research and Development

 Research driven by EPA's Chemical Safety for Sustainability
Research Program
— Develop new approaches to evaluate the safety of chemicals

— Integrate advances in biology, biotechnology, chemistry, exposure
science and computer science

o (Goal - To identify chemical exposures that may disrupt
biological processes and cause adverse outcomes.
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Toxicity Forecasting

Advancing the Next Generation
of Chemical Evaluation

EPA needs rapid and efficient methods to
prioritize, screen and evaluate thousands of

Iy 9} Get ToxCast

chemicals. EPA's Toxicity Forecaster Updates
(ToxCast) generates data and predictive
models on thousands of chemicals of interest [ =i9n up

to the EPA. TaxCast uses high-throughput
screening methods and computational
toxicology approaches to rank and prioritize
chemicals. In fact, EPA's Endocrine Disruption
Screening Program (EDSP) is working to use ToxCast to rank and prioritize chemicals.

« ToxCast has data on over 1,800 chemicals from a broad range of sources including industrial
and consumer products, food additives, and potentially "green” chemicals that could be safer
alternatives to existing chemicals.

« ToxCast screens chemicals in over 700 high-throughput assays that cover a range of high-



Our Bioassay Data
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Downloadable Computational Toxicology Data

EPA’s computational toxicology research efforts evaluate the potential health effects of thousands of chemicals. The process of
evaluating potential health effects involves generating data that investigates the potential harm, or hazard of a chemical, the
degree of exposure to chemicals as well as the unique chemical characteristics.

As part of EPA’'s commitment to share data, all of the computational toxicology data is publicly available for anyone to access and
use.

High-throughput Screening Data

EPA researchers use rapid chemical screening (called high-throughput screening assays) to limit the number of laboratory animal
tests while quickly and efficiently testing thousands of chemicals for potential health effects.

s ToxCast Data: High-throughput screening data on thousands of chemicals.

Rapid Exposure and Dose Data

EPA researchers develop and use rapid exposure estimates to predict potential exposure for thousands of chemicals.

« High-throughput toxicokinetics data: It is important to link the external dose of a chemical to an internal blood or tissue
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Our Exposure Predictions SEPA
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Rapid Chemical Exposure and Dose Research

EPA is responsible for ensuring the safety of thousands of chemicals. Quantitative exposure data are available for only a small
fraction of registered chemicals. This type of exposure data is needed to thoroughly evaluate chemicals for potential risks to
humans, wildlife and ecosystems. EPA is developing innovative methods to develop exposure estimates for thousands of chemicals

to better protect human health and the environment. These innovative methods are called rapid exposure and dose assessments.
| bl

Rapid Exposure Predictions

Rapid, also called high-throughput, exposure predictions or ExpoCast provide rapid
exposure estimates for thousands of chemicals. ExpoCast quickly and efficiently
looks at multiple routes of exposure to provide exposure estimates. ExpoCast uses
and enhances two well-known exposure models to estimate chemical exposure.

» Farfield Exposure Models

> Nearfield Exposure Models

Evaluating High-throughput Exposure Predictions
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Our Dashboard Applications
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ACTOR

https://actor.epa.gov/actor/

* Aggregated Computational Toxicology
Resource

A warehouse of publicly available chemical
toxicity data

e Aggregates data from >1000 public sources
on >500,000 chemicals



ACToR

https://actor.epa.gov/actor/

Synonyms

Hazard

Acute Toxicity

Chronic Toxicity

Carcinogenicity

Genotoxicity

Develoomental Toxicitv

Atrazine
1912-24-9 | DTXSID9020112

InChi: InChl=15/CEH14CINS
InChi Key: MXWJIWTODROX
SMILES: CCNC1=NC{NC(C)
Molecular Formula: CEH14C
Molecular Weight: 21585 g

Synonyms

Hazard

Acute Toxicity

Chronic Toxicity
Carcinogenicity

Genotoxicity

Developmental Toxicity
Reproductive Toxicity
Biomanitaring

Occurrence

Mon-regulatory Risk Management
Regulatory Risk Management
Froduction and Release

In Witro

Inherent Chemical Property

Use
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ACToR
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Genotoxicity

Show Data Hide Data
P [ CheLIST combination of files from Method Validation Group
B | DSSTox NTP BSI GeneTox Index
w DSSTox NTP BSI URL
* Genotoxicity Data In Vitro from EPA HPVIS
2 NLM TOXNET CCRIS Data MSTU - MUTAGENICITY STUDIES

v Genotoxicity Data In Vitro from EPA HPVIS
v Result Group:

Component Name
Conclusion

Conclusion
(GeneTox)

Dose Remarks
Genotoxic Effect
GLP

Metabolic
Activation

Method/Guideline
Followed

Program Flag
Reliability

Results Remarks

Species
Sponsor Name

Sponsored
Chemical Result
Type

Strain

Value
Negative

This study was judged to have given a negative result since the observed increase in the first experiment was not reproducible.

30 - 50 g/mL with activation20 - 40 g/mL without activation
Negative
No Data

With and Without

No Data

HPVIS
2

With metabolic activation: 50 g/mLWithout metabolic activation: None reported In the first test with metabolic activation an increase in the percentage of metaphases with
chromosome aberrations from bisphenol A treated cultures was observed only at the top dose in the presence of cytotoxicity; 14% at 50 g/mL compared to 3% in controls. In
these high-dose cultures it was stated that cell confluence was reduced by approximately 70%. In the second test no significant increases were observed in with metabolic
activation; only 3% of cells at the highest dose had aberrations. No significant increases in aberrations were observed without metabolic activation with bisphenol A evidently
being tested up to "toxic levels." The positive controls produced clear increases in chromosome aberrations.

Mammalian Cell Line
General Electric Company - Plastics

72162-28-3
Chinese Hamster Ovary (CHO)

st L1 Broeun B M Dadnses & Andecesn BE Ressnick M.A. and Zeiger E. 1989. Chromosomal aberrations and sister chromatid exchange tests in Chinese hamster ovary
. Environ. Mol. Mutaaen. 14:165-187. As cited in the EU Risk Assessment. Data entered into the HPVIS extracted from the robust



CPCat
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Chemical: BISPHENOL A
CASRN: 80-05-T7
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>43,000 chemicals to a set of terms
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Use Information:

CPCat Description 3 Source Description & ACToR Data Set/List & Source 3 Class of Chemical Category &
consumer_use_ACToRUseDB Consumer Use ACToR UseDB Use Categories
perscnal_care_ACToRUseDB Personal Care Preduct ACTeR UseDB Use Categories
industrial_manufacturing_ACToRUseDB | Chemical Industrial ACTeR UseDB Use Categories
child_use detected Consumer Products The Danish EPA:Exposure of 2-year-olds to chemical substances in Consumer Products.: This proj ncluded a survey of the preducts as ACToR Data Setsand | Use Categories

well as chemical analyses and rigk assessments of a number of selected products that 2 year-old children come into contact with throughout Lists
the course of a day. A total of 12 product groups were included in the survey phase. ed products from 10 of these product groups
were subseguently included in a screening phase and several problematic substances were subjected to quantitative analysis. A risk
assessment was also performed for a number of problematic substances.
consumer_use detected Consumer Products THO Nederlands Organisation for Applied Scientific Research:Hazardous Chemicals in Consumer Products:In this study 33 consumer ACToR Data Setsand | Use Categories
preducts, including body care products, toys, textiles, decdorizers and cleaners, have been tested for the presence of bisphencl-A, Lists
alkylphencls and ethoxylates, phthalates, musks and organctin compounds.
child_use Consumer Products: (state of) Washington:\WWashingten Childrens Safe Product Act (CSPA) Reporting Rule. List of chemical of high coneern te children (CHCC) ACToR Data Setsand | Use Categories -



oxcast Dashboard
ttps://actor.epa.gov/dashboard s

To interrogate chemical screening data from
ToxCast and the Tox21 collaboration

<EPA iCSS ToxCast Dashboard
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Our Developing Architecture
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Our Latest Dashboard

https://comptox.epa.gov

* Providing access to our “curated chemistry”

« Database of chemicals, mapped to identifiers,
and tens of thousands of experimental
physchem properties

 Predictive models and calculation detalls
* An integration hub for NCCT applications

e Alink farm across 10s of EPA and Public
websites
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Our Latest Dashboard

SEPA
https://comptox.epa.gov

es

ntal Protection Home Advanced Search

\),&\vans:m,ZQ
An Integration Hub ¢ @ = >720,000 chemicals
3 SN ¢ >14 years of assembled data
" PRO‘\'("O\

CompTox Dashboard

‘ bispheno| Q

Bisphenal

Bisphenal A

Bisphenol A (BPA)

BISPHENOL A ANHYDRIDE
Bisphenol A bis(2-hydroxyethyljether

Bisphenol A bis(2-hydroxyethyl ether) diacrylate
Bisphenol A bis(2-hydroxyethyl ether) dimethacrylate
Bisphenol A bis(2-hydroxy-3-methacryloxypropyl) ether

Bisphenol A bis(2-hydroxy-3-methacryloyloxypropyl ether) Help -
P
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15 years of Curated Data

Mutation Research/Fundamental and
Molecular Mechanisms of Mutagenesis

Volume 499, Issue 129 January 2002 Pages 27-52 —

Mutation Research Frontiers
Distributed structure-searchable toxicity (DSSTox) public
database network: a proposal

Ann M. Richarge- & . & ClarLynda R. Williams®- ®
+ Show more

hitp-/fdx doi.org/10.1016/50027-5107(01)00289-5 Get rights and content
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Bisphenol A
(Accessing DSSTox Data)

United States

2 d -
- EPA Environmental Protection Home Search CompTox Dashboard Q
\’ Agency

Chemical Properties

Submit Comment Share - Copy ~
Bisphenol A
80057 | DTXSID7020182
€ Searched by Approved Name: Found 1 result for 'bisphenol A'.
B - Q-
Intrinsic Properties
H,C CH, Molecular Formula: C15H1602 Q Find All Chemicals || Iy
Average Mass: 228.291 g/mol L&}
Monoisotopic Mass: 228115030 g/mol L&}
Structural Identifiers
HO OH
Record Information
Chemical Properties External Links Synonyms Product Composition ToxCast in Vitro Data Exposure Analytical PubChem Comments
About Contact s ACTOR = DSSTox Privacy Accessibility Help -
External Links Synonyms Product Compaosition ToxCast in Vitro Data Exposure PubChem Comments




Physicochemical Properties

Summary

Octanol-Water
Partition Coefficient
(LogP)

Water Solubility
Melting Point
Boiling Point

“apor Pressure

Soil Adscrption
Coefficient

Octanol-Air Partition
Coefficent

Atmospheric
Hydroxylation Rate

Biodegradation Half
Life

Bioaccumulation

Chemical Properties

Download as:

Property

Octanol-Water Partition Coefficient

(LogP)
Water Solubility

Melting Point
Boiling Point

Vapor Pressure

Soil Adsorption Coeflicient
Octanol-Air Partition Coefficent
Atmospheric Hydroxylation Rate
Biodegradation Half Life
Bioaccumulation Factor

Bioconcentration Factor

External Links

SDF

Average
(Exp.)
3.38(2)

5.26e-04 (1)

155 (7)
200 (1)

1.64 (1)

Median
(Exp.)
343

5.26e-04

156
200

164,

Product Composition

Range
(Exp.)
343

5.26e-04

15310 158
200

1.64

ToxCast in Vitro Data

Average
(Pred.)

3.42 (2)

2.22e-03 (2)

138 (2)
349 (2)
7.06e-08 (1)
2.92 (2)
8.39 (1)
10.4 (1)
15.1 (1)
173 (1)
82.0 (3)

Median
(Pred.)

342

2.22e-03

138

349
7.06e-08
292
8.39
-10.4
15.1

173

82.0

Exposure

United States
Erreircnmientsl Protection
Agancy

Result

Range (Pred.) Unit

3.20to 3.64 =

7.56e-04 to mol/L

3.68e-03

132 to 144 °C

334 to 364 °C

- mmHg

27410 3.10

- days

1.38to0 173 =
PubChem Comments




Data Downloads
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S
A |ann|uad as:  CSv | Excel SDF
Ezt:f";; ?ﬁtl_&r p:_‘,lrm"]" ¥ SelectDeselect All _
= ¥ Octanol\Water Partition Median
Water Solubility Property Coefficient (LogP) (Exp.)
- AT Ly ilikis

Octanol-Water Partition ¥ V¥ater Solubilty 3.43

Metting Point (LogP) * Melting Point
' + Boiling Point
Boiling Point Water Solubility # \/apor Pressure 5 26e-0
+ Soil Adsomption Coefficient
“apor Pressure Melti . + Octanol-Air Partition Coefficent
elting Point 156
J + Atmosphenc Hydroxylation Rate

Soil Adsorption Coeflicient Boiling Point # Biodegradation Half Life 200

B e ¥ Biocaccumulation Factor i
Octancl-Air Partition P ¥ Bioconcentration Factor
Coeficent Soil Adsorption Coeffic| Download -
Atmospheric Hydroxylation Octanol-Air Partition Coefficent - -
Riate herig Hydroxylation Hate - -

Chemical Properties External Links Synonyms Product Composition ToxCast in Vitro Data Exposure PubChem Comments




Data Download: Excel

Al - j1 Property
A B
1 Property Imrerage (Exp.)
2 |Octanol-Water Partition Coefficient (LogP) .3.38 (2]
3 |Water Solubility 5.26e-04 (1)
4 |Melting Point 155 (7]
5 |Boiling Point 200 (1)
& |Vapor Pressure -
7 |Soil Adsorption Coefficient -
& |Octanocl-Air Partition Coefficent -
9 |Atmospheric Hydroxylation Rate -
10 |Bicdegradation Half Life -
11 |Bioaccumulation Factor -
12 |Bioconcentration Factor 1.64(1)
13
14
Chemical Properties External Links Synonyms

C
Median (Exp.)
343
5.26E-04
156
200

164

Product Composition

F

G
Range (Pred.)

342 3.20to 3.64

United States
Erreircnmientsl Protection
Agancy

H
Result Unit

2.22E-03 7.56e-04 to 3.68e-03 mol/L

D E
Range (Exp.)] Average (Pred.] Median (Pred.)
3.43 3.42 (2)
5.26E-04 2.22e-03 (2)
153 to 158 138(2)
200 349 (2)
- 7.06e-08 (1)
- 2.92 (2)
- 8.39(1)
- -10.4 (1)
- 15.1 (1)
- 173 (1)
1.64 82.0(3)

ToxCast in Vitro Data

138 132 to 144
349 334 to 364
7.06E-08 -
292 2741t03.10
8.39 -
-10.4 -
151 -
173 -
82 1.38to0 173
Exposure PubChem

C
C
mmHg

Comments



Predictions for >720,000 Chemicals

« NCCT_Model predictions built on curated data

e All chemicals in CompTox Dashboard pushed
through all predictive models

 Predicted data made available, with detailed
MODEL REPORTS

Chemical Properties External Links Synonyms Product Compaosition ToxCast in Vitro Data




Predicted Data =5 S

Predicted

Source Result Calculation Details

132°C Mot Available

EFISUITE
MCCT 144 °C | MCCT Model Report I

| Protection Home  Advanced Search

NCCT Models: Melting Point

Bisphenol A
80-05-7 | DTXSID7020182

Model Results

Predicted value: 144 °C Calculat|0n ReSU|t

Global applicability domain: Inside @

HsC, CHy
Local applicability domain index: 0.91 @ -
Q O Confidence level: 0.65 @ for a Chemlcal
HO OH

Model Performance

Model Performance| .
with full QMRF S e e e

5-fold CV (75%) Training (75%) Test (25%)

= Weighted KNN model
Q

Nearest Neighbors rom the Training Set

Nearest Neighbors Jate) S EC % o

from Training Set ..
Bisphenol A 4 4"-Propane-1, 1-diyldiphenol phencl, 4 4-butylidenebis- Bisphenol B mesc-Hexestrol

Measured: 137 Measured: 121 Measured: 187

Measured: 153 Measured: 132
Predicted: 142 Predicted: 140 Predicted: 157

Predicted: 144 Predicted: 133




Prediction Detalils and
QMRF RepOrt T -

Model Results

Predicted value: 144 °C
Applicability domain using the leverage approach. All training set space considersed. More
details in QMRE

Local applicability domain index: 0.91 v

Global applicability domain: Inside @

Confidence level: 0.65 ﬂ L QMRF_NCCT_MP_08212016 - Adobe Acrobat Pro =R E =
File Edit View Window Help *
J ﬁ Create v ‘ @ D @ | {i} > B @ @ @) @ Customize ~ ‘ |Z|

¥ /10 | o | (=) (o) ‘ i Tools | Fill 8&Sign | Comment

Tl >

OMRF identifier (JRC Inventory):To be entered by JRC

OMRF Tifle:MP: Melting point prediction
B from the NCCT Models Suite.

~— A
IMRE inti ‘May
. Lhubies | Printing Date:May 4, 2016

|LLOSAR identifier
1.1.QSAR identifier (title):
MP: Melting point prediction
from the NCCT_Models Suite.
1.2.0ther related models:
No related models
1.3.Software coding the model:
NCCT_models V1.02
Suite of QSAR models to predict physicochemical properties and environmental fate of organic

chemicals

T T | p—— I g—
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Chemical Properties

Chemical Properties

General

i&) EPA Substance R...
we MNIST Chemistry ..

¥4 Household Produ...

&% PubChem

¥k Chemspider
{& CPCat

# DrugBank

wme HMDE

w Wikipedia

a MSDS Lookup

Q ToxPlanet

Q ChemHat: Hazard...

External Links

Toxicology

& ACToR

o DrugPortal

B CCRIS

(&) ChemView
@CiD

@ eChemPortal

&) EDSP Dashboard
B Gene-Tox

B HSDB

(& ToxCast Dashboa...

ﬁ LactiMed

B Intemational Toxi...

External Links

Synonyms

Synonyms

Product Composition

Product Composition

Publications

ﬁ Toxline

m Environmental He. ..

m NIEHS

m Mational Toxicolo...

& Google Books
& Google Scholar
& Google Patents

m PubiMed

ToxCast in Vitro Data

ToxCast in Vitro Data

Analytical

Q Mational Environ...

@ RSC Analytical A .

Exposure

Exposure

United States
Erreircnmientsl Protection
Agency

PubChem Comments

Prediction

oo Chemicalize

@ Proton NMR Predi. ..
 Carbon-13 NMR ...
@ 2D NMR HSQC/H...

i ChemRTP Predictor

PubChem Comments
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Found 83 synonyms

Legend:  Valid Synonyms  Good Synonyms  Other Synenyms It Copy all Synonyms

Bisphenol A
4,4'-(Propane-2,2-diyl)diphenol
phenol, 4,4'-(1-methylethylidene)bis-

aPA Over a million synonyms, different

4,4’-Propane-2,2-diyldiphenol

Phencl, 46-(1-methylthyldanelis levels of curation and validation
80-05-7 [EIEEED

4-06-00-06717

UNII-MLT 3645199

(4, 4"-Dihydroxydiphenylldimethyimethane

Chemical Properties External Links Synonyms Product Compaosition ToxCast in Vitro Data Exposure PubChem Comments




Functional Use and Composition
(Integrating CPCat Data)

Frequent Uses and Functions

building_material flacring

building_c onstruc tion

building_c onstruction boats

building_material flecring, building_material walls
manufacturing plastics

surface_treatment metals

manufacturing metals

manufac turing mac hines

paint

adhesive

Product Composition
Download as: | CSV = Excel

Product Percent Composition | Manufacturer

BISPHENOL-A (BPA) 100% GENERAL ELECTRIC COMPANY
EPOXY PASTE PIGMENTS, 3402-3408 <100%PPM SYSTEM THREE RESINS
ISOPROPYLIDENEDIPHENOL, 99+%, 23965-8 99%+ ALDRICH CHEMICAL CO
BISPHENOL A (RESIN GRADE) (43106) 97.8% SHELL OIL COMPANY

4 4 1ISOPROPYLIDENEDIPHENOL, 97%, 13302-7 97% ALDRICH CHEMICAL CO
ICO-PATCH EPOXY RESIN HARDENER, PART B 80% INTERNATIONAL COATINGS CO
ADHESIVE-SCOTCH-WELD (R) 2216 B GRAY 72% 3M COMPANY

EFOCAST HARDENER 946, FPC 5000 45% CIBA-GEIGY CORP

EFOLITE 1350 HANDENER 35-50 HEXCEL CORF, RESINS GROUP
CI ~LIERA MA 90N DDIMED DADTD 29 EoL I EATDA ALIERIA AT EMAINECDIRG 9
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Bioassay Screening Data

United States

(I t . Erreircnmientsl Protection
niegrating roxcast bata e
Chemical Activity Summary
10 ShowiHide All
E' L] ‘ :ﬁ nuclear receptor .
ol 7 = background measurament
§ . = cell morphology
. ' E dna binding
&4 :5_“,“ steroid hormaone .
:f—; transporter
7 o ion channel .
i gper
8 L] ' oxidoreductase
L] ' kinase
5 ae il - protesse
™ L . ! L oye
44 - L . cell cycle [ |
LT i “s " cytokine
3 .' - . i cell adhesion molecules .
. ' L
L] ! . -
2 * E' » X . .; .'. e " ecterase
. . - o & ot ® "'. phosphataze
! e P e .
1 L] | L]
. i i AC50 (uM]
00001 T T T T :]I:i:|1 T T TT :]51 T T TTT I:ll] T T TTT 1 T T T TT IIII:I T T TT Ill:ll:l T T 1T Ill:ll:l:]
Download as: CSV | Excel = Show Inactive
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Chemical Properties

Bioassay Screening Data

(Integrating ToxCast Data)

Assay Name
APR_Hepat_CellLoss_48hr_dn
APR_HepG2 OxidativeStress 24h up
APR_HepG2 MitoMass_24h_dn
APR_Hepat DNADamage 48hr up
APR_HepGZ2 CellLoss_24h dn

APR_HepG2_ OxidativeStress_72h_up

ATG_HSE_CIS up
APR_Hepat_DMNADamage_24hr_up
APR_Hepat CellLoss_24hr_dn
APR_Hepat_Steatosis_24hr_up

APR_HepG2 CellLoss 72h dn

External Links

United States
Erreircnmientsl Protection
Agancy

Hit Call
APR_HepG2_OxidativeStress_72h_up

Scaled Top ACS50]

Top log ACS50 Intended Target Family
Assay Name: APR_Hep(G2 OxidativeStress 72h_up

Gene Symbaol: null

Organism: human

Tissue: liver

Assay Format Type: cell-based

Biological Process Target: oxidative phosphorylation

Detection Technology: Fluorescence

Analysis Direction: positive

Intended Target Family: cell cycle

Description: Data from the assay component APR_HepG2 OxidativeStress_72hr was analyzed into 2 assay endpoints. This assay
endpoint, APR_HepG2 OxidativeStress 72h_up, was analyzed in the positive fitting direction relative to DMSO as the negative control and
baseline of activity. Using a type of viability reporter, measures of protein for gain-of-signal activity can be used to understand the signaling at
the pathway-level as they relate to the gene . Furthermore, this assay endpoint can be referred to as a primary readout, because this assay
has produced multiple assay endpoints where this one serves a signaling function. To generalize the intended target to other relatable
targets, this assay endpoint is annotated to the "cell cycle” intended target family, where the subfamily is "stress response”.
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Exposure Data — NHANES and

ExpoCast Predictions

Minimum

Maximum

Mean

Median
95th Percentile

W

Ages 6-11 Ages 12-19

3.80e-05 2 55e-05
4.92e-05 3.38e-05
4.33e-05 2.93e-05

Ages 6-11 Ages 12-19
6.30e-05 2.68e-05
5.82e-03 2.00e-03

3.02e-05

2.05e-05
1.61e-03

Ages 20-65 Ages 65+ BMI = 30
2.7%e-05
3.27e05

1.91e-05 2.38e-05
2.31e-05 2.7de-05
2.10e-05 2.55e-05

BMI < 30 Repro. Age Females

3.02e-05 2.83e-05
3.30e-05 3.31e-05
3.16e-05 3.06e-05

© Exposure Predictions (mg/kg-bw/day)

Ages 20-65 Ages B3+ BMI = 30
1.61e-05 1.65e-05
2.18e-02 1.45e-03

BMI < 30 Repro. Age Females

2.67e-05 1.11e-05
2.26e-03 1.57e-03

© National Health and Nutrition Examination Survey ( NHANES ) Inferences (mgkg-bwiday)

Females Males

2.58e-05 2.94e-05
3.03e-05 3.37e-05

2.80e-05 3.15e-05

Females Males

1.11e-05 3.8%e-05
9.09e-04 3.34e-03

(&)~ National Health and Nutrition Examination Survey

High-Throughput Models for Exposure-Based Chemical Prioritization in

the ExpoCast Project

Environ. Sci. Technol., 2013, 47 (15), pp 8479-8488

Chemical Properties

External Links

Synonyms

Product Composition

ToxCast in Vitro Data

Expo

Exposure

Cas

PubChem

Tr

United States

Agency

Total

2.86e-05
3.08e-05
2.97e-05

Total
2 11e-05
2.00e-03

Comments

Erreircnmientsl Protection



PubChem integration

Chemical Properties

Biological Activities

BicActivity Outcomes Top Targets BioActivity Types BicAssay Types

Unspecifisd YDOR 15 Kd 5 Summary a0
Probe MRIC1 15 ECSD 5 Screening
Inconclusive THRE ACSD g Cther
Inactive AR IC30 Literature-derived 18
Active EZR1 Potency Confirmatory
17
Activi
Structure Eufﬁ:ce = Cormpound Name Binzssay Name
Outcome Typa Valus [pM]
4 312534041 Inactive Bisphenal & Screen for inhibitors of RMI FANCH | «
& [MMZ) intereaction [AID:1159507,
0 Type: Cther, PubMed ID:26962873]
4 144714049 Inconclu... Potzncy £2.1889 | Bisphenal A qHTS assay for small maleculs
[': agonists of the p&3 signaling
&l pathway [AID:E51631, Type:
b { Confirmatory]
T 144214045 Inactive Potzncy Bisphanal & qHTS assay for small molecules that
[': induce genotoicity in human
&l ambryanic kidney cells sxprassing
J lucifarase-tagged ATADS
[AID:E51632, Type: Confirmatory]
4 144314040 Inconclu... Pot=ncy EL.4259 | Bisphenol & gHTS assay for small malecule
['«: agonists of the p&3 signaling
) pathway - cell viability [AID:651633,
3 Type: Confirmatory]
r 144214040 Inactive Potzncy Bisphenal & gHTS assay for small molecules that
Q) induce genotoxicity in human -
1) PN R -3 TN | R
Page |1 | ofi?s | b M | & Displaying 1 - 10 of 1751
External Links Synonyms Product Composition ToxCast in Vitro Data Exposure PubChem

United States
Erreircnmientsl Protection
Agency

Comments




Work in Progress: Environmental

Fate, Transport and Toxicity

United States
Erreircnmiental
Agancy

Protection

Applications Places System

ne hydrochloride - Mo:

o= &)

Thu Jul 2

1PM Jennifer Smith

[ @ RapidTox | Auramine h... ][ jsmith09@v2626umct... ” & icss-client - [/localdisk... “ @ Google Hangouts - jen...

& RapidTox | Auramine... x | i Mail - Smith, Jennifer... x [E) Components - Bootst... x = css- Bootstrap 3dro... x | [EY Bootstrap 3 Submen... x [ Bootstrap Nav withS... x [ JavaScript - Bootstrap x| h
€ ) @ | localhost:4040/dsstoxdbfresults?exact=1&list_abbreviation=0PPINERTS&mass=0&search=Auramine+hydrochloride&single_component=0 @ ||Q search * B8 4+ A - 100%  + Gv oev =
[2) United States . 4
\"EPAE gﬂmsﬂlﬂl Protection Home  Chemistry Dashboard = hboard Q
Y
Submit Comment Share ~ Copy ~
Chemical Properties External Links Synonyms Product Composition ToxCast in Vitro Data Analytical Toxicity Values Similar Molecules Exposure Literature PubChem Comments
Predicted Hazards
Summary A
Predicted Hazards = Summary = Radial Plot |
Toxicity
. Adsorption 16. Soil Mobility Class 1. Air Persistence Class
. . 15. Soil Mobility Class 2. Water Persistence Class =
Bioaccumulation
(B 14. Daphnia Toxicity Concern 3. Soil Persistence Class
Organ Toxicity
13. Daphnia Toxicity Concern 4. Sediment Persistence Class
“‘-——____"L
12. Fish Toxicity Concern 5. BCF Class =
11. Fish Toxicity Concern 6. BCF Class
10. Algal Toxicity Concern 7. BCF Class 3
9. BAF Class 8. BAF Class
. Persistence Bicaccumulation . Ecotox Soil Mobility
No. Category Model Name
1 Air Persistence Class EPISUITE_Fugacity_3_air @
2 ‘Water Persistence Class EPISUITE_Fugacity_3 water @
3 Soil Persistence Class EPISUITE_Fugacity 3 soil @
4 Sediment Persistence Class <&~EPISUITE_Fugacity 3_sediment @
localhost:4040/dsstoxdbfresults?exact=1&list_abbreviation=0PPINERTS&mass=0&search=Auramine+hydrochleride&single_component=0#hazard-toxicity e DSSTox Privacy Accessibility Help




Work in Progress: Analog
|dentification and Similarity Searc

D Ry s Q-
Intrinsic Properties
Molecular Formula: C15H11NO2 Q Find All Chemicals || I
0
" Average Mass: 237257996 g/mol L
3
Monoisotopic Mass: 237.078979 g/mol L
NH, :
Structural Identifiers
0
Record Information
Chemical Properties Extemal Links Synonyms Product Composition ToxCast in \itro Data Analytical Toxicity “Values Similar Molecules
Exposurs PubChem Comments
Found 12 Similar Molecules
Searched with a similarity threshold of 0.6
) . . CH; 0
coss AN GS®
LT
' ’ CH; O
1-Amino-2-methylanthrag...  [1,1-Bianthracene]-9,9.1...  Anthraguincne, 1,5-diam... 9.10-Anthracenedicne, 1... 9.10-Anthracenedicne, 1...
Similarity Index: 1.00 Similarity Index: 0.75 Similarity Index: 0.74 Similarity Index: 0.68 Similarity Index: 0.67
Previous Mext




NCCT has been delivering data, algorithms,
models and software tools for a decade

A new flexible architecture to support
multiple both internal and external apps

First iteration of CompTox dashboard
supports chemistry based searches

Future concept...
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Future Search Possibilities
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