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National Center for

Computational Toxicology

* National Center for Computational Toxicology
established in 2005 to integrate:
— High-throughput and high-content technologies
— Modern molecular biology
— Data mining and statistical modeling
— Computational biology and chemistry

« NCCT outputs: include a lot of data, models,
algorithms and software applications

 We produce Open Data — we want people to
Interrogate it, learn from it, develop
understanding
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Integrating All of Our Data

* Breadth of data has grown over the years

— In vitro high-throughout screening data — thousands
of chemicals across hundreds of assays

— Hazard data — human and ecological

— Exposure Data (exp & pred) = Environmental-Exposure
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The CompTox Chemistry Dashboard

A new architecture bringing together all data

 Apublicly accessible website delivering access:
— ~760,000 chemicals with related property data
— Experimental and predicted physicochemical property data
— Experimental Human and Ecological hazard data
— Integration to “biological assay data” for 1000s of chemicals
— Information regarding consumer products containing chemicals
— Links to other agency websites and public data resources
— “Literature” searches for chemicals using public resources
— “Batch searching” for thousands of chemicals
— Real time prediction of physchem and toxicity endpoints
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Detailed Chemical Pages SEPA
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Wikipedia

Propylene glycal (IURAC name: propane-1,2-digl) is 3 synthetic organic compound with the chemical formula
C3IHZ0Z It iz 3 viscouws colorless liquid which is neary odorless but possesses & faintly sweet taste. Chemically i#
0 H is classed as a diol and is miscible with a broad range of solvents, indluding water, acetone, and chloroform. It is

produced on a large scale and is primarily used in the production of polymers, but also sees use in food. . Read
more
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The Executive Summary

Advanced Search

Batch Search

Downloads
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Chemistry Dashboard

Executive Summary

Quantitative Risk Assessment Values
@ Mo IRIS values
@ PPRTV values available
@ EPARSL values available '
@ Minimum RfD: 5.0 mg/kg-day (subchronic, PPRTV (CRNL), oral, 8) (1
@ Minimum RfC: 0.028 mg/m3 (subchronic, RAIS, inhalation, T
@ VIVE POD ne culated

Quantitative Hazard Values
@ Minimum oral POD: 1.2e+3 mg/kg-day (developmental, COSMOS, oral, 3) &
& Mo inhala v
§ Lowest Observed Bioaclivity Equivalent Level: NR1H4

Cancer Information

Reproductive Toxicology
@ 11 Reproductive toxicity PODs available (£

Chronic Toxicology
@ 125 Chronic toxicity PODs available

Subchronic Toxicelogy
@ 28 Subchronic toxicity PODs available =

Developmental Toxicology
@ 5 Developmental toxicity PODs available =

Acute Toxicology
@ 63 Acute toxicity PODs available
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Hazard

ADME (Beta)

Chemical Properies Env. Fate/Transport Exposure

Submit Comment Share = Copy = Az w Az Ad -
-
s
Regional Screening
Class THQ Value
screening level (residential Soil) (mg/kg-day) THQ=1 1300000
screening level (residential Soil) (mgfkg-day) THQ=01 130000
screening level (industrial soil) (mg/kg-day) THO=1 16000000
screening level (industrial soil) (mg/kg-day) THQ=01 1600000
screening level (tap water) (ug/L) THQ=1 400000
screening level (tap water) (ug/L) THO=0.1 40000
GIABS (mg/kg-day) - 1
ABS (mg'kg-day) - 0.1
risk-based SSL (mg/m3) THQ=1 81
risk-based S5L (mgim3) THQ=0.1 8.1
RfDo {mg/kg-day) - 20 o
Bioassays Similar Compounds Related Substances Synonyms Literature Links Comments



The Executive Summary

Home Advanced Search Batch Search

Downloads
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& Mo volatility concern

) Bicdegradation predictions are available &'

) ECF predictions are available Iy

& Vapor Pressure predictions are available [Ey L\\:

» Exposure
@ Exposure Estimates have been predicted using the SEEM modeling methodology

« AOP Information

§ AOP Links: 13, 18, 33, 36, 43, 58, 59, 60, 61, 68, 103, 104, 107, 124, 126, 150, 153, 163, 164, 175, 177,
187, 193, 200

« Other Notes
QN ) :
@ 4 Air quality values available.
§ 18 Occupational exposure values available. [Ey
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Home Advanced Search

Batch Search Lisis Downloads

Agency

United States
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© ToxCast Data

Submit Comment Share ~ Copy = Lz w | Az Aa -

O Assay Details

s
ACS0 (uM): 0.16
26 ;}n Shomw A < Scaled top: 1.41 {El
g dina binding Assay Name: NVS_MNR_hFXR_Antagonist
H nudear receatar Assay Description: 716
244G e Gene Symbol: NR1H4
B T Organism: human
Tissue: MA
224 Assay Format Type: biochemical
Biological Process Target: receptor binding
Detection Technology: TR-FRET
2ol Analysis Direction: posifive
. Intended Target Family: nuclear receptor
Description: Data from the assay component
MVS_MR_hFXR_Antagonist was analyzed info 1 assay endpoint. This
1.8 assay endpoint, MVS_NR_hFXR_Antagonist, was analyzed in the
positive fitting direction relative to DMSO as the negative control and
baseline of activity. Using a type of binding reporter, loss-of-signal
164 activity can be used to understand changes in the binding as they relate
to the gene NR1H4. Furthermore, this assay endpeint can be referred to
as a primary readout, because the performed assay has only produced
1 assay endpoint. To generalize the intended target to other relatable
4 targeis, this assay endpoint is annotated fo the ‘nuclear receptor
intended target family, where the subfamily is 'non-steroidal’
12
ACS0 (M)
10 T ——Trr — T . T — T — ———Tm
£.0001 0.001 0.01 0.1 1 10 100 100
AED & .
Discover. Connect. Ask.
x 2
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OPERA: OPEN Data and OPEN Modeg

Bisphenol A
Vi =
DX
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Mansouri et al. ] Cheminform (2018) 10:10
https://doi.org/10.1186/513321-018-0263-1

RESEARCH ARTICLE Open Access

@ Journal of Cheminformatics

OPERA models for predicting
physicochemical properties and environmental

fate endpoints

Kamel Mansouri**

, Chris M. Grulke', Richard S. Judson' and Antony J. Williams'
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Access to Chemical Hazard Data

F s 1 United States
S Environmental Protec
LY J Ansncy

Home: Advanced Search Batch Search

Lists Predictions

Downloads

United States
Erreircnmientsl Protection
Agancy

Chemistry Dashboard | EPAHFR

Submit Comment Copy - Ao Az Ad -
e
Chemical Properties Env. FateTransport Hazard ADME (Beta) Exposure Bioassays Similar Compounds Related Subsiances Synonyms Literature Links Comments
Exposure Limit
Download table as: | TSV el Hurman Eco
Lethality Effect Lewvel
Risk
Point of Depariure " o Assessment ) Study Exposure )
Priority Type Subtype Class @\"alues Units Type Route Species Subsource  Source
Touicity Walue
rs

g MOEL Cardiowa... subchronic 50000 mg'kg-day subchronic arzl rat Walleet PPRTV (...

g MOEL Endocrine subchronic 50000 mg'kg-day subchronic arzl rat Walleet .. PPRTV (.

2 LOEL Hematal. .. subchronic 2500.0 mg'kg-day subchronic arzl rat Vallzet PPRTV (.

g LOEL Hepatic subchronic 25000 mg'kg-day subchronic orzl rat Valleet . PPRTW (.

g MOEL Immune rmnnunot. .. 50000 mg'kg-day subchronic orzl rat Valleet . PPRTW (.

g MOEL Renal subchronic 50000 mg'kg-day subchronic arzl rat Walleet PPRTV (..

g LOEL Systemic subchronic 25000 mg'kg-day subchronic arzl rat Walleet .. PPRTV {..

2 MOEL Hematal. .. subchronic 15000 mg'kg-day subchronic arzl rabbit Vallzet PPRTV (...

g MOEL Systemic subchronic 15000 mg'kg-day subchronic orzl rabbit Valleet . PPRTV |... -
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Sources of Exposure to Chemicals SEPA

Product & Use Categories

Chemical VWeight Fraction

Chemical Functional Use

Monitoring Data

Exposure Predictions

Production Volume

asure

Bioassays

Erreircnmientsl Protection
Agancy

Similar Compounds Related Substances Synonyms Literature Links Comments

Product & Use Categories (PUCs) ﬂ

Categorization type Number of Unique Products

Executive Summary (Beta) Chemical Properies Env. Fate/Transport Hazard

v

PLIC 2&8
PUC 208
PLIC 17
PLIC 107
PLIC 107
PLIC 101
PLIC 101
PLIC ad

PLIC aa

-
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Product Composition Detalls

Product & Use Categor...

Chemical Weight Fra... Download as: | TSV Excel

Chemical Functional Lise

Monitoring Data

Exposure Prediclions

Chemical Properties Env. FateiTransport Toxicity Values (Beta) ADME (Beta) | Exposure | Bioassays Similar Molecules (Beta) SYNONYmMs

Product Name

Product Use
Category

Chemical Weight Fractions €}

Minimum Weight
Fraction

Maximum Weight
Fraction

Data Type

United States

Erreircnmientsl Protection

Agency

Source

10-02199- calico tip & ...
B095-6096 minwax wo...

GO095/6096 mimvax wo...

ab arfificial nail remove. ..

arfificial nail remover 7.

calico tip & glue remov. ..

citristrip canadian strip...
citristrip sfripping gel q...

citriztrip sfripping gel q...

personal care: nail poli...
home maintenance: fin...
home maintenance: fin...
personal care: nail poli...
personal care: nail poli...
personal care: nail poli...
home maintenance: str...
home maintenance: str...

home maintenance: str...

MEDS

MsD3

M3DS5

M3D3

M3D3

M3DS

MEDS

MEDS

MsD3

Retail Product Categori...
Retail Product Categori...
Retail Product Categori...
Retail Product Categori...
Retail Product Categori...
Retail Product Categori...
Retail Product Categori...
Retail Product Categori...

Retail Product Categori...

Literature Extemal Links




In Vitro Bioassay Screening
ToxCast and Tox21

Protection

Agency

United States
Erreircnmientsl Protection

Chemistry Dashboard | EPAHFR submit Gomment || Gopy= || se~ [ED Aca
Chemical Properties Env. Fate/Transport Hazard ADME (Beta) Exposure Bicassays Similar Compounds Related Substances Synonyms Literature Links Comments
Chemical Activity Summary )

; .
S @ ToxCast Data N 0 Assay Details
N ACS0 [uM}: 016 & -
28 ) 3
g Shw All = Scaled top: 1.41 ol
= £ L i . A 1300
B o == -
24 = il Assay Description: 718
_é' nuchear recepar
23 cell cyce Organism: hurnan
besciground measurement Tissue: NA
a0 Assay Format Type: biochemical
=7 Biclogical Process Target: receptor binding
Detection Technology: TR-FRET
1.6 Analysis Direction: positive
Intended Target Family: nucsar receptor
16 Description: Data from the assay component
MWE_MR_hFXR_Antagonist was analyzed imto
14 o 1 assay endpoint. This assay endpaoint,
MNWE_MR_hFXR_Antagonist, was analyzed in
1 the positve fitting directon refative to OME0 as
=7 the negative cortrol and baseline of activity.
ACH0 (uM) Using a type of binding reporter, loss-of-signa
1-5— T T T T LI T T T TTTI1IT T T T TTITIT T T T T T T T T r1omm ac,j-.-iqrcaw:aJsect-:ur'derEtar'dcnangas"|
b Lot b b ! o 1w 1aca the binding as they relate to the gene MR 1H4. -
Download as: | TSV Excal | Show | |nactve Background
Assay Name Assa... €W SegA.. ADP Link AOPEve.. EHitCal. €97T... Scale.. €%... log... € Target Family
F Y
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The Assay Table

United States

Erreircnmientsl Protection

Agancy

* Detalled Assay Descriptions (growing list)

e Detalls In later talk...

vy
Downlead as: | T8 | Excel | Show: | |nactive
Aszay Mame Assay De... B SeqAPASS

€) CEETOX_H205R_ESTROME_up

€ ATE_FHR_TRANS ug -
€ MUS_GPCR_RH -
) NVS_GPCR_hAdoRAZa -

) NVS_GPCR_hAdoRAT -
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AOP Event Link €} Hit Call Scaled Top R ACSD

Lm

A
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Detailed Assay Description as PDF
(limited number of assays)

NVS_NR_hFXR_Antagonist
Assay Title: NovaScreen Human Farnesoid x Receptor Alpha (FXR) Ligand-Binding Antagonist Screening
Assay
1.  Assay Descriptions
11.  Overview
Assay Summary:
High-throughput screening of in vitro chemical-target interactions across a wide variety of
compounds through a broad range of biochemical interactions will help describe the chemical-
assay bioactivity space for chemicals with limited available information. There exists a large
number of environmental chemicals for which there is little information about the potential for
bioactivity. The NVS NR human farnesoid x receptor (FXR, NR1H4) agonist assay format allows for
an efficient screening of thousands of chemicals for the ability to competitively bind to the ligand-
binding domain of a xenobiotic sensing nuclear receptor. This assay was developed to screen the
ToxCast chemical library for potential farnesoid x receptor ligand-binding activity using a TR-FRET
competitive displacement assay and a known FXR receptor agonist (Chenodeoxycholic Acid, CDCA)
as a reference compound. Biochemical high-throughput screening offers preliminary evidence for
chemical targets in a cell or tissues which, when combined with information from literature or
targeted in vivo studies, can indicate potential pathways for toxicity. This assay was run for a test
duration of 1 hour in a 384-well plate.
1.2. Assay Definition
Assay Throughput:
Human FXR ligand-binding domain (LBD) incubated in 384-well microtiter plates for 1 hour prior to
measuring ligand dependent binding of cofactor to the receptor using TR-FRET.
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The Assay Table SEPA

o SegaPASS files - Sequence Alignment to
Predict Across Species Susceptibility

vy

Cownload as: | TS | Excel | Show! | |pactive | Background

Assay Mams Assay De... €) SeqAPASS  AOPLinkT AOP Event Link €} Hit Call e Top Scaled Top €WACSD  log ACS0 € Target Family
€ CEETOX_H285R_ESTROME up B0E - - - BCTNVE 1.24 1.53 1.08 0.0238 stenoid hormone
) ATG PXR_TRANS up - NF_071285.1 & |&0 245 AZTNE 1.28 1.42 213 1.33 nuclear receptar
& MVS_GPCR_hH1 - NF_000e521 & |- - BCTNVE 21.2 1.0 142 o151 qpor
€ Vs _GPCR_hAdoRAZ:z - NF_000E55.2 & |- - BCTNVE 26.2 5 G.85 0842 qpor
VS _GPCR_hAdoRAT - NF_D00E5E6.1 & | - - BCTNVE 53.5 1.87 F.44 0809 qpCr
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SegaPASS SEPA

United States
wEPA oo

Environmental Topics Laws & Regulations About EPA Search EPA.gov Q
Related Topics: Safer Chemicals Research CONTACT US SHARE @ @ @

Sequence Alignment to Predict Across Species
Susceptibility
What is SeqAPASS?

Sequence Alignment to Predict Across Species Susceptibility (SeqAPASS), is a fast, online screening tool that allows researchers and

regulators to extrapolate toxicity information across species. For some species, such as humans, mice, rats, and zebrafish, the EPA has a
large amount of data regarding their toxicological susceptibility to various chemicals. However, the toxicity data for numerous other plants

and animals is very limited.

CrmADACT mvtranmalatace fram thaca Aata vich mmadal Avrcan icrne tathriicande Aaf athar nan farant crnnciae o mualiiata thaie cnacific natantial

19



The Assay Table

e Links to Adverse Qutcome

Lt}

Cownload as: T Show:

il

W Ex=cel

I

Aszay Mame

€) CEETOX_H205R_ESTROME_up
€ ATE_FHR_TRANS ug

€ MUS_GPCR_RH

) NVS_GPCR_hAdoRAZa

) NVS_GPCR_hAdoRAT
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Inactive Bachgrownd

Assay De... B SeqAPASS

- NF_O07T1285.1 &
- NF_000852.1 &
- NP_000855.2 L
- NP _DODEGE6.1 &
Env. Fate/Transport Hazard

ACQP Event Link

ADP Link T
g0 245
ADME (Beta) Exposure

United States
Erreircnmientsl Protection
Agancy

Pathway Wik

€ Hit Call e Top Scaled Top €WACSD  log ACS0 € Target Family
ACZTVE 1.24 1.53 1.08 0.0238 stzroid hormaons
ACTNVE 1.28 1.432 21.3 1.33 nuclear receptor
ACTNE 212 1.068 1.42 0,151 gpor

ACTNE 28.2 05 5.95 D342 gpor

ACTNE 535 187 G424 0.309 gpor

Bioassays

Similar Compounds Related Substances Synonyms Literature Links Comments




Erreircnmientsl Protection
Agancy

AOPWIKI Integration SEPA

APl XKML I"\’
Snapshots All AOPs
View history Dizcussion
Aop: 60
1. AOP Title
f ? 2. Graphical Representation
AOP Tltle 3. Abstract
4. Background
. . . . . 5. Summary of the AOP
NR1I2 (Pregnane X Receptor, PXR) activation leading to hepatic steatosis 1 Molecular Inftiating Event
2. Key Events
Short name: % 3. Adverse Outcome
o _ 4. Relationships Between Two
PXR activation to steatosis Key Events
. Network View

Stressors

_ Life Stage Applicability
. Taxonomic Applicability
. Sex Applicability

Graphical Representation

Click to download graphical representation template

W o = oW

o

. Overall Assessment of the AOP
1. Domain of Applicability

Authors @ 2. Essentiality of the Key

Events
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Single Click Download

United States

Agency
A B C D E F G H [ J K L G

1 |Assay Name Assay Description SeqAPASS AOQP Link AOP Event Link HitCall Top Scaled Toj AC50 logAC50 Intended Target Family
2 |ATG_TCF b_cat_CIS dn - - - - ACTIVE D872 R.27 869 "0.0609  dna binding
3 |NVS_NR_hFXR_Antagonist 716 NP_001193922.1 61 179 ACTIVE 356 41 0.165 70783 nuclear receptor
4 |ATG_XTT_Cytotoxicity_up - - - - ACTIVE 8.7 f.21 b.ooso0  Tz210 cell cycle
5 |ATG_Oct_MLP_CIS_dn - - - - ACTIVE D838 f19 o093  T103 dna binding
6 |ATG_AP 2 CIS dn - - - - ACTIVE 'D.806 2 56 0101 "0.997 dna binding
7 |ATG_M 19 TRANS up - - - - ACTIVE D608 " 67 '.000901 T3.05 background measurement
8 |ATG_M 06 TRANS dn - - - - ACTIVE 'D.349 A.33 Bo1w1  T2o0 background measurement
9 |ATG_GLI_CIS dn - - - - ACTIVE 'D.905 %32 b.443 70354 dna binding
10 |ATG_M_61_TRANS dn - - - - ACTIVE 'D.349 A.33 Bo1w1  "2o00 background measurement
11 |ATG_HIF1a_CIS_dn - - - - ACTVE M.41 .80 937 "0.0282  dna binding
12 |ATG_HNF6_CIS_dn - - - - ACTIVE '0.386 R.07 .643 "0.192 dna binding
13 |TOX21_AR_BLA_Agonist_chi - - - - INACTIVE 0.00 B.00 - - background measurement
14 |TOX21_AR_BLA_Agonist_ch2 - - - - INACTIVE 0.00 .00 - - background measurement
15 |TOX21_AR_BLA_Agonist_ratio 761 P10275.2 87 134 INACTIVE D00 000 - - nuclear receptor
16 |TOX21_AR_BLA_Antagonist_ratio 762 P10275.2 fa7 134 INACTIVE D00 B.00 - - nuclear receptor
17 | TOX21_AR_BLA_Antagonist_viability - - - - INACTIVE D00 B.00 - - cell cycle
18 |TOX21_AR_LUC_MDAKB2_Agonist "764 P10275.2 g7 "134 INACTIVE D00 B.00 - - nuclear receptar
19 |TOX21_AR_LUC_MDAKB2 Antagonist 765 P10275.2 g7 "134 INACTIVE D00 B.00 - - nuclear receptar
20 |TOX21_Aromatase_Inhibition - NP_000094.2 P53 64 INACTIVE 800 b.00 - - cyp

TOX21_AutoFluor HEK293 Cell_blue - - - - INACTIVE 800 b.00 background measurement
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Literature Searches and Links
Rebuilt Abstract Sifter

Links

United States
Erreircnmientsl Protection
Agency

Comments

Chemical Properties Env. Fata"l'rar'@ﬂ Hazard ADME (Beta) Exposure Bioaszays Similar Compounds Related Substancas Synonyms Litersture
Google Scholar
Selecta Query Term v
PubChem Articles
Selecta Query Term
PubChem Fatents H arza rd
— Fate and Transport
. Metabolism/PK/PD

Chemical Properties

Exposure

Mixtures

Male Reproduction

Androgen Disruption

Female Reproduction

GeneTox

Embryo and embryonic development
Child (infant through adolescent)

Dust and Exposure

Executive Summary (Beta) Chemical Properies Env. Fate/Transport Hazard ADME (Beta) Exposure Bioassays Similar Compounds Related Substances

r before refrieving.

ylene glycal" OR "Propylene Ghyool") AND (NOAEL or
OR "reference dose” OR "reference conceniration” OR
o] 2R "cancer slope factor'[fiab])

e

ST 1 ] Download Sifter for Excel 1]

Y
2zl Rev

wws on environmental health

stion toxicology

1ational joumnal of hygiensa and environmental ...

sco induced diseases

aductive toxicology (Elmsford, M.YC)

latory toxicolegy and pharmacology : RTP

beotica; the fate of foreign compounds in biolog. ..

ology

1ational journal of toxicology

analysis : an official publication of the Society £..

ological sciences : an official joumnal of the Soc._.

Synonyms Literature Links Comments




General

& EP& Substance Re. .
ner NIST Chemistry V...

#‘. Household Product ..

&) PubChem
31 Chemspider
&) CPCat
2 DrugBank
wmp HMDB
w Wikipedia
Q MSDS Lookup
ChEMBL

4, Chemical Vendors

 Consumer Product ..

Executive Summary (Beta) Chemical Properies

Links to Other Resources

Toxicology
= ACToR

e DrugPortal
Bl CCRIS

= Chem\fiew

@cTo

L -]

United States
Erreircnmientsl Protection

Publications Analytical

M Toxline Q Mational Environme. ..
EB Environmental Heal .. = MOMA: MassBank ...
EB NIEHS r"s Tox21 Analytical Data
ER Mational Toxicology. .. € RSC Analytical Abs. ..
& Google Books & FOR-IDENT

The Office of the Federal Register (OFR) of the Mational Arc hives and
(&yg Records Administration (MARA), and the U.5. Government Printing Office
[(GPO) jointly administer the FederalRegister gov website.

e

B HsDB

{® ToxCast Dashboar ...
Bl Lacthied

-+ ACToR POF Report

! International Toxicit. ..

Env. Fate/Transport Hazard ADME (Beta) Exposure

0, Federal Register

Q Regulations.gov
&) Springer Materials
& BioCaddie DataMed

€ RZC Public ations

Bioassays Similar Compounds Related Substances Synonyms Literature Links Comments




Example External Links...

Advanced

Browse k
Inside the |
Home Main
Personal C
Landscape
Arts & Crat
Pet Care

Pesticides
Auto Produ
Home Offic
Commerciz

Browse £
Products N
Types of Pi
Manufactu
Ingredients

Support
About the [
FAG
Product Re

Linde

N-me

CAS: B72-50-4

How c:

B Acute
Ierit:
irriti
eye.

W Chror

Birtl
deve
defe

biolt
appt

Oths
Serit
inge

United States
Erreircnmientsl Protection
Agancy

Miatinmal Inetisitae nf Lasivh B
English | Espafiol

EUROPEAN CHEMICALS AGENCY

About Us Information on

Chemicals

Regulations Addressing Chemicals

of Concern

ECHA > Substance Infi

Bank of North America |l Spectra & Downloads & Upload ©Help~

Substance in Compound Classification (provided by ClassyFire)

Infocards are autamat

‘ Q Kingdom |01gan_ic compounds

Q, Superclass | Organoheterocyclic compounds

D Q, Class |P3rrolidi.nes
D Q Subclass |N-aJ.k_\'lp}'rr0].[d|'.ues

Q Direct Parent |N-alkylpyrrolidines

1-methyl-2-py

| Other names: Regula

Substance iden

EC /[ Listn

12

CAS no.: B72-50~ Compound Metadata

Mol. formula: C3i

Name Value
0 Q, total exact mass 000684 &
HAC )'J Q SMILES [HIC(H])([HDN 1C=0)C(HDHDCHNHEDC HHDE] &
) N Q SMILES CNICCCC1=0
L Q, molecular formula C3HONO &

Q, InChIKey SECKISVLQFMRIM-UHFFFAQYSA-N

About this subs

Q, InChI

This substance is r InChI=1S/C5HONO/c1-6-4-2-3-5(6)7/h2-4H2,1H3 -

tonnes per year

This substznce is used by consumers, by professional workers (widespread uses), in formulztion or re-
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Accessing Lists of Chemicals

e Build out definitive “lists” of chemicals

— Algal toxins
— Pesticides
— Toxcast screening chemical collection

26



s 1 Unite
N Environmental Protection
\’ Agency

tates

Home

Chemistry Dashboard

The Collection of Lists

Advanced Search

Relevant Substances

Batch Search

United States
Erreircnmientsl Protection
Agancy

Lists Predictions Downloads

projects, hosted by LfU, HSWT and TUM. The database at https //www Ifu bayern de/stoffident/#home has additional functionali

Superfund Chemical Data Matrix 220 The Superfund Chemical Data Matrix (SCOM) generates a list of the corresponding Hazard Ranking System (HRS) factor values
benchmarks, and data elements for a particular chemical

Surfactant List Screened in Swiss 122 EAWAGSUREF is a list of surfactants screened in Swiss wastewater effluents as part of a 2014 study. Structures/mixtures are being
TOXCAST - EPA ToxCast Screening 4746 TOXCAST is the complete list of chemicals having undergone some level of screening in EFA's ToxCast research program since 2007
Library {last updated 4/11/2017); sublists included.
TOXCAST_e1k - EPA ToxCast Screening 798 TOXCAST_elk iz the elk subset of TOXCAST, selected for screening in endocrine-related assays.
Library (e1k Subset)
TOXCAST_ph1v2 - EPA ToxCast 293 TOXCAST_ph1v2 is the ph1v2 subset of TOXCAST, a reprocured subset of Phase | (ph1v1) chemicals moved into Phase Il and later
Screening Library (ph1v2 Subset) testing phases of the ToxCast program.
TOXCAST_ph2 - EPA TexCast Screening 768 TOXCAST_ph2 is the ph2 subset of TOXCAST, added in Phase Il of the ToxCast program to increase chemical diversity and coverage of
Library (ph2 Subset) chemicals of concarn to EPA programs.
TOXCAST_ph3 - EPA TexCast Screening 2678 TOXCAST_ph3 is the ph3 subset of TOXCAST, added to the most recent Phase |1l of the ToxCast program to further increase chemical
Library (ph3 subset) diversity and coverage of chemicals of concemn to EPA programs.
TOXCAST_Phasel - EPA ToxCast 310 TOXCAST_Phasel corresponds to the phiv1 subset of TOXCAST (mostly pesticides) screened in Phase | of the ToxCast program.
Screening Library (Phase | subset)
TOXCAST_Fhasell - EPA ToxCast 1864 TOXCAST_Phasell is the full set of chemicals screened in Phase |l of the ToxCast program, consisting of TOXCAST_ph1v2, ph2 and a1k
Screening Library (Phase Il Subset) sublists.
TOXCAST_Fhaselll - EPA ToxCast 4584 TOXCAST_Phaselll is the full set of chemicals available for screening in Phase Ill of the ToxCast program, consisting of the majority of
Screening Library (Phase Il Subset) chemicals screened in Phase |l and newly added ph3 chemicals.

TSCA Surfactant List (subset) 100 TSCASURF contains information on surfactants compiled by James Little (while at Eastman Chemical) from the TSCA Database. This is

being progressively curated and extended.
University Jaume | Target Substances 508 UJIBADE is a list of target substances from University Jaume |, Castellon, Spain used for retention time prediction in Bade et al 2015,

DOI: 10.1016/] scitotenv 2015 08.078
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ToxCast phases over time SEPA

Erreircnmientsl Protection
Agancy

TI'IIS is an open access article published under a Creative Commons Attributian [Cf_ ET]
, wihich permits unrestricted use, distribution and repraduction in any medium,
prnwded the authar and source are cited.

Chemical —
Researchin

Toxicol¢

ToxCast Chemi
Toxicology

Ann M. Richard, +' Ri
Inthirany Thlllamadara

John F. Wambaugh,’ ']
Antony J. Williams,'

ToxCast Testing

ruibhe ars arndert

ph3 (1921) ]
elk (799 i
— + ToxCast Chemical Inventories

66LE
9zt

8481

mCLD
m BSK
= APR

NVS

o
3

BATG

ETOX21 .

g

e —————————————
R e e b

g

Total # Assay Endpoints (per chemical)
8

1000 1500 2000 2500 3000
ToxCast Chemicals {sorted by testing phase and inventory)
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Single Click to View Data

[} United States _
\"’ Environmental Protection Home Advanced Search Batch Search Lists Pradictions

Agency

Chemistry Dashboard | TOXCAST_PHASEII

TOXCAST _Phasell - EPA ToxCast Screening Library (Phase Il Subset)

Search TOXCAST PHASEIl Chemicals

List Details.

Downloads

United States
Erreircnmientsl Protection
Agancy

Search All Data Q

Description: TOXCAST_Phasell is the full set of 1860 chemicals screened in Phase Il of the ToxCast screening program, consisting of the reprocured Phase | chemical inventory (TOXCAST_ph1v2), together with the TOXCAST_ph2 and TOXCAST_elk
sublists. At the time of the initial ToxCast Phase Il public data release (Dec 2013), the ek chemical subset had undergone limited screening in endocrine-related assays. whereas the ph1_v2 and ph2 subsets (totaling 1061 chemicals) were more completely
screened in both ToxCast Phase | assays and assays added in Phase |1 all Phase Il sublists were also included in Tox21 testing. For more details, see TOXCAST

Number of Chemicals: 1864

Download / Send -~ gortby: DTXSID T
Tsv
N
Excel -
H,N
SDF
\ _—~NH
N
Baich search Amitrole
61-82-5
e

1864 chemicals

Hide:
0
HO HN OH
3 0.
HO o o
— 0 N
[ OH o
\
CHy
Sodium L-ascorbate Aspartame
134-03-2 22839-47-0
N
W

- Select all

Benzyl acetate
140-11-4

Aaw Aa | Aaa
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Answering Questions

* | have a 1000 CAS Numbers (or Names) —

are there data available?

— Has any Toxcast data been run?

— Are there Toxicity Data values available?

— Are there predicted exposure data (via Expocast)?
— Can | get predicted physchem data for my model?

30



Batch Searching for Data for
Thousands of Chemicals

Step One Step Two Step Three Step Four Step Five Step Six

[ @ L L L @
Step One: Select Input

Please enter one identifier per line

Select Input Type(s) Enter Identifiers to Search (searches should be limited to =1000 identifiers)
Chemical Name
CASRN
InChikey - Skeleton
DS5Tox Substance ID
MS-Ready Formulale) @
Exact Formula(e)
Monoisotopic Mass

Step One Step Two Step Three Step Four Step Five Step Six
[ _ @ @ @ @ 9
Chemicals || Dawn Step Three: Select Download Data or Display Chemicals

Please enter one identifier per ling

Select Input Type(s) Enter Identifiers to Search {s=arches should be limited to =1000 identifiers)
Chemical Name
30567-57-4
| CASRN 2444.90-8
InChiKey | Skeleton G7013-64-3
DSSTox Substance ID 551042
- 133614-42-3
MS-Ready F |
eady Formula(e) @ 78035.97.5
Exact Formulaie) 526254-585-9
Monoisotopic Mass 62411-64-7
67223-12-5 v
47923-90-8 L
Display All Chemicals Download Chemical Data



Batch Search

Select Output Format

Excel r

Customize Results
Select All
Select All In Lists

Chemical ldentifiers
J o
Y o
CAS-RN €Y
InChikey €3
IUPAC Mame €}

Synonyms and ldenfifiers €

Structures
i
SMILES €
InChl String €)
M3-Ready SMILES €
QSAR-Ready SMILES €

United States
Erreircnmientsl Protection
Agancy

Intringic And Predicted Properties
Melecular Formula €)

Average Mass €)
Menoisotopic Mass €)
OPERA Model Predictions €9
TEST Model Pradictions €9

Metadata

Curafion Level Details €

Data Sources ﬂ Letalls e L lennc

Assay Hit Count@® | Checking this Assay Hit Count box inserts the number of assays that the :
Include links fo A(t& chemical is tested in as well as the percent of assays for which the :
| chemical is active.

NHAMES/Predicte™ 'r
rlard Fornsenira T EIFSTR

Include ToxVal Data Availability €)

Mumber of PubMed Aricles €)

Abstract Sifter Input File (Beta) €§

i)

IRIS €
PERTV €)

PubChem Data Sources €)
ToxPrint fingerprints €)
CPDat Product Occurrence Count €)
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Downloadable Results

United States
Erreircnmientsl Protection

A B C D E J M 0] -

1 |DTXSID PREFERRED_NAME CASRN INCHIKEY SMILES EXPORASIEXPOCASTINHANES DATA_SOL TOXVAL_DATA TOXCAST_PERCENT_ACTIVE TOXCAST_PUBCHEM_IRIS PPRTV

2 |DTXSID00211,2-Dichloropropane 78-87-5  KNKRKFALCC(CI)CCI B34e-06 VY - 100y 89 Y

3 |DTXSID00212 4-Dinitrophenol 51-28-5  UFBJCMHNOCA1=C({C=(5.19¢-08 Y MY 154 Y

4 DTXSIDUUEIEtherne ux|de 75-21-8 IAYF'IEJMA‘C1CO1 - 85 Y 144 -

PREFERRED NAME CASRN TOXVAL_ DATA TU}{CAST %_ACTIVE TOXCAST_NUMBER PUBCHEM_DATA_ SIIRIS PPRTV
: 1,2-Dichloropropane 78875 Y 0.0 0113 89°Y Y
: 2. 4-Dinitrophenol 21285 Y 6.3 321508 1504 Y Y
: Ethylene oxide 75218 Y - - 144 - -
: Dichloromethane 75-09-2 Y '0.88 1113 Y -
: 1,2-Propylene glycol ar-556 Y 2,04 11/539 472°Y Y
: 1,1,1-Trichloroethane 71556 Y 0.0 0113 86 Y -
: Trichloroethylene 79-01-6 Y 7354 4113 124y -
: Chloromethane T4.87-3 Y - - 64 Y Y
: n-Hexane 110-54-3 Y 0.0 0113 1027 Y Y
: Disulfoton 296044 Y k715 48/671 93y Y

22 |DTXSID1021 Chlorine 7782-50-5 KZBUYRJD CICI - 58 Y 39Y -

23 |DTXSID1021 Chloroethane 75-00-3  HRYZWHH. CCCI - my myY A4

24 |DTXSID1021 Chloroform 67-66-3 HEDRZPFCCIC(CNCI "3 5e-06 ki 10y 170y -

25 |DTXSID10211,1-Dichloroethane 75-34-3  SCYULBFZ CC(CI)CI A 93 Y 194y A

26 |DTXSID1021Endosulfan 115-29-7 RD“r'I"uﬂFSULCIC‘I:IZI[CI}I"1_3S|3—Uir Y 101Y 98 Y Y

27 |DTXSID102 Kepone 143-50-0 LHHGDZSE CIC‘IEC[:O"LQde—UT hd 84 Y 5T Y - hd

Worksheetl

4
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SDF Download

United States

Agancy

Erreircnmientsl Protection

3

A ACD/Spectrus DB: Database Window - [CA\USERSVAW..OWNLOADS\CHEMISTRYDASHBOARD-ADVANCEDSEARCH_2017-08-14_12-14-55.5DF] = |[= -
Database View BRecord 5earch Lists Plates Options ACD/Labs Help
S be|SER UMM, &% FH @GS 2R EELUREES - S DB Qq,
1{ID:1) ]|z ¢D:2) ]z (m:3) |4 (D:4) |5 (1D:5) & (ID:&) 7 (ID:7) O
a o 2 i
cl Cl “ cl cl . CI:‘“ | 5 rca, me” o &
o SPTE g 1 e P W Yy "'-"'“=
- Cl 1 e g ‘D_i:m 0 5=P—0 o
o~" cl “ [ 0
Cl1 CH; H:C
1 1 1 1 1
8 (1D:8) )5 (o:s) [ 10 (1D:10) [J]11 (ID:11) [1]12 (ID:12) 13 (ID:13) 14 (ID:14) O
H,C
/Tm HLC  HC e
- /_CHi 0 3 3 _\_ >=57
& OO | Y = - | s S
. = ! ; (o o
b f —\ o B o
O=N MICI/ \}\ CH_: CH
0
1 1 1 1 1
15 {ID:15) [1]1& (1D:18) )17 (10:17) [1]18 (ID:18) [1]19 (ID:19) 20 (ID: 20) 21(ID:21) O
n " @\[f"
X 2, H, = | a 1 . /_C/_( Cl
| / JD_\ - - -
el ey (s 5 ¢ W) IR SR i 0 cl
\_¥o v/ Cl
1 1 1 1 1
- hn.wu}: 1 A 1:3; E_':ﬂsgn'w Last Updated: wuar'z_'m%g:?éﬂ T Single DB e chrmen T - o
1-ChemSketch }Prmessar
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INCOMPLETE support for in vitro
HTS data — use ToxCast Dashbgg <

e Data from ToxCast and the Tox21 collaboration
 https://actor.epa.gov/dashboard/

SEPA

iCSS ToxCast Dashboard

Chemical Summary

- Help

Assays Database: prod_dashboard_v2

= i Dashboard: v2
Chemicals Start Tutorial - Chemical Tab

-

Save Chart Preview Chart
7 All Tested
CASRN Chemical Name
80057 Bizphenal A Assay Component Endpoint Name Active endpoints for 50-05-7 @ background measur:
-
_T47D_B0hr_Megsative ® cell adhesion molect
T470 r Positive »
. T4TD_BDhr_Positive @ oell cycie
APR_HepG2 Amest_1h_dn ®
APR_HepG2 clefirrest_1h_up ® call marphalogy
- - - L
=]
APR_HepG2_CellLoss_1h_dn E e ® cyp
APR_HepG2 Cellloss_1h_up o -
_HepG2 s5_1h L @58 hd @ @ cytokine
APR_HepG2_MicrotubuleCSK_1h_dn f % o
L] o -
APR_HepG2_MicrotubuleCSkK_1h_up g_ = s @ s ® : @ dna binding
=] ® @ &
APR_HepG2_MitohMass_1h_dn Sae o & o 8 . @ esteraze
L
toMess_1h_up % ] %
w ) L g° ® gper
APR_HepG2 MitoMembPot_1h_dn w ° @ e ® '. o py  ©
- - a® @ o 8 @ growth factor
APR_HepG2_MitoMembPot_1h_up : & e @ g @ E P
° . ® o2 hydrolase
APR_HepG2 MitoticArest 1h_d
P —Ten ® ion channel
APR Han(3? Mitnticdmoest 1hoon 0.0 T T T T T 1
0.001 0.01 01 1 10 100 100 | @ kinase
ACS50 (uM)
Sesied maonzsis causted by dvidng the meonss valiss ® iyase
by the acTlly culo enaing EPONSE COMPANE0NS 3CMES 38y endpants. e
a4 »
-
4 3

s



CASRN

50505-21-4

50505-85-8

24140-30-5

T7-53-2
T313-87-3
152885-08-1
33543-42-1
133005-40-0
124818-28-7
G3903-74-2
57-84-3
42570-83-0
TTE5-T0-8
54-23-4
10373781
4

Filters - 0

List

t Dashboard

Azsays

= | Chemicals

Chemical Name..

Chemical Name
(+}-2.5-Dimethoxy-4-ethylamphetamine
hydrochloride

[+}-2.5-Dimethoxyamphetamine
hydrochloride

{+})-2-Methylbutyl-4-methoxybenzyladine-4'-
aminocyannate

{+}-Cedrol

{+}-Cyclazocine

(+)-Epibatidine hydrochioride
[+)-Hetaming

{+Metazocine fumarate (2:1)
[+}-Fenizzocine succinate
{+}-Phenazocine hydrobromide

(+T ine chlaride hydrochborid)
(+}-alpha-Methadal hydrochioride

(+}-alpha-Finene
{+}-gamma-Tocopherol
{+)Camphorquinone

Field

Database: prod_dashboard_v2

Dashboard: v2

Assay Endpoint Mame.. Gene Symbaol...

Actives - MC Only " All Tested

Assay Component Endpoint Name Gene Symbol

CD40

SELE

swlactin_up SELE

K _LPS_IL1a_down IL1A

S_IL1a_up IL14

5_down CXCLe

CXCLe

CP1_down coLz

MCP1_up ccL2

F_down CEF1

Value

United States
Agency

iCSS ToxCast Dashboard Home  Export

Chemical Summary Assay Summary Bioactivity Help

Start Tuterial - Bioactivity Tab

~" Representative Samples Download Clear Samples
Only
~ CASRN Chemical Name Assay Endpoint Name HitCall Plot (Win) Full P1 Model Al
57-55-6 1,2-Propylene glycol ~ ATG_M_15_TRANS_up  ACTIVE \ @ Gain-Loss 0,
'
1912-24-3 Atrazine BSK_CASM3C_uPAR_ ..  ACTIVE - Hill 1
4 3
Tested Samples ngle Concentration
CASRN Chemical Mame Assay Endpoint Name HitCall EMAD Max Med
CHEMICAL NAME: Atrazine (1512-24-3), AS5AY ENDPOINT: ATG_M_19_TRANS_up
1012-24-0 Afrazine ATG_M_18_TRANS_up MNACTIV] 0.105 -0.0328
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ToxCast Dashboard

Chopse a view:

Chemicals - 3076

Lzs3ys

# | Chemicals

Database: prod_dashboard_w2

Dashboard: w2

Assays - 1086

United States
Erreircnmientsl Protection
Agency

CASRM Chemical Mame.. &ssay Endpoint Mame.. Gene Symbaol..
Actives - MC Only " All Tested
CASRN Chemical Name REE o ==
50505-91-4 [+)-2,5-Dimethoxy-4-ethylamphetamine - Assay Component Endpoint Name Gene Symbol
h hiorid
ydrochionice ¢ | BSK LPS CD40 up CD40 "
H0505-25-0 (+}-2,5-Dimethoxyamphetamins
h hlorid
ydrochiaride ¢ BEK _LPS _Eselectin_down SELE
24140-20-5 [+}-2-Methylbutyl-4-methoxybenzyladine-4'-
i e
Smineeyanns ¢ BESK _LPS Eselecin up SELE
TT-83-2 [+}-Cedrol
T313-87-3 [+}-Cyclazocine ¢ BEK _LPS IL1a_down IL1&
152885-08-1 {+}-Epibatidine hydrochloride
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ToxCast Dashboar SEPA

Erreircnmientsl Protection

Agency
-
Save Chart Preview Chart
ATG_PXRE_CIS_up, HITCALL : ACTIVE %
Atrazine (1812-24-8), Sample ID = TPODDOT14F 12 Model alc RMSE Top AC5D Slope
2
|
1
| Gain-Loss 205 0.1 181 2512 287
|
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Work in Progress — Bioactivity Curves

-
say Seleclion 3 Selected A Single Assay Can Have Muliple Charis Number of Charts: 14

Show: L Active L/ Inactive %

Search Search assays

Azzay Set: ER (3 of 18 Selected)

# ACEA_T47D_80hr_Positive
ATG_ERE_CIS_up
ATG_ERa_TRANS_up
NVS_NR_BER
NVS_NR_hER
NVS_NR_mERa
OT_ER_ERaERa_0480
OT_ER_ERaERa_1440
OT_ER_ERaERb_0480
OT_ER_ERaERb_1440

LY

CY

OT_ER_ERBERD_0450
OT_ER_ERDERD_1440
OT_ERa_EREGFP_0120
OT_ERa_EREGFP_0430
Tox21_ERa_BLA_Agonist_ratio
Tox21_ERa_BLA_Antagonist_ratio
Tox21_ERa_LUC_BG1_Agonist
Tox21_ERa_LUC_BG1_Antagonist

Assay Set: AR (0 of 11 Selected)

ATG_AR_TRANS_up
NVS_NR_cAR

1509 ACEA T47D_80hr_Positive
HITCALL: ACTIVE
Bisphenol A (B0-05-T)
DTXSIDT020182
TX002158

50 =

United States
Agency

Submit Comment Save Chart

R

W contosnnaa [ minamaa

Modal AIC RMSE PROB Top
Canstant 189.06 8081 000
Gain-Loss 15483 10842 1.00 134,50
Hil 17242 4458 000 109.19

ACSD

ACSD {Lasx)

2198

T 1
2 a

Log Concentration. (ul )

Slops  Slope (Lo=x) Emar
45 142 285
216 a4
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United States
Erreircnmientsl Protection
Agency

| Protection Home Advanced Search Batch Search Lists Predictions Downloads

Chemistry Dashboard sav | s | Aaa
S ST 761 Thousand Chemicals -
g ° i3l Chemical Gene Product
%_ jr’ Search Assay Endpoint Name Q
W), «®
’4¢ prot¥

Identifier substring search

Latest News

Read more news

An article regarding an Excel Version of the Abstract Sifter is published.
March 7th, 2018 at 9:21:27 AM

The abstract sifter that is integrated into the Dashboard (for example here for Afrazine) is available as an Excel add-in. Our recent
4 article on the Abstract Sifter for Excel has been published. >



Our support for FAIR Data
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Downloadable ToxCast Data

' ! LY
https://www.epa.gov/chemical-research/downloadable-computational- A p—
toxicology-data

e EPA Elnit_ed State|s| Brofect
" Agélrll'ggm&n al Frotecuon
Environmental Topics Laws & Regulations Amut EPA Search EPA.gov Q

) £
Related Topics: Safer Chemicals Research CONTACTUS  SHARE I\f ) '\_(p/'

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 unigue 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. EPA's

computational toxicology data is considered "open data", and thus all of the data below are free of all copyright restrictions, and fully and

freely available for both non-commercial and commercial 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.

e ToxCast Data: High-throughput screening data on thousands of chemicals.
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Delivering our Chemistry Data

wEPA

ates
ental Protection

Chemistry Dashboard

Haome: Advanced Search Batch Search Lists

Downloads

Di55Tox |dentifier to PubCham |dentifier Mapping File Posted: 11/14/2016

The D55To to PubChem |dentifiers mapping file is in TXT format and includes the PubChem SID, PubChem CI1D and DSSTox substance identifier (DTXSID).

SID

CID DTXSID

316388891 20404 DTXSID30873143
316388890 10142816 DTXSID70873142
316388889 50742127 DTXSID40873139
316388888 19073841 DTXSID20873137
316388887 11505215 DTXSIDO0873135
316388886 25021861 DTXSID80873133
316388885 2784427 DTXSID60873131
316388884 6731 DTXSIDOO873130
D55 Tox identifiers mapped to CAS Mumbers and Names File Posted: 11/14/2018

The DSSTox |dentifiers file is in Excel format and includes the CAS Number, DSSTox substance identifier (DTXSID) and the Preferred Name.

A
1 casrn

2 |26148-68-5
3 |107-29-9

4 |60-35-5

5 |103-90-2

6 |968-81-0

7 |18523-69-8
8 |75-05-8

9 |127-06-0
10 |65734-38-5

DTXSID7020001
DTXSID2020004
DTXSID7020005
DTXSID2020006
DTXSID7020007
DTXSIDZ020008
DTXSID7020009
DTXSIDGE020010
DTXSIDG020012

About

nce_id  preferred_name
A-alpha-C
Acetaldehyde mdme
Acetamide
Acetaminophen
Acetohexamide
Acetone[4-(5-nitro-2-furyl)-2-thiazohy] hydrazone
Acetonitrile
Acetoxime
W'-Acetyl-4-(hydroxymethyl) phenyihy g ne

Contact Privacy wss o ACToR R asaaDSSTox Accessibility Help =

United States

Erreircnmientsl Protection

Agancy

e Various types of data at FTP download site:
ftp://newftp.epa.qov/ COMPTOX/Sustainable Chemistry

Data/Chemistry Dashboard
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ftp://newftp.epa.gov/COMPTOX/Sustainable_Chemistry_Data/Chemistry_Dashboard
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have a structure editor...

Select properties to predict

TEST.EQ OPERA | Search

Exact
Substructure

® Similarity

Maolecular Formula

Molecular Weight

Min similarity: 0.85

Max similarity: 1.0

Similarity-type: tanimoto

tanimoto

Include elements

Exclude elements
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What we are building...

United States
Erreircnmientsl Protection
Agancy

EPA's CompTox
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XeS che™ "Boarq &
P, N T Chemisty Dashboard — ~X/ &
% (LU0 o ther Lfsts fusorlalSimpneh ~ &7 J.
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T@HVII_IT"B % Summarized In Vivo Data

InUItraDBE In Vitro Assay Data (ToxCast, Tox21)

Downloads (_.;..L ?99.5
Ga

DSSTox Lists
&

0 \ (Listl | clwmﬂmp‘: Experimental &

| | o Ty Predicted Property Data

[ O 7]

o - i a

W =y
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E og Documentation for

Predictive Models
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« The CompTox Chemistry Dashboard provides
access to data for ~760,000 chemicals

« High quality data from ongoing curation efforts

* An integration hub for multiple “modules”

— Experimental and predicted properties

— Human and Ecological Hazard data

— EXposure data — products, data in the environment

— In vitro bioassay data — ToxCast/Tox21

— Literature searching — Google Scholar and PubMed

— Specialized searches — mass/formula for analytical support
— Batch searching and Real Time Predictions

 The primary architecture for NCCT data
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