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QEPA
Minse  Problem

Aqe cy

e Tens of thousands of chemicals are of interest to a broad
spectrum of stakeholders and the Agency.

* The National Center for Computational Toxicology is looking to
integrate and share our data to support computational toxicology

* Chemical structures and data are required to develop prediction
models

* Data should be accessible and Open
for reuse
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v EPA -
Minse  Action

Agency

 Develop a publicly accessible web-based application

* Provide access to integrated data for ~740,000 chemicals —
structures, properties, models, links to other agency resources

* Deliver search results to support different research needs
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e Data are being used to:
* Access toxicity data
* Build prediction models
* Speed chemical identification
e Support additional software applications

* Open data allows for:
* Integration via other public websites
A phone and tablet mobile application



v EPA
Vs Result

Agency

Public access to over a decade of curation work
Regions and states have open access to the data

The data are being used to support Agency projects (e.g.):
e Tirecrumb

* Hydraulic fracturing

* Endocrine Disruption

* Non-targeted Analysis in analytical science



SEPA Who i1s NCCT?

United States
Environmental Protection
Agency

« 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

* Goal - To identify chemical exposures that may
disrupt biological processes and cause adverse
outcomes.
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We've made
150,000 new chemicals
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\‘-}E A The CompTox Chemistry
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En thtt

- Dashboard — An Overview

* A publicly accessible website delivering access:

—~740,000 chemicals and related property data

—Links to other agency websites and public data resources
—“Literature” searches for chemicals using public resources
—Integration to “biological assay data” for 1000s of chemicals
—Information regarding consumer products containing chemicals
—“Batch searching” supports searches for thousands of chemicals

« An underlying architecture for the development of
future software applications



Comptox Chemistry Dashboard
EPA

s NEEPS://comptox.epa.gov

Agency

ntal Protection Home Advanced Search

Chemistry Dashboard

Axv | A3 | Aaa |
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% ~740,000 chemicals
§ >15 years of data

«
"t prove

Chemistry Dashboard

‘ Eear:h a chemical by systematic name, synonym, CAS number, or InChlKey

Single component search [ lgnore isotopes
See what people are saying, read the dashboard comments!

Nesd maore? Use advanced search.

741 Thousand Chemicals

Latest News

® New CompTox Mobile app releases =700,000 chemicals on iPhone and iPad
January 20, 2017 at B:40:18 AM .
&
Aboiurt Contact Privacy waACToR L DS Accessibility Help

- E Downloads -
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%; ~ 740,000 chemicals
§ >15 years of data

«
"t prove

Chemistry Dashboard

‘ Eear:h a chemical by systematic name, synonym, CAS number, or InChlKey

Single component search [ lgnore isotopes
See what people are saying, read the dashboard comments!

Nesd maore? Use advanced search.

741 Thousand Chemicals

Latest News
® New CompTox Mobile app releases =700,000 chemicals on iPhone and iPad
January 20, 2017 at B:40:18 AM .
About Contact (&)

Privacy waACToR DS Accessibility Help

- E Downloads -
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Comptox Chemistry Dashboard
EPA
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Environmental Protection

Agency
.\e’EPA E::IIJ:IJH?:;:-IH_L:I Protection Home Advanced Search
Chemistry Dashboard rav | na [Aas
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NvZ§ ~740,000 chemicals
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Chemistry Dashboard
atrazi Q
AtiEE
ﬂz' .-uro-:': L
J":' -"un ;'J'-ltl.". I:n:l rethybethyi}1.2.6 driazine-2_4-damre]
Latest News
® New CompTox Mobile app releases =700,000 chemicals on iPhone and iPad
January 20, 2017 at B:40:18 AM .
Aboiurt Contact Privacy waACToR 2 DS Accessibility Help Downloads -
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SEPA  Chemical Page

United States
Environmental Protection

Agency * Atrazine is an herbicide of the triazine class. Atrazine is used to prevent
pre- and post emergent broadleaf weeds.
Atrazine
1912-24-9| DTXSID9020112 o

nﬂ Searched by Approved Mame: Found 1 result for “atrazine”.

a W K . Q-

Wikipedia
Cl Intrinsic Properties
N \{ Molecular Formula: CEH14CINS Q. Find All Chemicals | | I
HM ‘/ N

Average Mass: 21565 g/mol -

Hs C—< I'“-|‘< Moncisotopic Mass: 215.0923772 g/maol r

CH; Structural |dentifiers

Record Information
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SEPA  Physicochemical Properties

United States
Environmental Protection
Agency

LogP: Octancl-Wa. ..
Property Average Median Range Unit
Water Sclubility Experimental  Predicted Experimental  Predicted Experimental  Predicted
LogP: Octancl... 2.61 (1) 266 (4) 261 to 2.61 265 261 25010282 -
Density
‘Water Sclubility  1.20e-04 (1) 1.48e-02 (4) 1300410 1., 1.48e02 1.30e04 1.50e04t0 5.... moll
Meling Point Drensity - 1.27 (1) - 127 - - glem™3
Melting Point 174 () 151 (3) 173 to 177 151 173 to 177 114 to 187 °C
Boiling Point
Boiling Point - A2 (3) - 312 - 284 to 339 °C
Surface Tension Surface Tension - 53.8(1) - 53.8 - - dynicm
“apor Pressure 7.21e-11 (1) 4 47205 (3) T21e-1Mte7.... 44705 T.21e-11 2.03e07 to 1.... mmHg
‘apor Pressune
Soil Adscrp. C... 174 (1) 173 (2) 174 to 174 173 174 144 to 202 Likg
Soil Adsom. Coeff. LogKea: Ccta... - 28.40 (1) - 8.40 - - -
Henny's Law - 4 20e-10 (1) - 4. 20e-10 - - atm-m3’'mole
LogKeoa: Octanol-Air )
Atmos, H .- 1.71e-11 (1) - 1.71e-1 - - cmdmolecule®...
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SEPA 2 Names and Identifiers

United States
Environmental Protection
Agency

Found 100 synonyms

Legend:  Valid Symonyms  Good Synonyms  Other Synonyms I Copy all Synonyms

Afrazine -
1,3,5-Triazine-2 4-diamine, G-chloro-N-ethyl-N'{1-methylethyl)-

1912245 EEITEECT)
UNII-QUASMSHAIM

1,3, 5-Thazine-2 4-diamine, -chioro-N2-sthyl-Nd-{1-methysthy)-
1-Chioro-3-sthylaming-34sopropylaming-2, 4, G-inazing
2-Chioro-44ethylamino)-6- 2-propylamino)-s-inazine
2-Chioro-4+{ethylaming-6-isopropylaming)-s-trazing
2-Chioro-44{ethylamino-6-{isopropyaminolimazing
2-Chioro-4-sthylamineisopropylamine-s-inazing
2-Chioro-d-sthylamino-S-sopropylaming-1, 3, S4razing
2-Chioro-4-sthylamino-6-4sopropylamino-s-inazine
2-Ethylamino-4-sopropyiamino-&-chiom-s-nazine
G-Chioro-+{ethylaming-2-isopropyiaming-s-nazing
B-Chioro-N-sthy-N'o {-methylsthyl)-1, 3, 5dnazine-2, 4-diaming
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SEPA Links to Other Resources

United States
Environmental Protection

Agency
General Toxicology Publications Analytical
(%) EPA Substance Re... {® ACToR B Toxline Q Mational Environme. ..
ner NIST Chemistry V... e DrugPortal EB Environmental Heal .. = MOMA: MassBank ...
.#'.Hnusehnld Product.. .CCHIS EB NIEHS %Tnx._'-’*l Analytical Data
5;] PubChem {® Chem\iew EB Mational Toxicology... € RSC Analytical Abs. ..
31 Chemspider @cTo & Google Books b FOR-IDENT
(&) CPCat o

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

wmp HMOE

w Wikipedia . HSDE Q,_Federal Register

Q MSDS Lookup {® ToxCast Dashboar... Q Regulations.gov
ChEMBL Bl Lacthied &) Springer Materials

Q. Chemic al “Yendors -+ ACToR PDF Report i BioCaddie DataMed

@ Consumer Product... B International Toxicit. .. € RS5C Pubilic ations

Chemical Properties Sy MONYIMms External Links Product Composition Bioas=ays Exposure Analytical Literature Comments




SEPA  Product Composition Detalls

United States
Environmental Protection

Agency
Download as: | TSV | Excel .
Product Composition
Product Percent Composition | Manufacturer
PS-280 ATRAZINE, 98.5% PURE 99.5% CHEM SERVICE INC
ATRAZINE 80W 75.0% ACETO AGRICULTURAL CHEMICALS CORP
ATRATOL 80W 71.3% ClB&-GEIGY CORPORATION
ATRATOL 8P 8% ClBa-GEIGY CORP
LPC-507M LAB PERFORMANCE CHECK MIXTURE IN T-B.. =1% CHEM SERVICE INC
F220835 2-CHLORO-4-ETHYLAMINO-S-TRIAZINE10D UG.. =1% CHEM SERVICE INC
5784758, PROTURF 5T AUGUSTINE WEED CONTROL 0.99% OMSCOTT & SONS CO
SCOTTS BONMUS, 26-3-3 0.94% 0. M. SCOTT & SONS CO.
SCOTTS LAWN PRO SUPER BONUS 5, 21-3-3 27 0. M. SCOTT & S0ONS CO.
10-3-3 FERTILIZER + ATRAZINE 0.42% ESTECH BRAMDED FERTILIZERS, INC

Chemical Properties Sy MONYIMms External Links Product Composition Bioas=ays Exposure Analytical Literature Comments




SEPA In vitro Bioassay Data

United States
Environmental Protection
Agency

* In vitro bioassays are used to determine the biological
activity of a substance — Toxcast project

* A decade of measurements, and millions of dollars of
data integrated into the dashboard

Chemical Activity Summary ﬂ
| NVS_GPCR_hAdoRAT it revsarernre B
s} s E
| . - - =r !yzd..ﬁ'l!l
Azzay Mame: NWE_GPCR_haAdoRA1 . ! |
- |
Gene Symbol ADORAI ]
air—— e [l
Organism: human 3 =
. Tissue: brain -
b 1D
Assay Format Type: biochemical . .
& Y] ] [
Biclegic al Process Target: receptor binding
Detection Technology . Radiometry
Pownlond as: T3 Excel  Show Inacive | Show Background Resul
Analysis Direction: positive
|nt&nd&d Tﬂ rg &t Fﬂn-“}': gp: r Aasay Mame Hit & ] Tayj Scaled Top  ACSD ag ACED Iritamided Tanget Family
F HI%ER U I A 1 | 1
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SEPA  Physicochemical Properties

United States
Environmental Protection
Agency

B
B

4 NEMI

National Environmental Methods Index

: i
= ’Aﬁi

About NEMI Glossary FAQ

View selecied results View all resulls Download selected results

Your search returned 21 results.

Method Method Detection Detection Spiking
Method Name Bias Precision
1D Source - Level Level Type . - Level
L 505 EPA-NERL Pesticides and PCBs in Water GC-ECD Atrazine 2.4 ug/L MDL 85 % Rec | 16.2 % RSD 5.00 ug/L
(1912-24-9) (SL) (SL)
L |s07 EPA- Pesticides in Water Using GCNPD. Atrszine | 0015ug/L  |MDL 101%Rec [4%RSD(SL) | 0.13ug/L
TSC/NERL (1912-24-9) (s)
L 508.1 EPA- Chlorinated Pesticides, Herbicides, and Atrazine 0.003 ug/L MDL 14 % Rec | 7.14 % RSD 0.01 ug/L
OGWDW/TSC | Organohalides in Water by GCECD (1912-24-9) (SL) (SL)
Ll [s25.2 EPA-NERL | Organics in Water Using GCMS 0.078ug/L | MDL 109 % Rec | 4.8 % RSD (SL) | 0.50 ug/L
(st)
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SEPA Integrated Literature Searching

United States
Environmental Protection
Agency

PubChem GO gle

Scholar
L._fl BioAssay ‘:?J Compound @ j Substance

'| ' atrazine -

PubMed

FPubMed comprises more than 26 million citations for biomedical literature from MEDLINE, life

science journals, and online books. Citations may include links to ful-text content from PubMed
Central and publisher web sites.
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SEPA  Integrated Literature Searching

United States
Environmental Protection
Agency

PubChem Articles

PUBCHEM » COMPOUMD » ATRAZINE » UTERATURE » DEPOSITOR PROVIDED PUBMED CITATIONS » -
Google Scholar

Abstract Sifter
Depositor Provided PubMed Citations
PubChem Patents

& Download
1to 10 of 876 n 2|(2|-| 88 - Date w
PMID Date Title Jourmal
35823738 2015-06-01 Atrs.:ir.'ne blncks.cw.{la?inn via suppression {:f. Lhr and Cypl9al mRAMNA and I?tepn:\-d uctive toxicology
estradicl| secretion in immature gonadetropin-treated rats. [Elmsford, M.Y.)
— . . . o i Indian joumal of
2711463% 2016-03-01 Atrazine exposure causes mitochondrial toxicity in liver and muscle cell lines.
pharmacolagy
35647727 2018-01-05 EthErIHE.-D'I-EF.JFtIng Effects of Pesticides through Interference with Human Emvirommental science &
Glucocorticoid Receptor. technaology
Effects of Neonicotinoids on Promoter-5Specific Expression and Activity of Taxicological sciences : an
26464060 2016-01-01L Aromatase (CYP13) in Human Adrenccertical Carcinoma (H295R) and Primary official journal of the
Urmnbilical Vein Endothelial (HUVECD) Cells. Society of Toxicology

Taxicological sciences : an
26377646 2015-0%-156 Atrazine-Mediated Disruption of Stercidogenesis in BLTK1 Murine Leydig Cells.  official journal of the
Saciety of Toxicology
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<EPA

United States

Integrated Literature Searching

Environmental Protection

Agency

PubChem Articles

Select Term: Emvironmental T AND Mon-targeted Analysis

Google Scholar Edit the Query Before Querying (73 Characters)

Abstract Sifter

PubChem Patents

Chemical Properties

"Mon-targeted Analysis™ AND "Envircnmental” AND "1912-24-%° OR "Atrazineg”

Sy MONYIMms External Links Product Composition Bioas=ays Exposure

AMD

Analytical

Literature

Comments



SEPA  Integrated Literature Searching

United States
Environmental Protection

Agency
PubChem Artic les Select Term: AMD AND
Emvironmental T Mon-targeted Analysis r - T
Google Scholar . . .
- Edit the Query Before Querying (732 Characters)
Abstract Sifter "Mon-targeted Analysis™ AMD "Environmental” AND "1912-24-3" OR "Atrazine”
PubChem Patents
Google | 'Non-targeted Analysis” AND "Environmental” AND "1912-24-9" OR "Atrazir ~ [ a |
Scholar About 30 resulis (0.14 sec) # My Citations n -
I Articles Environmental metabolomics: a critical review and future perspectives [PDF] academia.edu
JG Bundy, MP Davey, MR Viant - Metabolomics, 2009 - Springer
Case law ... Hence, several steps must now to taken to movq environmental netabolomics forward, as
discussed below, including issues related to ... And for a relatively rapid, quantitative and
My library of the most abundant metabolites one could select the well-established ...
Cited by 306 Related articles  All 9 versions Cite Save
Any time New trends in the analytical determination of emerging contaminants and their [PDF] researchgate.net
Since 2017 transformation products in environmental waters
Since 2016 A Aglera, MJM Bueno, AR Fernandez-Alba - Environmental Science and ..., 2013 - Springer
Since 2013 ... Take survey. Download PDF. Environmental Science and Pollution Research. Environmental

Science and Pollution Research. ... New trends in the analytical determination of emerging
Custom range... contaminants and their transformation products in environmental waters. ...
Cited by 51 Related articles All 10 versions Cite Save

Sortby relevance  Coupling passive sampling and time of flight mass spectrometry for a better
Sort by date estimation of polar pesticide freshwater contamination: simultaneous target
guantification ...
R Guibal, S Lissalde, A Charriau, G Poulier... - ... of Chromatography A, 2015 - Elsevier
... The proposed quantification method was validated for 43 compounds with variation of calibration
v/ include citations  sjopes below 10% in environmental matrix. For the unvalidated compound DIA (atrazine-
desisopropyl: an atrazine metabolite), interference increased the error of concentration ...
Cited by 12 Related articles All 5 versions Cite Save

v include patents

4 Create alert

Chemical Properties Sy MONYIMms External Links Product Composition Bioas=ays Exposure Analytical

Literature

Comments



SEPA  Integrated Literature Searching

United States
Environmental Protection

Agency
PubChem Articles Select Term: Edit the Query Before Retrieving Articles
Google Scholar | Select a Query Term v "1512-24-5" OR "Atrazine”

Select a Query Term

Abstract Sifter Hazard p
Fate and Transport

Metabolism/PE/PD

Chemical Properties

Exposure |
Mixtures

PubChem Patents

Search and Count

Chemical Properties Sy MONYIMms External Links Product Composition Bioas=ays Exposure Analytical Literature Comments




SEPA  Integrated Literature Searching

United States
Environmental Protection

Agency
PubChem Artic les select Term: Edit the Query Before Retrieving Articles
Google Scholar Hazard r ("1912-24-5" OR "Atrazine™) AND (MOAEL or LOEL or Rfd OR

“reference conc entration™ OR "adverse effect levelTtiab] OR

A p— I p—— | | cancer slope factortiak]) p

Add additional query terms to filter abstracts:

PubChem Patents

| | | | | Search and Count

Term1 Term2 Term 3 Total PMID Pub¥r. Title

H] o 0 0 26260... 2015 Using species sensitivity distribution approach to assess the risks .. -
0 o 0 0 25138... 2014 Effect of atrazine and fenitrothion at no-cbserved-effect-levels (NO...
0 0 0 0 24797... 2014 Multigeneration reproduction and male developmental toxicity studi...
0 0 0 0 24323... 2013 Ewvaluaticn of hydroxyatrazing in the endocring disruptor screening ...
-

-~ - ~ - Lt T o A A | S TSR DU U PRI T RS PR (N S 5 DTS T SNSRI I | M T

Record: W 4 (1of23 » H

Title: Using species sensitivity distribution approach to assess the risks of commonly detected agricultural pesticides to Australia’s tropical
freshwater ecosystems.

Abstract: To assess the potential impacts of agric ultural pesticides on tropic al freshwater ecosystems, the present study developed temperature-
specific, freshwater species protection concentrations (i.e., ecotoxicity threshold values) for 8 pesticides commonly detected in Australia’s tropical
freshwaters. Bec ause relevant toxicity data for native tropic al freshwater species to assess the ecolegical risks were mostly absent, scientifically
robust toxicity data obtained at =20 °C were used for ecolegically relevant taxenomic groups representing primary preducers and consumers.
Species sensitivity distribution (S50) curves were subsequently generated for predicted chronic exposure using Burrlioz 2.0 software with mixed
chronic and converted acute data relevant to exposure conditions at 220 °C. Ecotoxicity threshold values for tropic al freshwater ec osystem
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SEPA Crowdsourced Data Curation

United States
Environmental Protection
Agency

* Maintaining high-quality data is a challenge

« Every user can contribute to improving the data!

Submit Comment

Mew Comment

Comment

The chemical name associated with this structure is not correct. This is

= LR P

Email address

I'm not a robot

Chemical Properties Sy MONYIMms External Links Product Composition Bioas=ays Exposure Analytical Literature

Comments




“UVCBs” - Unknown or Variable Composition,
Complex Reaction Products and Biological Materials

Poly (acrylamide-co-acrylic acid), partial sodium salt
62649-234 | DTXSID1049722 o

€Y Searched by Approved Mame: Found 1 result for "Poly (acrylamide-co-acrylic acid), partial sodium salt.

Record Information

Citation 3]

U5, Emiironmental Protection Agency. Chemistry Dashboard. hitps:/icomptox.epa.gowdashboard/DTXSID1049722 (accessed February 12, 2017), Poly (acrylamide-co-acrylic acid),
partial sodium salt

Data Quality )

anually curated and no conflicts in multiple public sources

Related Chemicals
Found 2 chemicals

o 0

Ma
HQC{N)J\ /U\nyz
NH, o
Acrylamide 2-Propencic acid, sodium salt
75081 T445-81-2



<EPA

United States
Environmental Protection

Batch Searching for Data for
Thousands of Chemicals

- What are these chemicals?

Chemicals Used in the Hydraulic Fracturing Process in Pennsylvania
Prepared by the Department of Environmental Protection
Bureau of Oil and Gas Management

Updated June 10, 2010

Chemical

Product Name

2 2-Dibromo-3-Nitrilopropionamide

Bio Clear 1000/Bio Clear 2000/ Bio-Clear 200/BioRid20L/ ECG116A

2-methyl-4-isothiazolin-3-one

X-Cide 207

S-chloro-2-methyl-4-isothiazolin-3-
one

X-Cide 207

Acetic Acid Fe-1A Acidizing Composition/ Packer Inhibitor
Acetic Anhydride Fe-1A Acidizing Composition
Acetylene GT&S Inc ./ Airco

Alcohol Ethoxylated

C12-16 NE-200

Alkyl benzene sulfonic acid

Tetrolite AWOOO7/ FR-46

Ammonia (aqueous) FAW-5

Ammonium Bifluoride ABF 37%

Ammonium Persulfate AP Break

Ammonium Bisulfite Techni-Hib 604/ Fe OXCLEAR/ Packer Inhibitor
Ammonium chloride Salt Inhibitor

Ammonium Salt (alkvinolvether




SEPA Batch Searching for Data for
mmmarese | NOUSANAS Of Chemicals

Agency

Select Input Type(s) Enter Identifiers to Search

# Chemical Mame
CAS-RN
InChlKey
D5S5Tox Substance 1D
Exact Molecular Formula €

Display All Chemicals Download Chemical Data

Select Output Format

Excel v

Customize Results

Select All
Chemical ldentifiers Structures Intrinsic Properties
Molecular Fermula
SMILES Average Mass
CAS-RM InChl String Monoisotopic Mass
InChlkey OPERA and TEST Model Predictions

IUPAC Mame




Access to associlated data for
review, modeling & download

<EPA

United States
Environmental Protection
Agency

rial Protaction Home Advanted Search

EPA

Chem |SJ[[".|'|" Da Shb{] ard View Selecied Hide lsalopes Hide Mulic amgonent Chemic sk = E] Ba*  An | Ada
o™, ,
1 1
=N OH UH —e e
- = ¥ L e |
K Cl HL.'I\)\ N r::-—< - .
z H
.-"‘ii‘q o .
W CH
D-Limonene Folpgsium ¢ hicnds 1.2-PFropylene gheol Sadium bicarbonate Tetrak iz (hydrooymeshy phos phao
SEEERIT-5 TA4T-40-T 57-55-6 144-55-3 55566-30-8

o

HaM
O o e~ M

Benz s LY ECT I 1-Builanol Propangy| akechol Etfyl sakic yiate
55-21-0 B7-56-1 T1-36-3 107-16.7 118-81-8
CH;
[} [} o
O OH =
P JJ\. ‘:\V HO . JJ\. JJ\ |
P - - - R - P - o I
bl Conlaci Privacy T T | . e DmsTon Accessbily Halo Diosarilaads



& EPA Access to assoclated data for
Vs review, modeling & download

Agency

Home Advancesd Seaech

Chemisw DaEhbﬂard View Selected Hide lsotopes Hide Mulbcomponent Chemicals i |

i
&
E

) Seanhed by List: Found 64 resulls.

Downlond x| TSV~ | Excel=  SOF -

1] Shructure Preferred Name CASRN G Level CPCatC. Wumber . PubChe . Monoisotopic M

DT SID002007E g, mmonium ehioride 12125.02.9 DESTex High 561 %= B2 53008227

W 4 M Benzog e 55850 DSSTon High at i) 441 122 036778
4 —_
Ha
(OH
HO— Bant ackl 10043-35-3 DSSTox High 782 51 142 62017524
OH
st ™ ' Calkcium chinda 10043524 DSSTonHigh 284 3 81 109500286
= ['=
()
Al Cormast Privacy S A Telt e [ | T3 Arcessibiity Help Drownisads -



SEPA  Non-targeted Analysis

United States
Environmental Protection
Agency

~1000 Peaks in an American Health Homes Dust Sample

0 5 10 15 20 25 30 35 40 45
Retention Time



<EPA

United States

Environmental Protection

Agency

Mass Search

B

Min/Mepe

# Single component

Searches for Specific Purposes

Advanced Search

amu + Error

amu | ppm

lgnore isotopes

Generate Molecular Formula(e)

I

Min/Meaee

amu + Error

amu | ppm

Search Q

Search Q



<EPA

United States

Environmental Protection

Agency

Data Available for Download

https://comptox.epa.gov/dashboard/downloads

DS5Tox Identifier to PubChem |dentifier Mapping File

Downloads

Posted: 11142016

The DS5Tox to PubChem Identifiers mapping file is in TXT format and includes the PubChem SID, PubChem CID and DSSTox substanc e identifier (DTXSID).

SID

316388891
316388890
316388889
316388888
316388887
316388886
316388885
316388884

CID
20404
10142816
50742127
19073841
11505215
25021861
2784427
6731

DS5Tox identifiers mapped to CAS Numbers and Names File

DTXSID

DTXSID30873143
DTXSID70873142
DTXSID40873139
DTXSID20873137
DTXSIDOO873135
DTXSID80873133
DTXSID60873131
DTXSID00873130

Posted: 11142016

The DS5Tox |dentifiers file is in Excel format and includes the CAS Number, DSSTox substanc e identifier (DTXSID)} and the Preferred Name.

(RE-BET S R

A B
casrn dsstox_substance_id  preferred_name
26146-68-3  DTXSID7020001 A-zlpha-C
107-29-9 DTXSID2020004 Acetaldehyde mame
60-35-5 DTXSID7020005 Acetamide
103-90-2 DTXSID2020006 Acetaminophen

966-81-0 DTXSIDF020007

Acetohexamide


https://comptox.epa.gov/dashboard/downloads

2 )
N7

EPA

United States
Environmental Protection
Agency

all

ca. /20,000 structures on
IPhone or 1Pad

CompTox
Mobile

More by Kirill Blinov

NAIR

View in Mac App Store s

Ne have 1 raceived anougt
rstings 10 display 3n 3 L’-“JJ";'
th ersion of this

ap

Description

Find

OX SUructures

Kirill Bnov Web Site» CompTox Mobile Support +

Screenshots

x "
adenine

=

v )

Aderrm Ahydrcde

73-24-5 " Adecios . cs 04-7 Aderwra
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SEPA Real World Applications

United States
Environmental Protection
Agency

 Direct Access to data for researchers

Journal of Medical Toxicology and Clinical S E
Forensic Medicine
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Comparative Toxicity of Endosulfan and Fipronil Insecticides: Utilizing In Vivo
and In Vitro Data

Marilyn H Silva® and Svetlana Koshiukova
Department of Pesticide Regularion, Califormia Ervironmental Pratection Agency, Sacramento, CA, USA 95812, LISA

Using ToxCast to Explore Chemical Activities
and Hazard Traits: A Case Study With Ortho-
Phthalates @
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R Article

A Comparison of ToxCast Test Results with In Vivo and
Other In Vitro Endpoints for Neuro, Endocrine, and
Developmental Toxicities: A Case Study Using Endosulfan
and Methidathion

M. Silva B9, M. Pham, C. Lewis, S lver, E Kwok, G Solamon, L Zaise



SEPA Real World Applications

United States
Environmental Protection
Agency

* From chemical names to chemical data (COMMON NEED!)
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SEPA  Future Work
United States
Environmental Protection

Agency

 Continue expansion and curation of data and types.

 Provide “programmatic access” to all data — connect to other
Agency resources and allow other scientists to integrate their
scientific applications.

* Integrate algorithms that allow for real-time predictions.

 Continue to assemble and enhance chemical lists and data
for specific projects. Make available to Agency researchers
and for public use.



SEPA  Conclusion

United States
Environmental Protection

Agency

* The CompTox Chemistry Dashboard provides access to data for
~740,000 chemicals

* An Integration Hub integrating multiple data sources:
experimental and predicted property data, bioassay data, links
to public and agency resources

- Data downloads allows for reuse in other systems and
integration of resources to support research

<1 year since initial release but already an important resource
supporting environmental science
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Antony Williams

US EPA Office of Research and Development

National Center for Computational Toxicology (NCCT)
919-541-1033

Williams.Antony@epa.gov
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