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The CompTox Chemistry Dashboard

 Apublicly accessible website delivering access:

~760,000 chemicals with related property data

Experimental and predicted physicochemical property 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
DOWNLOADABLE Open Data for reuse and repurposing



Comptox Chemistry Dashboard
https://comptox.epa.gov
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Data Distribution

 Consuming and producing open data

m Download as: = T
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Data Distribution
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A B C D E F G H
|Property Average Median Range Unit
| Experimental Predicted Experimental Predicted Experimental Predicted
|LogP: Octanol-Water 3.32 (1) 3.24 (4) 3.32 324 332 24010 3.73 -
| Water Solubility 5.26e-04 (1) 1.58e-03(4) 0.000526 0.00158 0.000526  5.70e-04 to 3.68e-03 mol/L
|Density - 1 14( } - 1.14 - - glcm*3
|Melting Point 155 (T7) 44 (3) 156 144 153 to 158 132 to 157 °C
|Boiling Point 200 (1) 349 (3) 200 349 200 334 to 364 °C
|Surface Tension - 46.0 (1) - 46 - - dynfcm
|Vapor Pressure - 2.52e-07 (3) - 0.000000252 - 7.01e-08 to 5.34e-07 mmHg
|LogKoa: Octanol-Air - 8.38 (1) - 8.38 - - -
|Henry's Law - 6.96e-07 (1) - 0.000000696 - - atm-m3/mole
|Index of Refraction - 1.60 (1) - 1.6 - - -
|Molar Refractivity - 682 (1) - 662 - - cm*3
| pka Acidic Apparent - 10.3 (1) - 103 - - -
|Molar Volume - 200 (1) - 200 - - cm*3
|Polarizability - 27.0(1) - 27 - - An3

Chemical Properties Env. FatefTransport Synonyms External Links Toxicity “Walues (Beta) Exposure Bioassays Similar Molecules (Beta) Literature Comments
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Modeling Details SEPA

-
20182 Q

NCCT Models: Melting Point

Bisphenol A
80-05-7 | DTXSID7020182

Wodel Results

Predicted value: 144 °C

e o Global applicability domain: Inside @ Cal C u I ati O n Res u It
Yy Q) cmsmioco | for a chemical

HO

Model Performance
Weighted KNN model

Model Performance i .
with full QMRF o | T

Nearest Neighbors from the Training Set

=
Nearest Neighbors ol N
g ate :
o fj@ Pepey 0
from Training Set | -
Bisphenol A 4 4-Propane-1. 1-diyldiphenal phenal. 4 4-butylidenebis- ’ Bisphencl B meso-Hexestrol
Measured: 153 Measured: 132 Measured: 137 Measured: 121 Measured: 167
Predicted: 144 Predicted: 132 Predicted: 142 Predicted: 140 Predicted: 157

Chemical Properties Env. FatefTransport Synonyms External Links Toxicity “Walues (Beta) Exposure Bioassays Similar Molecules (Beta) Literature Comments




Developing “NCCT Models”

e Our approach to modeling:
— Obtain high quality training sets
— Apply appropriate modeling approaches
— Validate performance of models
— Define the applicability domain and model limitations
— Use models to predict properties across our full datasets
— Release as Open Data and Open Models



Consuming and Curating

Public Data
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Public data should be curated prior to modeling
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LogP dataset: 15,809 structures

« CAS Checksum: 12163 valid, 3646 invalid (>23%)
« Invalid names: 555
e Invalid SMILES 133
» Valence errors: 322 Molfile, 3782 SMILES (>24%)
 Duplicates check:

—31 DUPLICATE MOLFILES

—626 DUPLICATE SMILES

—531 DUPLICATE NAMES
« SMILES vs. Molfiles (structure check)

—1279 differ in stereochemistry (~8%)

—362 “Covalent Halogens”

—191 differ as tautomers

—436 are different compounds (~3%)



Workflow Detalls and Data

Journal Enter keywords, authors, DOI etc.
' © | SAR and QSAR in Environmental Research »
— Volume 27, 2016 - Issue 11: 17th International Conference on QSAR in Environmental

and Health Sciences (QSAR 2016) - Part Il. Guest Editors: C.G. Barber and G.]. Myatt

258 Articles
. An automated curation procedure for addressing
chemical errors and inconsistencies in public

o datasets used in QSAR modelling *

K. Mansouri, C. M. Grulke, A. M. Richard, R. 5. Judson & A. ]. Williams &

Pages 911-937 | Received 03 Sep 2016, Accepred 24 Oct 2016, Published online: 25 Nov 2016

&6 Download citation http://dx.doi.org/10.1080/1062936X.2016.1253611 [ Cheskforupdates

OPERA Models: https://github.com/kmansouri/OPERA
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https://github.com/kmansouri/OPERA

Downloadable Data File

United States

Downloads

D55Tox Ideniifier to PubChem |dentifier Mapping File Posted: 11/14/2016
The DS5Tox to PubChem Identifiers mapping file is in TXT format and includes the PubChem SID, PubChem CID and DS5Tox substance identifier (DTXSID).

image

DS5Tox identifiers mapped to CAS Numbers and Mames File Posted: 1171472016

The DSSTox ldentifiers file is in Excel format and incledes the CAS Number, DS5Tox substance identifier (DTXSID) and the Prefemred Mame.
image

D5S5Tox Mapping File Posted: 127142016

The DSSTOX mapping file contains mappings between the DS5Tox substance identifier (DTXSID) and the associated InChl Sfring and InChl Key. The file is made available as a Tab Separated \alue (TSV) file with
each entry represented as shown:

DTXSIDT020001  InChl=1S/C11HEM 3/ 12-10-6-5-3-7-3-1-2-4-8(7)1 3-11(8)14-10/n1-6H (H3,12,13,14) FJTNLJLPLIDTRM-UHFFFAOYS4-M

D55Tox Predicted Property Data Posted: 12/14/2016

A number of property prediction models were developed uging curated data az described in the publication “An automated curation procedure for addressing chemical errors and inconsistencies in public dataszets
used in Q3AR medelling”. These property prediction medels include logP. water sclubility, biocencentration factor and many cthers. The files include DTXSIDs, names and the predicted properiies where possible.
The models cannot predict properties for all chemicals contained in the database (for example, incrganics, crganometallics and elements cannot be handled).

DS5Tox Synonyms File Posted: 127142016

The DS5Tox synenyms file is in SDOF format and includes the D55Tox substance identifier (DTXSID). The preferred name, the CAS Registry Mumber and the list of associated synenyms for over 720,000 chemicals.
In order to view an SDF file you will need to have access to the appropriate piece of scftware to open an SDF files. Examples include ChemAxon JChem, ACDChemFolder or ChemDraw.

11
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OPERA on GitHub SEPA
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O This repository Pull requests Issues Marketplace Gist
kmansouri / OPERA @ Unwatch~ | 1 % Unstar | 1 YFork | 0
<» Code [szues D Pull requests 0 Projects 0 Wiki Insights -

Command line application providing QSAR models predictions as well as applicability domain and accuracy assessment for
physicochemical properties and environmental fate endpoints.

YD 36 commits ¥ 1 branch 5 0 releases A8 1 contributor gz MIT
Branch: master = New pull request Create new file | Upload files | Find file Clone or download ~
£ kmansouri committed on GitHub OPERA 1.2 Windows Latest commit 731deat on May 19
E| Icon.png OPERA 1.2 icon 3 months ago
E] LICEMSE Initial commit 9 months ago
E] Logo.png Added logo and icon 9 months ago
E] Matlab_Source_code.tar.gz OPERA 1.2 MATLAB source code 3 months ago
E] OPERA_CLi_Linuxtar.gz OPERA 1.2 Linux 3 months ago
E] OPERA_CPP library.tar.gz OPERA 1.2 C++ Library 3 months ago
E] OPERA_C library.tar.gz OPERA 1.2 C Library 3 months ago

https://github.com/kmansouri/OPERA.qgit



https://github.com/kmansouri/OPERA.git

OPERA Standalone application:

Input:

— MATLAB .mat file, an ASCII file with only a
matrix of variables

— SDF file or SMILES strings of QSAR-
ready structures. In this case the program
will calculate PaDEL 2D descriptors and
make the predictions.

— The program will extract the molecules
names from the input csv or SDF (or
assign arbitrary names if not) as IDs for
the predictions.

https://github.com/kmansouri/OPERA.qgit



https://github.com/kmansouri/OPERA.git

OPERA Standalone application:

Output:

e Depending on the extension, the can be text
file or csv with

— Alist of molecules IDs and predictions

— Applicability domain

— Accuracy of the prediction

— Similarity index to the 5 nearest neighbors

— The 5 nearest neighbors from the training
set: Exp. value, Prediction, InChl key

https://github.com/kmansouri/OPERA.qgit



https://github.com/kmansouri/OPERA.git

Names and ldentifiers

United States

Erreircnmientsl Protection

Agency

Chemical Properties

Found 100 synonyms

Legend: Valid Synonyms  Good Synonyms

Afrazine

1,3,5-Triazine-2 4-diamine, G-chloro-N-ethyl-N'{1-methylethyl)-
1912249 [T

LIMI-CASMEH A

1,3, 5-Tnazine-2 4-diamine, G-chioro-N2-ethy-N41-methyiethy)-
{-Chioro-3-ethylamino-S-sopropylaming-2, 4, 6-inazine
2-Chioro-d4ethylaming -6+ 2-propyiaming-s-nazing
2-Chioro-d4ethylamino)-6-isopropylaming l-s-inazine
2-Chioro-4-{ethylamino-E-{isopropyaminolinazing
2-Chioro-4-ethylamineisopropylamine-s-inazing
2-Chioro-4-ethylaming-G4s0propyiaming-1, 3, 3-nazing
2-Chioro-d-sthylamino-S-sopropylamino-s-inazing
2-Ethylamino-4-sopropyiamino-&-chiom-s-inazine
G-Chioro-d+{ethylaming-2-isopropyiaming)-s-trazing

G-Chioro-N-sthy-NS 1-methylethyl)-1,.3, 3dmazine-2, 4-diaming

Other Synonyms

Sy MOy mS External Links Product Composition Bioassays

s Copy all Synonyms

Exposure

Anatytical

Literature

Comments




Downloadable Data File

https://comptox.epa.gov/dashboard/download Ao

United States

Downloads

D55Tox Identifier to PubChem |dentifier Mapping File Posted: 11711472016
The DS5Tox to PubChem Identifiers mapping file is in TXT format and includes the PubChem SID, PubChem CID and DS5Tox substance identifier (OTXSID).

image

D55Tox identifiers mapped to CAS Numbers and Mames File Posted: 1171472016

The DS5Tox ldentifiers file is in Excel format and includes the CAS Mumber, D35 Tox substance identifier (OTX510) and the Preferred Name.
image

D55Tox MS Ready Mapping File Posted: 1171472016

The CompTox Chemistry Dashboard can be used by mass spectrometrists for the purpose of structure identification. A normal formula search would search the exact formula associated with any chemical, whether it
intlude sclvents of hydration, salts or multiple compenents. However, mass spectromeiry defects icnized chemical siructures and molecular formulae searches should be based on desalted, and desolvated
structures with sterecchemistry removed. We refer to these as "MS ready structures” and the MS-ready mappings are delivered as Excel Spreadshests containing the Preferred Mame, CGAS-RN. DTXSID, Formula,
Formula of the MS-ready structure and associated masses, SMILES and InChl Strings/Keys.

image

DS5Tox SOF File Posted: 127142016

Thig zip file contains the entire chemical structure collection of owver 700,000 chemicals from the DS5Tox database contained in one large SOF file. The file contains the siructure, The DS3Tox Structure Identifier
(DTHCID), The DSSTOX Substance Identifier (DTXSID listed as PubChem External Data Source), the associated Dashboard URL, associated synonyms and Quality Contrel Level details. In order fo view an SDF file
you will need to have access to the appropriate pisce of software to open an SDF files. Examples include Chemaxon JChem, ACD/ChemFolder or ChemDraw.

image
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Chemical Properties

Links to Other Resources SEPA
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w Wikipedia
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In-Links Into the Dashboard

e Linkages into the Dashboard are simple: using the
associated identifiers .. .on

80057 | DTXSID7020182

* For integration we can supply files of structures
and identifiers mapped to DTXSIDs. Contact us...

 PubChem, EBI's UNICHEM, ChemSpider, etc.



In-linking Resources

NLM :ﬁ NCBI National Center for Biotechnology Information

o] Cl ist
Pub@hem i

HOME SERVICES v SUBMIT ABOUT CONTACT

EPA DSSTox

PUBCHEM » DATASOURCES » EPA DSSTOX

National Center for Computational Toxicology
Organization: (NCCT) Office of Research and Development
US Environmen

Research and Development, Governmental

Cat H - .
ategory Organizations, Curation Efforts

https://www.epa.gov/chemical-
URL: research/distributed-structure-searchable-
toxicity-dsstox-database

United States

Agency

ChemSpider

Search and share chemistry

Simple Structure Advanced History

Data source details

* Name EPA DSSTox
Primary user None
Contact name Antony Williams
Secondary users

None

Description

The foundation of chemical safety testing relies on chemistry information such as high-quality chemical
structures and physicochemical properties. This information is used by scientisis to predict the potential health
risks of chemicals. The CompTox Dashboard is part of a suite of dashboards developed by EPA to help evaluate
the safety of chemicals. It provides access to a variety of data and information on over 700,000 chemicals
currently in use and of interest to environmental researchers. Within the CompTox Dashboard, users can
access chemical structures, experimental and predicted physicochemical and toxicity data, and additional links
to relevant websites and applications. It maps curated physicochemical property data associated with chemical
substances to their corresponding chemical structures.

Data collections None

Company name National Center for Computational Toxicology (NCCT)

Erreircnmientsl Protection



In-linking Resources R,

EMBL-EEI

Hame / Search
Web Services
Connectivity Search
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n Ge.".e."a ! info...
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Downloads
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e UniChem

-Structures by Source : bab DEata BT T of Oracle DB.
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Data Sources.

UniChem currently contains data from the sources listed below. Follow the links on the short names for more detailed information on each source. ..

Show | All * | entries Apply filter: ..to whole table

Process of Data Acquisition

src_id Short name Full name Description
1 chembl ChEMBL A database of bioactive drug-like small molecules and bioactivities absiracted from the Standard InChls and Keys provided on ftp site for each
— scientific literature. release.
) A database that combines drug (i.e. chemical, pharmacological and pharmaceutical) data Standard InChls and Keys provided within sd file on fip
2 drugbank DrugBank with drug target (i.e. sequence, structure, and pathway) information. site for each release.
PDBe (Protsin The European resource for the collection, organisation and dissemination of data on Standard InChis and Keys provided by direct querying

biological macromolecular structures, including structures of small molecule ligands for

o - FTTIAE interactions of prateins cansidered to be drug-tarasts with small, drug-like molecules from download page.

The foundation of chemical safety testing relies on chemisiry information such as high-guality
EFA chemical structures and physicochemical properties. This infarmation is usad by scientists to
(Emvironmental predict the potential health risks of chemicals. The CompTox Dashboard is part of a suite of
dashhoards developed by EPA o help evaluate the safety of chemicals. It provides access 1o Standard InChis and Keys obtained from download

32 comptox E;ﬂﬁgﬂ;’” a variety of data and information on over 700,000 cheicals currently in use and of interest _°C
CompTax to em.rironmemal_researchers. Wit_hin the Co_mpTox Dashboard, USers can access _chemic_al
Dashboard structures, exparimental and predicted physicochemical and toxicity data, and additional links
to relevant websites and applications. It maps curated physicochemical property data

associated with chemical substances to their carresponding chemical struciures

LI ) ) -
. - to identify and quantitate, using a systems biology approach and sophisticated mass Standard InChls and Keys obtained from download
& lipidmaps LipidMaps spectrometers, all of the major, and many minor, lipid species in mammalian cells, as well as page

to guantitate the changes in these species in response to perturbation

20



DTXSIDs on WikiData SEPA
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WIKIDATA

Main page
Community portal
Project chat
Create a new item
Recent changes
Random item
Query Service
MNearby

Help

Danate

Printfexport
Create a book

Download as PDF
Printable version

Tools

What links here
Related changes
Special pages
Permanent link
Page information

Project page = Discussion

Agency

A®H English & Notloggedin Talk Confributions Create account Login

Read Edit View history [Search Wikidata Q

Wikidata:Property proposal /DTXSID

= Wikidata: Property proposa

DSSTOX substance identifier [=dit]

Originally proposed at Wikidata:Property proposal/Natural science

Il Done. DSSTOX substance identifier (P2417) (Talk and documentation)

Description Ths DTXSID is the DSSTox substance identifier used in the Environmental Protection Agency CompTox Dashboard.
Datatype  Exiernal identifier

Domain chemical substance (Q79529)

Example benzene (Q2270) — DTXSID3039242 &/

Planned use Adding DTXSIDs to @wikidata using a bot or possible Mix&Match, based on InChiKey matches and this CCZero data on Figshare:
https:/ffigshare.com/articles/Mapping_file_of_InChiStrings_InChiKeys_and_DTXSIDs_for_the_EPA_CompTox_Dashboard/3578313/1 &

Formatter  https://comptox.epa.govidashboard/$1
URL

Motivation

The Environmental Protection Agency (Q16919223)'s CompTox Dashboard is a fairly new website, but the DSSTox project exists for much longer
{Distributed structure-searchable toxicity (DSSTox) public database network: a proposal (@26701385)). The Dashboard aggregates over 720 thousand
chemical substances and is open data. The CompTox dashboard also provides access to synonyms, experimental and predicted property data, product
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Open APIS are of Value! SEPA
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 Open APIS provide valuable integrations

— PubChem API and widgets
— NCBI Literature

m U.S. National Library of Medicine NCBI National Center for Biotechnology Information

NCBIHOME LITERATURE HEALTH GENOMES GENES PROTEINS CHEMICALS POPULAR RESOURCES ¥

All Databases ¥ | Search NCBI

APls

NCBI provides several public APls that allow programmatic access to many databases and tools.

Entrez Programming Utilities (E-utilities)

The E-utilities are the public AP to the NCBI Entrez system and allow access to all Entrez databases including PubMed, PMC, Gene,
MNuccore and Protein. The E-utilities are a suite of eight server-side programs that accept a fixed URL syntax for search, link and
retrieval operations. A companion package named Entrez Direct consists of several executables that allow the E-utilities to be called
directly from a UNIX command line.

Documentation  Quick Stat  Examples  Entrez Direct

BLAST URL API

The BLAST API allows developers to submit BLAST searches for processing at NCBI or cloud service provider(s) using HTTPS. The
API can then check the status of submitted searches and retrieve results when ready in several formats.

Overview  Documentation

PubChem Power User Gateway (PUG)

PUG is a suite of APls for the NCBI PubChem rescurce, and provides programmatic access to many PubChem functions including
downloads of chemical and assay data, chemical structure searches and chemical standardization. PUG offers HTTP, REST and
SOAP interfaces, and also integrates with the E-utilities to provide convenient access to other NCBI databases.
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ToxCast PubChem Biological Activities

m PUBCHEM » COMPOUND > ATRAZINE » BIOLOGICAL TEST RESULTS » BIOASSAY RESULTS >

BioAssay Results

T Refine/Analyze & Download

All (1,451) Active(23) Inconclusive(33) Inactive(1,282) Unspecified(151)

ltoS5cf23 BW 2|3 |.|5 « Activity v
Activity Activity Value [pM] Substance SID BioAssay AID BioAssay Name Target
17390035 662 Cel signaling CRE-BLA (Fsk stim)
5 . . D55Tax (CPDBAS) Carcinegenic Potency Database
Act 48413 1 .
dsalaaa 1ee Summary SingleCellCall Results
B - D355Tox (CPDEAS) Carcinegenic Potency Database
Act = b} 20 -
asaisal = Summary MultiCellCall Results
48413041 1208 DSSTox (CPDB.BTS] Carcinogenic Potency Database
Summary Rat Bioassay Results
22407620 1663 MLPCN Platelet Activation -Dense Granule Release

¥ from PubChem

Chemical Properties Sy YOy s External Links Product Composition Bioassays Exposure Analytical Literature Comments




PubChem Articles Widget

United States
Erreircnmientsl Protection

Agency
(Google Scholar PubChem Articles
PubhMed Abstract Sifter PUBCHEM » COMPOUND > ATRAZINE » LITERATURE » DEPOSITOR PROVIDED PUBMED OTATIONS
EubChem Batents Depositor Provided PubMed Citations
& Download
IRIS
1to 5 of 2556 21| 3]|.| 912 « Date w
PMID Date Title Journal
. verrp & High-Throughput Screening Strategy to Identify Protein-Protein Interaction Inhibitors . .
26962873 2016-07-01 That Block the Fanconi Anemnia DNA Repair Pathway. Journal of biomalecular screening
18378757 2008-05-00 !._Inlvarlate method for background correction in liquid chromatography-Fourier transform Journal of chromatography. A
infrared spectrometry.
1430 1976-01-01 Hydrolysis of a chloro-s-triazine herbicide. Journal of agricultural and food
chemistry
5165 1976-03-01  N-nitrosamine formation from atrazine. Bulletmlsf e_nwrsnmen.tal
contamination and toxicology
R . Sorption and descrption of atrazine by three bacterial spedies isolated from aguatic Archives of environmental
1184497 1978-01-01 . )
systems, contamination and toxicology
¥ from PubChem
PubChem
N -
Chemical Properties Sy MOy mS External Links Product Composition Bioazssays Exposure Anatytical Literature Comments
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PubChem Patents Widget SEPA

Google Schalsr PubChem Patents

PubMed Abstract Sifter PUBCHEM » COMPOUND » ATRAZINE » PATENTS » DEPOSITOR-SUPPLIED PATENT IDENTIFIERS

PubChem Articles

Depositor-Supplied Patent Identifiers

X Download
IRIS
lto5of 8189 2|3 |. L&38 = Submitted Date W
Patent ID Patent Title Submitted Date Granted Date
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DICHLORCACETAMIDE OR TRICHLOROACETAMIDE AND PROCESS FOR THEIR PREPARATION
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-1 0 10613387 19%5%  Estrous cycle patterns of Sprague-Dawley rats during acute and chronic atrazine administration. -
-1 ] 15655806 2005 A risk assessment of atrazine use in California: human healtth and ecological aspects.
-1 0 5590005 2004  Impact of endocrine toxicants on survival, development, and reproduction of the estuarine copepod Eurytemora affinis ..
0 1 1] 8825248 19595  Effect of atrazine on ovarian function in the rat.
0 ] 0 0 28085211 2017 Toxicity effects of an emvironmental realistic herbicide mixture on the seagrass Zostera noltei. i
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Title: Effect of atrazine on ovarian function in the rat.

Abstract: The effect of the chlorotriazine herbicide, atrazine, on ovarian function was studied in Long-Evans hooded (LE-hooded) and Sprague-Dawley (S0) rats. Atrazine was
administered by gavage for 21 d to females displaying regular 4-d estrous cycles. In both straing, 75 mgr'kg/d disrupted the 4-d ovarian cycle; however, no distinct atteration (i.e., irregular
cycles but not persistent estrus or diestrus) was apparent at this dose. At 150 mg'kg/d, atrazine induced repetitive pseudopregnancies in females of both strains. The highest dose tested
(300 mgikgid) also induced repetitive pseudopregnancies in the S0 females, while the ovaries of the LE-hooded female appeared regressed and the smear cytology was indicative of the
anestrous condition. Although a NOAEL was not established, the doses employed in this experiment were in excess of those used in chronic feeding studies in which an early onset of
mammary gland tumors was noted. These data demonstrate that atrazine can disrupt ovarian function and bring about major changes in the endocring profile of the female.
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Title: Effect of atrazine on ovarian function in the rat.

External Links

Estrous cycle patterns of Sprague-Dawley rats during acute and chronic atrazine administration.

A risk assessment of atrazine use in California: human health and ecclogical aspects.

Effect of atrazine on ovarian functicn in the rat.

Toxicity effects of an environmental realistic herbicide mixture on the seagrass Zostera noltei.

Impact of endocrine toxicants on sundival, development, and reproduction of the estuarine copepod Eurytemora affinis...

Abstract: The effect of the chlorotriazine herbicide, atrazine, on ovarian function was studied in Long-Evans hooded (LE-hooded) and Sprague-Dawley (S0) rats. Atrazine was
administered by gavage for 21 d to females displaying regular 4-d estrous cycles. In both straing, 75 mgr'kg/d disrupted the 4-d ovarian cycle; however, no distinct atteration (i.e., irregular
cycles but not persistent estrus or diestrus) was apparent at this dose. At 150 mg'kg/d, atrazine induced repetitive pseudopregnancies in females of both strains. The highest dose tested
(300 mgikgid) also induced repetitive pseudopregnancies in the S0 females, while the ovaries of the LE-hooded female appeared regressed and the smear cytology was indicative of the
anestrous condition. Although a NOAEL was not established, the doses employed in this experiment were in excess of those used in chronic feeding studies in which an early onset of
mammary gland tumors was noted. These data demonstrate that atrazine can disrupt ovarian function and bring about major changes in the endocring profile of the female.
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Downloadable Data File

https://comptox.epa.gov/dashboard/download Ao

Downloads

D55Tox Idenfifier to PubChem Identifier Mapping File Posted: 1111472016
The DE5Tox to PubChem |dentifiers mapping file is in TXT format and includes the PubChem SID, PubChem CID and DE5Tox substance identifier (DTXSID).

image

D5S5Tox identifiers mapped to CAS Numbers and Names File Posted: 1111472016

The DE5Tox Identifiers file is in Excel format and includes the CAS Number, DS5Tox substance identifier (DTXSI0) and the Preferred Mame.
image

D55Tox M5 Ready Mapping File Posted: 1111472016

The CompTox Chemistry Dashboard can be used by mass spectrometrists for the purpose of structure identific ation. A normal formula search would search the exact formula associsted with any chemical, whether it
include solvents of hydration, saltz or multiple components. However, mass spectrometry detects ionized chemical structures and molecular formulae searches should be based on desalted, and desolvated
structures with sterecchemistry removed. We refer to these as "MS ready structures” and the MS-ready mappings are delivered as Excel Spreadshests containing the Preferred Name, CAS-RMN. DTXSID, Formula,
Formula of the MS-ready structure and associated mazses, SMILES and InChl StringsiKeys.

image

D55Tox SDF File Posted: 1271472016

Thiz zip file contains the entire chemical structure collection of over 700,000 chemicals from the D5STox database contained in one large SDF file. The file contains the structure, The D5STox Structure Identifier
(DTXCID), The DSSTOX Substance Identifier (DTXSID listed as PubChem External Data Source), the associated Dashboard URL, associated synonyms and Quality Control Level details. In order to view an SDF file
you will need to have access to the appropriate piece of software to open an SDF files. Examples include Chemdxon JChem, ACDIChemFalder or ChemDraw.

image
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« The Comp]
access to o

‘'ox Chemistry Dashboard provides
ata for ~760,000 chemicals

 Data down

oads allows for reuse Iin other systems

and integration of resources to support research
— Mobile applications

— Integration between resources — PubChem, ChEMBL,
ChemSpider, etc.

« Open OPE

RA Models and curated training and

test data freely available

e OUP Open
Imminent

APl and prediction web services are
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US EPA Office of Research and Development

National Center for Computational Toxicology (NCCT)
Williams.Antony@epa.gov

ORCID: https://orcid.org/0000-0002-2668-4821

36


mailto:Williams.Antony@epa.gov
https://orcid.org/0000-0002-2668-4821

	Slide Number 1
	The CompTox Chemistry Dashboard
	Comptox Chemistry Dashboard�https://comptox.epa.gov 
	Chemical Page
	Data Distribution
	Data Distribution
	Modeling Details
	Developing “NCCT Models”
	Consuming and Curating�Public Data
	LogP dataset: 15,809 structures�
	Workflow Details and Data 
	Downloadable Data File�https://comptox.epa.gov/dashboard/downloads
	OPERA on GitHub
	OPERA Standalone application:
	OPERA Standalone application:
	Names and Identifiers
	Downloadable Data File�https://comptox.epa.gov/dashboard/downloads
	Links to Other Resources
	In-Links into the Dashboard 
	In-linking Resources
	In-linking Resources
	DTXSIDs on WikiData 
	Open APIS are of Value!
	PubChem Bioassay Data Widget
	PubChem Articles Widget
	PubChem Patents Widget
	PubMed Literature Searching
	Integrated Literature Searching
	Integrated Literature Searching
	Downloadable Data File�https://comptox.epa.gov/dashboard/downloads
	~720,000 structures
	Name Searching: “Bisp”
	Mass Searching
	Mass and CNMR Searching
	Conclusion
	Acknowledgments 
	Contact�

