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» Short overview of the CompTox Chemicals Dashboard
* Live demo — please ask questions as we gol!!l

 SLIDES WILL BE MADE AVAILABLE AT THE END



CompTox Chemicals Dashboard

https://comptox.epa.gov/dashboard

* A publicly accessible website delivering access:

» ~883,000 chemicals with related property data
» Experimental and predicted physicochemical property data
« Experimental Human and Ecological hazard data

ntegration to “biological assay data” for 1000s of chemicals
nformation regarding consumer products containing chemicals

_inks to other agency websites and public data resources

“Literature” searches for chemicals using public resources
“Batch searching” for thousands of chemicals
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Urilied Siaies
Ervsironmntasl Probection
Agency

o United States
7 Environmental Protection Home Advanced Search  Batch Search  Lists v Predictions  Downloads
Agency

875 Thousand Chemicals

m Product/Use Categories  Assay/Gene S El \ R C I I

dentifier substring search

See what people are saying, read the dashboard comments!
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Product/Use Categories  Assay/Gene

| Q Bisphengl

* Three searches from the home page

—— * Chemicals (Names, CASRN, Substring)
TR » Product/Use Categories
Bisphenal A bis(2-hydroxyethyl ether) diacrylate ° Assay Gene

DTXSIDGOEE99 T

Bisphenal A bis(2-hydroxyethyl ether) dimethacrylate
DTXSIDN066992

| | | » Searching millions of synonyms and
s includes Active, Deleted and Alternate
Bisphenol A carbonate polymer CAS RNS

DTXSIDG02 a0

Bisphenal A diglycidyl ether
OTXSIDG024624

Bisphenal A glycidyl methacrylate
OTHSIDFOd48417
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EXECUTIVE SUMMARY

PROPERTIES

E{POSURE
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SIMILAR COMPOUNDS

GEMRA, |

RELATED SUBSTAMCES
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LITERATURE

LINKS

COMMENT:!

Home  Adwvanced Search

Batch Search  Lists w

Bisphenol A
80-05-7 | DTXSID7020182

Searched by D55Tox Substance Id.

Detailed Chemical Pages

Predictions.

Downloads
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Wikipedia =
Bisphenol A [BPA] is an organic synthetic compound with the chemical formula (CH,),C{CH,,OH); belonging to the group of diphenylmsthane derivatives and
bizphenols, with two hydrosyphenyl groups. It is a colorless solid that is scluble in organic solvents, but poorly soluble in water {0,344 wt % at 83 °C).
BPA is 3 starting material for the synthesis of plastics, primarily certain polycarbonates
Read more
Intrinsic Properties ~
Iy Molecular Formula: CioH 0 & Mol File | Q) Find Al Chamicals
Iy Average Mass: 228.291 g'mol | |wil [sotope Mass Distribution
Iy Monoisotopic Mass: 222.711503 g/mal
Structural Identifiers |
Linked Substances 4
Presence in Lists A
Record Information 4
Quality Control Notes 1
-



Lists of Lists of Chemicals -
>290 lists and growing e
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[ 2] United States :
\'-’ Enwronmental Protection Home Advanced Search Batch Search Lists v  Predictions Downloads —
gency

-

Lists of Chemicals

List of Assays SEIGCt LiSt

& Download Columns ~ 10 W I Copy page URL

List Acronym #  List Name ¥ Last Updated #  Number of Chemicals ¥ List Description *
40CFR1164 A0CFR116.4 Designation of Hazardous Substances (Above 2020-06-25 331 Hazardous Substance List (40CFR116.4): related to Above Ground Storage Tanks
Ground Storage Tanks)
40CFR355 A0CFR355 Extremely Hazardous Substance List and Threshold 2018-01-05 354 Extremely Hazardous Substance List and Threshold Planning Quantities; Emergency Planning and Release
Planning Quantities Notification Requirements; Final Rule. (52 FR 13378)
ACSREAG LIST: ACS Reagent Chemicals 2017-04-14 405 The ACS Committee on Analytical Reagents sets purity specifications for almost 500 reagent chemicals and over
500 standard-grade reference materials.
AEGLVALUES AEGLS: Acute Exposure Guideline Levels 2018-04-20 174 Acute exposure guideline levels (AEGLs) describe the human health effects from once-in-a-lifetime, or rare,
exposure to airborne chemicals.
ALGALTOX LIST: Algal Toxins 2018-05-04 55 A list of Algal Toxins of potential interest
AMINOACIDS CATEGORY: Amino acids 2019-02-04 20 Amino acids are organic compounds containing amine (-NH2) and carboxyl (-COOH) functional groups, along with
a side chain (R group) specific to each amine acid.
AMPHIBOLES LIST: Amphiboles 2019-03-26 23 Amphiboles are an important group of inosilicate minerals.
ANTIBIOTICS CATEGORY|PHARMACEUTICALS: Antibiotics 2019-11-16 170 List of antibiotics and related compounds
ANTIMICROBIALS | CATEGORY|WIKILISTIANTIMICROBIALS: List of Antimicrobials 2020-10-11 289 A list of antimicrebials extracted from Wikipedia.
from Wikipedia
AOPSTRESSORS List of Adverse Outcome Pathway Stressors 2020-06-05 349 List of Adverse Outcome Pathway Stressors from the AOP Database

=)
=]

10 = > Last

<<<.234567

Showing 1 to 10 of 281 records



List of Chemicals -
Example: Acute Exposure Guideline Levels “EPA
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* Chemical List Examples
AEGLS: Acute Exposure Guideline Levels » Disinfection by-products
EPA Pesticide Search DB
Consumer Products DB
Chemicals in Biosolids
ATSDR Toxicological Profiles
Canadian Domestic Substances
Chemical Inventory for ToxCast
EFSA OpenFoodTox
EDSP Universe of Chemicals
Hydraulic Fracturing Chemicals

[Jidentifier substring search

List Details =

Description: Acute Exposure Guideline Level (AEGLs) values are intended to protect most individuals in the general population, including those that might be particularly susceptible to the harmful effects of the chemicals. Acute exposure
guideline levels (AEGLs) describe the human health effects from once-in-a-lifetime, or rare, exposure to airborne chemicals. Used by emergency responders when dealing with chemical spills or other catastrophic exposures, AEGLs are set
through a collaborative effort of the public and private sectors worldwide.

Number of Chemicals: 174

—CH,; Hzcmo \S . HZCV\OH

Acetonitrile Acrolein Acrylonitrile Allyl alcohol
DTXSID:DTXSID7020009 DTXSID:DTXSID5020023 DTXSID:DTXSIDS020029 DTXSID:DTXSIDE020044
CASRN:75-05-8 CASRN:107-02-8 CASRN:107-13-1 CASRN:107-18-6

TOXCAST:0/235 TOXCAST:2/235 TOXCAST:10/434 TOXCAST:17/426
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* Five full time curators register and curate data to elevate quality

Record Information v

I Citation: U.5. Environmental Protection Agency. CompTox Chemicals Dashboard. https://comptox.epa.gov/dashboard/DTXSID0020022 (accessed October 18,

2020}, 5-(2-Chloro-4-(triflucromethyl) phenoxy)-2-nitrobenzoic acid

Data Quality:
Computational Toxicology 12 (2019) 100096

Lewel 1: Expert curated, highest confidence in accuracy and consistency of unigue ¢

'\

COMPUTATIONAL

Contents lists available at ScienceDirect

P

Computational Toxicology

Lewel 3: Programmatically curated from high quality EPA source, unique chemical ic

Level 4: Programmatically curated from ChemlD, unigue chemical identifiers have r journal homepage: www.elsevier.com/locate/comtox

Level 5: Programmatically curated from ACToR or PubChem, unique chemical ident

T EPA’s DSSTox database: History of development of a curated chemistry )
resource supporting computational toxicology research e

Christopher M. Grulke”, Antony J. Williams”, Inthirany Thillanadarajah”, Ann M. Richard™"

# National Center for Computational Toxicology, Office of Research & Development, US Environmental Protection Agency, Mail Drop D143-02, Research Triangle Park, NC
27711, USA
" Senior Environmental Employment Program, US Environmental Protection Agency, Research Triangle Park, NC 27711, USA



Predictions for New Chemicals

https://comptox.epa.gov/dashboard/predictions/index

Environmental Protection Predictions Downloads

wEPA

Select properties to predict

TEST.

Atrazine mercapturate

Toxico\oglcal properties
96 hour fathead minnow LC50

Atrazine mixture with butylate

'Y

;I""I

—
f—

48 hour D. magna LC50
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@48 hour T. pyriformis IGC50

Oral rat LDS0
Bioconcentration factor
Developmental toxicity
@ Ames mutagenicity

Estrogen Receptor RBA

Estrogen Receptor Binding

Physical properties

v e

s -
3

Y

@ Normal boiling point
Melting peint

Flash point

Vapmr pressure
Density

Surface tension

@ Thermal conductivity
\-’iscosn:yI

& wWater solu bility




Provider: T.E.S.T.

% Download Summary ¥
Property

96 hour fathead minnow LC50
45 hour D. magna LC50

48 hour T. pyrformis 1GC50
Oral rat LD5S0
Bioconcentration factor

Developmental toxicity
Ames mutagenicity
Estrogen Receptor RBA
Estrogen Receptor Binding
Mormal beiling point
Melting point

Flash point

Vapor pressure

Experimental Value

Consensus

3.969 -Log10(mol/L)
22469 mg/L

3.791 -Log10{mol/L)
33.887 mg/L

2439 -Log10{mol/kg)
761.182 mg/kg

0.847 Log10
7.038

true

false

false

315.9°C
114.0 °C
176.1 °C

-6.072 Log10(mmHg)
8.454*104-7 mmHg

Predictions for New Chemicals

https://comptox.epa.gov/dashboard/predictions/index

Hierarchical clustering

3.936 -Log10(mol/L)
24.234 mg/L

3.568 -Log10({mol/L)
56.592 mg/L

2.986 -Log10{mol/L)
216.359 mg/L

2.355 -Log10{mol/kg)
924.254 mg/kg

0.906 Log10
8.051

true

true

false

318.0°C
105.0 °C
180.1 °C

-8.164 Log10(mmHg)
6.851"104-7 mmHg

Single model

3.742 -Log10(mol/L)
37.882 mg/L

4,243 -Log10{mol/L)
11.976 mg/L

0.690 Log10
4,903

true

false

Group contribution

4.135 -Log10(mol/L)
15.355 mg,/L

3.832 -Log10(mol/L)
30,824 mg/L

0.820 Leg10
6.607

false
3454 °C
79.4°C
172.5°C

-5.679 Log10{mmHg)
2.093*10"-6 mmHg

’
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MNearest neighbor

4.064 -Log10(mol/L}
18.079 mg/L

3.521 -Log10(mol/L}
63.123 mg/L

2.524 -Log10(mol/kg)
626.682 mg/kg

0.974 Leg10
9.405

falze

2843 °C
157.7 °C
175.7 °C

-6.374 Log10{mmHg)
4.23*10*-7 mmHg




Hazard Data (Human and Eco SEPA
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5 Bisphenol A
80-05-7 | DTXSID7020182

Searched by Approved Name.

DETAILS
Hazard
EXECUTIVE SUMMARY
DataType
PROPERTIES Point of Departure v
ENV. FATE/TRANSPORT m @ Eco
HAZARD
& Download ¥ Col - e
v SAFETY Hazard
More Type ¥ Sul
GHS DATA .| T DataType
LOAEL a Lethality Effect Level N
» ADME | s
» EXPOSURE E NOEL Reg
3 W v
> BIOACTIVITY 5 NOAEL = Rey o= Download * Columns 10 W
SIMILAR COMPOUNDS E NOEL Reg a a a a a a a a a a
More ¥ Type ¥ Subtype ¥  Risk assessment class ¥ Value ¥ Units ¥ Study type ¥  Exposure route ¥  Species ¥  Subsource ¥  Source -
e E NOAEL  Reg [ ] Lcso Short-term toxicity to fish acute 35 mg/L static - rainbow trout eChemPortal ECHA
RELATED SUBSTAMNCES = Lcs0 Short-term toxicity to fish acute 4.6 mg/L flow-through - fathead minnow eChemPortal ECHA
B NOAETSIgE]
SYNONYMS (SR B LC50 Short-term toxicity to fish acute 47 mg/L flow-through - fathead minnow eChemPortal ECHA
st
o LC50 Short-term toxicity to fish acute 9.4 mg/L flow-through - atlantic silverside eChemPortal ECHA
E LC50 Short-term toxicity to fish acute 15 mg/L static - japanese medaka eChemPortal ECHA

= LC50 Short-term toxicity to fish acute 11 mg/L flow-through - sheepshead minnow eChemPortal ECHA



ources of Exposure to Chemicals -
LY
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-« |Methylparaben
H
) $199-76-3 | DTXSID4022529
Searched by DSSTox Substance Id.
DETAILS Product and Use Categories (PUCs) €)
EXECUTIVE SUMMARY 3
o Download w Columns ~ 10 W
PROPERTIES
« |Methylparaben
ENV. FATE/TRANSPORT i:: s 99 76 3 | DTXS|D4022529
HAZARD Searched by DSSTox Substance |d.
DETAILS Chemical Weight Fractions €)
P SAFETY
EXECUTIVE SUMMARY -‘n Download * Columns ~ 25 W
» ADME
PROPERTIES
¥ EXPOSURE Product Name © | Product Use Category ~ | Minimum Weight Maximum Weight Data Type ¢ Source °
ENV. FATE/TRANSPORT Fraction B Fraction E
PRODUCT & USE CATEGORIES HAZARD YOUTOPIA- PET SHAMPOO all pets: pet shampoo MSDS CPCPdb
YLP Lip Gloss Solid F4203-06006-A12 make-up and related: lip gloss MSDS CPCPdb
CHEMICAL WEIGHT FRACTION » safETY Yy T
ylp lip gloss liquid multiple colors 2 make-up and related: lip gloss MSDS CPCPdb
CHEMICAL FUNCTIONAL USE b ADME YLP Lip Gloss Liquid FA204-06001-A47 make-up and related: lip gloss MSDs CPCPdb
« EXPOSURE YLP Lip Gloss Liquid F4204-06001-A21 make-up and related: lip gloss MSDS CE‘CF‘qb
me |
wondermask p peelable mask_2211 bulk Not Yet Categorized: 0.00 1.00e-2 MSDS SIRI
PRODUCT & USE CATEGORIES ¢ T
waterlss skn cleansr w/plastc scrubr_sbs-33 Not Yet Categorized: MSDS SIRI
CHEMICAL WEIGHT FRACTION o ) .
water for injection_ bacteriostatic Not Yet Categorized: MSDS SIRI
CHEMICAL FUNCTIONAL USE Water Based Nail Polish - 196C nails: nail polish other CPCPdb
Washable Ink Not Yet Categorized: MSDS CPCPdb
Vitamin Cream facial cleansing and maoisturizing: face MSDS CE‘CPc_ib
MONITORING DATA cream/moisturizer




|dentifiers to Support Searches

DETAILS

EXECUTIVE SUMBARY
PROPERTIES
EMV. FATE/TRAMNSPORT
HATARD

b ADME

b EXPOSURE

b BIDACTIVITY
SIMILAR COMPOUNDS
GEMRA (BETA)
RELATED SUBSTAMCES

EESN

b LITERATURE

LIMKS

COMMENTS

- |Bisphenol A
=~ A 180-05-7 | DTXSID7020182

Searched by Approved Name.

& Downlazd * 25w

Symonym

Bisphenol A
4.4'-(Propane-2.2-diyl}diphenol
Phenol, 4.4°-(1-methylethylidene)bis-
s0-05.7 [(EEET)

BPA

4.4°-Propane-2,2-diyldiphenol

Phenol, 4.4°-(1-methylethylidene)bis-
4-06-00-067 17 =T N MES e TRy T
4.4 -Dihydroxydinhenylldimethylmethane
2 2-Bis{4 - hydroxyphenyl) propare

2 2 Bisjd-hydroxyphernyllpropane

2 2-BI5-[4-HYDROXY-PHENYL)-PROPANE
2 2-Bis{4-hydroxyphenydpropane

2 2-Biz{p-hydroxyphenyllpropane

2 2-Dijd-Hydroxyphenyl) Propare

Synonyms

L]

’

ik

Quality
Valid
Valid
Walid
Valid
Valid
Valid
Walid
Beilstein
Good
Good
Good
Good
Good
Good

Good
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|dentifiers are used in the app "

wEPA
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 |dentifiers are used to feed and link into “Literature”

v LITERATURE

GOOGLE SCHOLAR

PUBMED ABSTRACT SIFTER

PUBCHEM ARTICLES

PUBCHEM PATENTS

PPRTV

IRIS

rrrrrrr

bis(2-Chloro-1-methylethyl) ether
~1108-60-1 | DTXSID4020167

IRIS
— Bis(2-chloro-1-methylethyl)
IRIS Recent Additions ether
IRIS olendar CASRN 108-60-1 | DTXSID4020167

| IRIS Assessments
e RIS Summar v_(PDFE) (7 pp, 91K)

Advanced Search

IRIS Program Materials

ContactUs

Key IRIS
Values on elate
i
Noncancer Assessment * EPAChemicals
Dashboard -

Bis(2-chloro-1
(7pp, 9
Reference Dose for Oral (RfD) (PDE). (7pp. 91K ethylathyl)
Last Updated: 10/01/1989 ether
RfD
System (mg/kg- Basis
dar
() ecrease i
hemoglobi
d
tolog e -




External Links — Also use ldentifiers
Names, CASRN, PubChem IDs...

]

P LITERATURE

DETAILS

EXECUTIVE SUMMARY

PROPERTIES

ENV. FATE/TRAMSPORT

HAZARD

ADME

EXPOSURE

BIOACTIMITY

SIMILAR COMPOUMDS

GENRA (BETA)

RELATED SUBSTAMCES

SYMNOMYMS

COMMENTS

ate)
Yoo Sy Y

General

&) Epa Substance Registry Service

@ Howsehold Products Database

Chemical Entities of Biological Interest
{ChEEI)
PubChem
Ifz'[ Chemspidar
&) cpCar
4 CrugBank
=P LMDE
W wikipedia
Q nsDos Lookup
ChBMEBL
Q chemical Vendors

& CalEpa, Office of Emvironmental Health
Hazard Aszsszment

ﬁ MED5SH Chernical Safety Cards
Q Toedlanet

™

ko ACS Reagent Chemicals

W wWikidata

ﬂ ChemHat: Hazards and Altematives Toolbox

& Wolfram Alpha

]
= SorubChem

E ECHA Brief Profile

-~ |Bisphenol A
~{_|80-05-7 | DTXSID7020182

Searched by Approved Name,
Toxicology

&) alToR
O, CrrugPortal

!CC:E 5

Y. -
Chem\iew

GHE

eChemPorns

Gene-Tox

! HED2

a - . -
TowCast Dashboard 2

! Lacthled

! Imternational Towicity Estimates for Risk

[ ATSDR Tonde Substances Portal
F superfund Chernical Data matrix

m MIDSH IDLH Values

ACToR POF Report

- .
Towics Release Imventary

CREST

e

Mational &ir Toxics Assessment

Publications

u_:x ine

ﬂ' Erwironmental Health Perspectives
ﬂ' MNIEHS

E Mational Toxicology Program

G Googls Books

Google Sdholar

A I A ]

Google Patents

PPRTWVWEE

ﬂ' Pubh=d

B ioe
RIZ Aszeszments

£ /204 HERD
E MIOSH Skin Motation Profiles
BB ru105H Pocket Guide
! RSC Publications
o) gicCaddie DataMed
@ Springer Materials
" Federal Register
egulations.gov
Siglefeld Academic Search Engine

&

= (CORE Literature Search

g
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Analytical Prediction
' FOR-IDENT D 20 MR HSOCHMEC Prediction

& rEMI Mations] Environmental Methods Index P Carbon-13 MMR Prediction
E RSC Analytical Abstracts W Droton MR Bradiction
' ChemATP Predictor

€ LszRo

£ To21 Anz ytical Data

" PAOMNA: MassBank Morth America
& mzCloud

ST 1)15T IR Spectrum

ST 1)15T WS Spectrum




Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

a1e]

General Toxicology
(&) EPA Substance Registry &) ACToR
Service o DrugPortal
I PubChem I M CCRIS
:ﬁ:?: Chemspider (& ChemView
&l cpcat I [C It
F?DVUQBE'“L( I '.eChemPor‘ta|
W Wikipedia ol Gene-Tox
Q MSsDS Lookup B isos

ChEMBL (&) ToxCast Dashboard 2

® ToxPlanet
oxrane (&} ACToR PDF Report

GACSR t Chemical
eagent Chemicals CREST

ﬂ ChemHat: Hazards and

, (&) National Air Toxics
Alternatives Toolbox

Assessment

Tl

’
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* Links to ~90 websites providing access to
additional data on the chemical of interest

CoONTACT Us
‘ca Ctd IMuminating how chemicals affect human health.

[Chemicals /| [Name, CASRN, ID |[ search | ?
Comparative Toxicogenomics Database

Home ~ Search ~ Analyze ~ Download ~ Commercial Users

O bisphenol A

P e Y N ™ ¢ N/ N ™7 N\ Y N/
‘ Basics | Gene Interactions “ Genes | Diseases |‘ Phenotypes |’ Comps “ Pathways | GO ‘ Exposure Studies " Exposure Details | References

Name ? bisphenol A
CAS Type 1 Name ? 4,4' isopropylidinediphenol
Equivalent Terms ? 2 2-bis(4-hydroxyphenyl)propane | 4,4'-dihydroxy-2,2-diphenylpropane | bisphenol A, disodium salt | bisphenol A, sodium salt |
diphenylolpropane
CAS Registry Number ? 80-05-7
CTD-Curated Synonyms ? 4 4'-isopropylidenediphenol | Bisphenol-A | BPA
Structure ?

Top Interacting

INS
Genes ?

ESR1

ESR2

AR

MAPK1

MAPK3

CYP19A1

ILe

CASP3
ctdbase.org/detail.go;jsessionid=9CDC1F33D2851BEE4AD02AA02E2BB217B7t...

Ervsironmntasl Probection



Searching



Access data en masse for thousands

of chemicals....

Environmental Protection

o 1 EPA United States
\__/
\’ Agency

Step 1

Home

Step 2

%
Step Three: Select Download Data or Display Chemicals

Please enter one identifier per line

Select Input Type(s)
|dentifiers

Chemical Name €

CASRN @

(JInChikey @

() DSSTox Substance ID €
(L) DSSTox Compound ID €)
(J InChIKey Skeleton €
(L) MS-Ready Formula(e) €
(] Exact Formula(e) €

0 Monoisotopic Mass Q

@ Display All Chemicals

= Download Chemical Data

Advanced Search

7
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Batch Search  Lists w Predictions Downloads
Batch Search@®
Step 3 Step 4 Step 5

Enter Identifiers to Search (One per line. Searches should be limited to <5000 identifiers.)

Sodium azide -~
0,0-Dimethyl S-[(4-oxo-1,2,3-benzotriazin-3(4H)-yl)methyl] phosphorodithioate
(Trichloromethyl)benzene

100-44-7

(Chloromethyl)benzene

98-07-7

111-44-4

1-Chloro-2-(2-chloroethoxy)ethane

Chloro(chloromethoxy)methane

2-(Butan-2-yl)-4,6-dinitrophenol v




Select Output Format and Content

Select Output Format:

Excel

Customize Results
(J Select Al
(J Select All in Lists
Chemical Identifiers
DTXSID €@
Chemical Name €
(Jorxcip @
(JcAS-RN @
(J InChiKey €@
(JIUPAC Name @
Structures
Mol File €)
LJsMILES @
() InChl String €@

(L) MS-Ready SMILES €
(] QSAR-Ready SMILES €

Intrinsic And Predicted Properties
(J Molecular Formula €@

U Average Mass €

U Monoisotopic Mass €)

(_J TEST Model Predictions €¥

(] OPERA Model Predictions €¥
Metadata

(] Curation Level Details (i)

(J NHANES/Predicted Exposure €)
() Data Sources €@

(J Include ToxVal Data Availability o
(J Assay Hit Count €

(J Number of PubMed Articles €
(J PubChem Data Sources o

(] cPDat Product Occurrence Count (i ]
URs@

(JpPRTV @

U Wikipedia Article

(JQC Notes (1)

(J Include links to ACToR reports - SLOW! (BETA) €

Step Four: Select Data Output Format and Choose Data Fields to Download

v & Download

Presence in Lists:

(J 40CFR116.4 Designation of Hazardous Substances (Above Ground Storage Tanks) (£

(] CATEGORY: Flame Retardants (%"
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Batch Search CASRNSs
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Agency
Batch Search®@
Step 1 Step 2 Step 3 Step 4 Step 5
%
Step Four: Select Data Output Format and Choose Data Fields to Download
Please enter one identifier per line

Chemical Identifiers A B | c | D | E | F | G | H | | | J | K | L | M | N | o] | P | Q |
bIXSID @ 1 [INPUT __ |FOUND_BYDTXSID PREFERRE CASRN INCHIKEY [UPAC_NANMOLECUL/TOXVAL_D TOXCAST_TOXCAST_MS_READYNUMBER_CIRIS_LINK PPRTV_LINATMOSPHEBIOCONCE
Chemics! Name © 2 534521 CAS-RN  DTXSID102-Methyl-4,6534-52-1 ZXVONLUN 2-Methyl-4 € CTHBN205 Y "7 .56 261/947  CC1=C(O)C 179 - Y 1.571E-12  2.88959
Oomen@ 3 11521-9 CAS-RN  DTXSID70Ethyl silicon 115-21-9 ZOYFEXPF Trichloro(ett C2H5CI3Si Y - - - - - - 8.289E-12  13.9658
- 4 111-44-4 CAS-RN  DTXSID90Bis(2-chloro 111-44-4 ZNSMNVML 1-Chloro-2-( C4H8CI20 Y 1.12 10/891  CICCOCCCI 12'Y - 2647E-12  9.99608
CAS-RN €@ 5 2763-96-4 CAS-RN  DTXSID50Muscimol  2763-96-4 ZJQHPWUV 5-(Aminome C4HBN202 Y - - NCC1=CC(C 4308 - - 1.179E-10  5.05695
% inChikey € 6 1464-53-5 CAS-RN  DTXSID002,2"-Bioxiran 1464-53-5 ZFIVKAOQI 2,2-Bioxiran C4H602 Y - - c10c1C1C 363 - - 4383E-12  1.27107
UPAC Name @ 7 22224-92.6 CAS-RN  DTXSID30Fenamiphos 22224-92- ZCJPOPBZI Ethyl 3-mett C13H22NO: Y "10.8 105/972  CCOP(=0)( 58 Y - 166E-11 23394
Structures 8 359-068-8 CAS-RN  DTXSIDA40Fluoroacetyl 359-06-8 ZBHDTYQJ Fluoroacetyl C2H2CIFO Y - - FCC(CI)=0 - - - 3.513E-13  4.49379
9 5344-82-1 CAS-RN  DTXSID40 1-(o-Chlorof 5344-82-1 YZUKKTCD N-(2-Chloro; C7TH7CIN2S Y - - NC(=S)NC1:- - - 2.482E-11  9.95206

- MolFie @ 10 7446-18-6 CAS-RN  DTXSID10Thallium (1) :7446-18-6 YTQVHRVI Dithallum(1-O4STI2 Y - - - 34Y Y - -

Usmies @ 11 62207-76-5 CAS-RN  DTXSID40Bis(3-fluoros 62207-76- YRZXYIHD" - C16H14CoF Y - - - - - - - -
O inchi String @ 12 66-81-9  CAS-RN  DTXSIDB0Cycloheximii66-81-9  YPHMISFOI4-{(2R)-2-[( C15H23NO2Y "32.27 294/911  CCICC(C)C 18709 - - 1.756E-11  2.81761
B M5 -Ready SMILES @ 13 106-96-7 CAS-RN  DTXSID30Propargyl b1106-96-7 YORCIIVHL 3-Bromopro C3H3Br Y - - BrCC#C - - - 1.069E-11  10.4968
) AR Reacy SWILES © 14 315-18-4 CAS-RN  DTXSID70Mexacarbat 315-18-4 YNEVBPNZ4-(Dimethyl: C12H18N2C Y .11 12/235  CNC(=0)OC 27 - - 1.447E-11  26.2914
- _ _ 15 110-00-9 CAS-RN  DTXSID60Furan 110-00-9 YLQBMQC! Furan C4H4O Y 0.0 0/235 01C=Cc=C 919 Y - 4.019E-11  5.01648
Intrinsic And Predicted Properties 16 3037-72-7 CAS-RN  DTXSID204-(diethoxyn 3037-72-7 YHFFINXFN 4-[Diethoxy( COH23NO2S Y - - - - - - 595612  6.71292
@ Molecular Formula @ 17 75-44-5 CAS-RN  DTXSIDOOPhosgene 75-44-5 YGYAWVD'Carbonyl dicCCl20 Y - - CIC(CI)=0 489 Y - 9.994E-16  13.0711
() Average Mass @ 18 2032-65-7 CAS-RN  DTXSID30Methiocarb 2032-65-7 YFBPRJGD 3,5-Dimethy C11H15NOZ Y "18.14 88/485  CNC(=0)O( 65 - - 1.446E-11  34.1692
O Monoisotopic Mass @ 19 2778-04-3 CAS-RN  DTXSID20Endothion 2778-04-3 YCAGGFXS S-[(5-Metho COH1306PS Y - - COC1=COC- - - 4.355E-11  1.18341

76T Model Predictions @ 20 12108-13-3 CAS-RN  DTXSIDI0 (Methylcyclc 12108-13- YASXMYP\ Tricarbonyl(: C9H7MnO3 Y % .56 11/430 - 68 - - - -

g - g 21 7803-51-2 CAS-RN  DTXSID20Phosphine 7803-51-2 XYFCBTPG Phosphane H3P Y - - - 928 Y - - -
22 107-18-6 CAS-RN  DTXSID8OAIlyl alcohol 107-18-6 XXROGKLTProp-2-en-1 C3H6O Y 3.99 17/426  OCC=C 627 Y Y 2592E-11  4.03901
Metadata 23 108-05-4 CAS-RN  DTXSID30Vinyl acetat:108-05-4 XTXRWKR\ Ethenyl acelC4HB02 Y .7 4/235 CC(=0)0C: 206 Y - 25E-11 552157

(O Curation Level Details € 24 19624-22-7 CAS-RN  DTXSID10Pentaborane 19624-22- XPIBKKWN; - B5H9 Y - - - - - - - -

I NHANES Fredicted Bxposure @ 25 75-74-1  CAS-RN  DTXSID0QTetramethyl 75-74-1  XOOGZRUE Tetramethyl C4H12Pb Y - - CIPb](C)(C) 24 - - - -
(J Data Sources o Worksheet1 @ 1 ’

Include ToxVal Data Availability €
Assay Hit Count € 21

Number of PubMed Articles €)
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» Dashboard access to data for ~883,000 chemicals (and growing)
« Data aggregation for ALL data sources continues unabated
« Data curation is essential. Bigger does NOT mean better

* Flexible search capabilities continue to -

expand release-to-release but our efforts EPA's GompTox
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Online Materials



You want to know more...

* Lots of resources available
* Presentations: https://tinyurl.com/w5hqs55
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« Communities of Practice Videos: https://rb.gy/gsbno1

Manual: https://rb.qy/4fgydc

Browse Search on The United States E

Antony Williams

Latest News: https://comptox.epa.gov/dashboard/news info

Login

help?

incl. content from % figshare

Antony Willams, the ChemConnecior:
Acareer path through a diverse serios
of roles and responsibiliios

Antony Williams, the
ChemConnector: A career path thr.
Antony Wiliams 0910572018

Investigaiing Impact Motrcs for Percrmanco.
for e US EPA Natonal Cantorfor
Compuations Taxkogy.

—
Investigating Impact Metrics for
Performance for the US EPA Natio.
0000-00022653-4821~ 300062017

Generalised Read-Across GenRA,
research, and prac.

sort Relevance

“The needs for cheistry standards,
database tools and data curation at
the chemical biology interface

—
The needs for chemistry standards,
database tools and data curation a...

Antony Wiliams 30062017

‘Consensus ranking and fragmentation
prediction for dentlication of unknowns |
Fih resolution mass spectrometry

Consensus ranking and
fragmentation prediction for identif
‘Andrew McEachran 24082018

OPERA: A QSAR tool for

Grace Patlewicz v 18092018

Kamel Mansouri v

type  Presentation

licence  ANY

ANNOUNCEMENT

EDSP21 and ToxCast
Dashboards To Be Discontinued

EDSP21 and ToxCast Dashboards To
Be Discontinued

Antony Wiliams 30072019

ing an Online Profile Using
I Networking Tools

z

Building an Online Profile Using
Social Networking Tools
Antony Willams

30052018

The EPA CompTox Chemistry
Dashboard - 8 centraiized hub for
ntegrating data for the
environmental sciences

The EPA CompTox Chemistry
Dashboard - a Centralized Hub for ...
Antony Wiliams 05072018

+ Follow this search

Non-Targeted Screening of
Wastewater for Water Reuse using
Jerry Zweigenbaum 12092019

“The CompTox Chemicals Dashbaard as:
An Intogration Hub for Chemistry. Bokogy
and Envionmontal Toxclty Data

pTox Chemicals Dashboard
tegration Hub for Chemistr.
liams 09102019

Enveonmental Chemsty Compound

Identficaton Usig High Rosoluion Mass.
Spectramety Daia tagrtod o ho EPA
Chemisty Dastboard

n Using High Resolutio...

30062017

Search

3 YouTube

Where are we now? Celebrating the 10th
Incremental Release of the CompTox
Chemicals Dashboard

Antony Williams

us "

|

o) 0:04/59:59

Where are we now? Celebrating the 10th Incremental Release of the CompTox

Chemicals Dashboard
e Unlisted
-5

CompTox Chemicals Dashboard primer videos

The CompTox Chemicals Dashboard is a one-stop-shop for chemistry, toxicity and exposure information fer over 875,000 chemicals. Data
and models within the Dashboard also help with efforts to identify chemicals of most need of further testing and reducing the use of
animals in chemical testing.

Explore the wealth of data and features available in the CompTox Chemicals Dashboard with these insructional videos narrated by EPA
scientists,

General Chemistry and Search Capabilities



https://tinyurl.com/w5hqs55
https://rb.gy/qsbno1
https://rb.gy/4fgydc
https://comptox.epa.gov/dashboard/news_info
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« Contact: Williams.Antony@epa.gov

* Feedback and follow-up is welcomed!

* The dashboard is based on the efforts
of many team members. Many
collaborators provide data also.

EPA’s Center for Computational Toxicology and Exposure

25
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