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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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@ Searched by DSSTox_Substance_|d: Found 1 result for 'DTXSID0021206.
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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
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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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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
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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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Product Composition Detalls

Product & Use Categor...

Chemical Weight Fra... Download as: | TSV Excel
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In Vitro Bioassay Screening
ToxCast and Tox21

Protection
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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"|
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Download as: | TSV Excal | Show | |nactve Background
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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

vy
Downlead as: | T8 | Excel | 5hoW: | |nactive | Background
Aszsay Mame Assay De... €) SeqAPASS AQP Link T
) CEETOX_H205R_ESTROME_up a0g - -
£} ATG_FXR_TRANS up - WP 0712851 & 60
€ NVE_GPCR_hH1 - MP_000862.1 & -
€ NS _GPCR_hAdoRAZs - WP 0005552 & -

) NVS_GPCR_hAdoRAT -
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AQP Event Link €} Hit Call

Exposure

Bioassays

United States

Agency

€ Top Scaled Top €BACSD  log ACSD €W Tarpet Family
ACTIVE 1.24 1.53 1.08 0.0236 steroid hormans
AZTINE 1.88 1.432 21.3 1.33 nuclear receptor
ACTNVE 212 1.08 142 0.151 gper
ACTNE 252 1.05 595 0.342 gper
ACTNVE 53.5 1.87 S 0.208 gper
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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
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Erreircnmientsl Protection
Agency

Comments
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General

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

#‘. Household Product ..

&) PubChem
31 Chemspider
&) CPCat
2 DrugBank
wmp HMDB
w Wikipedia
Q MSDS Lookup
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 Consumer Product ..
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Links to Other Resources
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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
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Accessing Lists of Chemicals

* Build out definitive “lists” of chemicals
— Algal toxins
— EPA IRIS Chemical List
— National Environmental Methods Index
— NIOSH International Safety Cards
— Pesticides
— Toxcast screening chemical collection

15
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Batch Search
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Erreircnmientsl Protection
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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
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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.
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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?
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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

y4v)



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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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

« 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

25



Antony Williams

NCCT, US EPA Office of Research and Development,
Williams.Antony@epa.qgov

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

Williams et al. J Cheminform (20017) 861

DOL 10.1186/¢13321-017-0247-6 @ Journal of Cheminformatics
DATABASE Open Access

The CompTox Chemistry Dashboard: a -
community data resource for environmental
chemistry

Antony 1. Williams'"®, Christopher M. Grulke', Jeff Edwards', Andrew D. McEachran?, Kamel Mansouri'*#,
Mancy C. Baker®, Grace Patlewicz', Imran Shah', John F. Wamb.augh‘, Richard S. Judson' and Ann M. Richard'

https://doi.org/10.1186/s13321-017-0247-6 ..


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/dashboard
	Detailed Chemical Pages
	The Executive Summary
	Properties, Fate and Transport
	OPERA: OPEN Data and OPEN Models
	Access to Chemical Hazard Data
	Product Composition Details
	In Vitro Bioassay Screening �ToxCast and Tox21 
	Detailed Assay Description as PDF�(limited number of assays)
	The Assay Table
	Single Click Download
	Literature Searches and Links�Rebuilt Abstract Sifter
	Links to Other Resources
	Accessing Lists of Chemicals
	The Collection of Lists
	ToxCast phases over time
	Single Click to View Data
	Answering Questions 
	Batch Searching for Data for Thousands of Chemicals
	Batch Search
	Downloadable Results 
	SDF Download
	Delivering our Chemistry Data
	Conclusion
	Contact�

