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 The CompTox Chemicals Dashboard - web-
based database of 875k substances

* Associated data including:

— In vivo hazard data
— In vitro bioactivity screening data
— Link farm to tens of public resources

 Includes experimental and predicted physchem
and experimental fate and transport data

* Access to real-time predictions
* A quick overview of capabilities...



CompTox Chemicals Dashboard
https://comptox.epa.gov/dashboard

Erreircnmentsl Protection

2 ) United States
N’ Environmental Protection Home Advanced Search Batch Search Lists v Predictions Downloads
\’ Agency

875 Thousand Chemicals

Product/Use Categories  Assay/Gene

Identifier substring search

See what people are saying, read the dashboard comments!
Cite the Dashboard Publication click here

Latest News

Read more news

Journal of Cheminformatics article regarding "MS-Ready structures”

March Sth, 2019 at 1:09:45 PM

A recent article describes "MS-Ready structures”, what they are, how they are generated and details regarding the benefits of these structures in navigating structure

relationships across the dashboard. The article is published in the Journal of Cheminformatics here.




BASIC Search

(o, =" Product/Use Categories  Assay/Gene

| Q Bisphenol

Bisphenaol A

DTXSIDFO20783 @

Bisphenaol A bis(2-hydroxyethyl ether) diacrylate
DTASIDGGET9 1

Bisphenaol A bis{2-hydroxyethyl ether) dimethacrylate
DTXSIDT0E692

Bisphenol A bis{2-hydroxypropyl) ether
DTASIDE0S 1592

Bisphenal A carbonate polymer
DTASIDG02 Tes0

Bisphenaol A diglycidyl ether
DTHSIDG024624

Bisphenaol A glycidyl methacrylate
DTXSIDFOd1841
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SIMILAR COMPOUMDE

GEMRA (BE

RELATED SUBSTAMCES

SYNONYMS

-

LITERATURE

LINKS

COMMENTS

tion

Home

Advanced Search  Batch Search  Lists Predictions  Downloads:

Bisphenol A

Searched by DS5Tox Substance Id.

HC CH

HO OH

Detailed Chemical Pages

80-05-7 | DTXSID7020182

Wikipedia

Bisphenol A (BPA) is an organic synthetic compound with the chemical formuls {CH4),D{C:H,OH); belonging to

bizphenols, with two hydroxyphenyl groups. It is 3 colorless solid that is soluble in on
cerain polycarbonates

Intrinsic Properties

Iy Molecular Formula: CicH,:0; | & Mol File | @, Find All Chemicals

Iy Average Mass: 222201 g

|l [zotope Mass Distribution

Iy Monoisotopic Mass: 222115032 g/

Structural Identifiers

Linked Substances

Presence in Lists

Record Information

Quality Control Notes

- —

he group of diphenylmethane derivatives and

solvents, but poorly soluble in water (0.344 wt % a3t 33 °C).
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Experimental and Predicted Data

Bisphenol A
4. 80-05-7 | DTXSID7020182

searched by D55Tox Substance Id.

Property
Summary v
& Download Columns ~
Property - Experimental average *  Predicted average -
LogP: Octanol -Water 332101 3.29
Melting Point 155 (7} 139
Boiling Point 200 (1] 363
Water Solubility 5.26e-4 (1) 9.62e-4
Vapor Pressure - 8.37e-T
Flash Point - 180




Prediction models and transparenc SEPA

Erreircnmentsl Protection
Agancy

I,\\g- Predicted

& Download Predicted Data w

Source *  Result *  Calculation Details *  QMRF -
EFISUITE .64 Mot Available Mot Available

NICEATM .40 Mot Available Available

ACD/Labs Consensus 3.63 Mot Available Mot Available

ACD/Labs 343 Mot Available Mot Available

OPERA Model Report [Inside AD] Available

OPERA Models: LogP: Octanol-Water

Mearest Meighbars from the Training Sat

Bisphenol A
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Curated data

An automated curation procedure for addressing
chemical errors and inconsistencies in public
datasets used in QSAR modelling

K. Mansouri, C. M. Grulke, A. M. Richard, R. S. Judson & A. |. Williams

To cite this article: K. Mansouri, C. M. Grulke, A. M. Richard, R. 5. Judson & A. J. Williams (2016)
An automated curation procedure for addressing chemical errors and inconsistencies in public
datasets used in QSAR modelling, SAR and QSAR in Environmental Research, 27:11, 911-937,
DOI: 10.1080/1062936X.2016.1253611

To link to this article: https://doi.org/10.1080/1062936X.2016.1253611

Figure 8 of 14

Figure 8. The KNIME curation workflow developed based on the log P PHYSPROP dataset and generalized for application to other datasets.
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Public PHYSPROP Dataset

Valence Errors
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Mismatching structures
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CAS Checksum: 12163 valid, 3646 invalid (>23%)

Invalid names:

555

Invalid SMILES 133

Valence errors

- 322 Molfile, 3782 SMILES (>24%)

Duplicates check:

-31 DUPL
—626 DUP
-531 DUP

CATE MOLFILES
_LICATE SMILES

_LICATE NAMES

SMILES vs. Molfiles (structure check)
—1279 differ in stereochemistry (~8%)
—362 “Covalent Halogens”

—191 differ as tautomers
—436 are different compounds (~3%)



OPERA Predicted Properties

} Mansouri et al JCheminform (2018) 10:10 s 4
https://doi.org/10.1186/13321-018-0263-1 ® Journal of Cheminformatics

RESEARCH ARTICLE Open Access
@l’.m:—;nh-‘lark

OPERA models for predicting
physicochemical properties and environmental
fate endpoints

Kamel Mansouri'**"®, Chris M. Grulke', Richard 5. Judson' and Antony J. Williams'

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

ERA Standalone Application SEPA

Command line Graphical User Interface

) OFERA — | b

Input | C:\Userstkmansouri\DownlcadsiSample_60 scf

Qutput | C-\Users'kmansaurni\Downlcads Prediclions csw

Models
Physshem propertiss
| LogP WP [ |BP WP []ws HL KA, RT [+ pHa '+ LogD
« Enviranmental fate
«|LogBCF v A0H [ |Bindey [ RBiodeg & KM ¥ KOG
Touicity endpoints
ER (CERAFPF) AR (CoMPaRA) « | AuteTax (CATMoS)
ADME properties
FUBE #|Clint

43

C|ur|':ut oplions i Results Summany

Loaded siruciures from SOF Tie: 50
Calculated PaDEL descrptors: 1444 (11 sac)
Generated PAOEL fingerprints: 10148 (25 sec)
Calculated COK descrptors: 206 (11 sec)
Inchuda descriptor values Fredicted stictures: 50 [5 sec)

Tatal processing time: 74 2247 seconds
Kexp descriptors fles Calculate

o Separate fies

d

' Nearest neighbors

@ Watch= 1 *sar 1 Yrork 5

3 Code Pull reguests 0 rolects o Wik Insig

Free and open-source application (command line and GUI) praviding QSAR madels predictions as well as applicability domain and Exlit
accuracy assessment for physicochemical properties, ervironmental fate and toxicalogical endpaoints.

" tab and run the executable installer.

15 ¥ 1 branch ~o 12 releases A8 1 contributor e raIT

https:/github.com/NIEHS/OPERA
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Open Source
https://github.com/kmansouri/OPERA

README.md

OPERA

OPERA is a free and open-source/open-data suite of QSAR models providing predictions on physicochemical properties,
environmental fate and toxcicity endpoints as well as additional information including applicability domain and accuracy
assessment. All models were built on curated data and standardized QSAR-ready chemical structures. OPERA is available in
command line and user-friendly graphical interface for Windows and Linux operating systems. It can be installed as a
standalone desktop application or embedded in a different tool/workflow.

References:

[1] Mansouri K. et al. J Cheminform (2018) https://doi.org/10.1186/513321-018-0263-1.

[2] Mansouri, K. et al. SAR and QSAR in Env. Res. (2016). https://doi.org/10.1080/1062936X.2016.1253611
[3] Williams A. ). et al. ] Cheminform (2017) https://doi.org/10.1186/513321-017-0247-6

[4] The CompTox Chemistry Dashboard (https://comptox.epa.gov/dashboard)

[5] JRC QSAR Model Database https://gsardb.jrc.ec.europa.eu/gmrf/endpoint

Models:

* Latest version OPERA v2.2:

+ Molecular descriptors:
- PaDEL (2.21) (https://doi.org/10.1002/jcc.21707 )
- €DK (2.0) (https://doi.org/10.1186/s13321-017-0220-4)

Erreircnmentsl Protection



DETAILS

EXECUTIVE SUMMARY

PROPERTIES

ENV. FATE/TRANSPORT

HAZARD

» ADME

p EXPOSURE

P BIOACTIVITY

SIMILAR COMPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

Environmental Fate and Transport

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

Searched by Expert Validated Synonym.

Property
Summary v
& Download w Columns ~
Property ¥  Experimental average Predicted average Ex
Bioaccumulation Factor - 173
Bioconcentration Factor 133 (93) 935 15
Soil Adsorp. Coeff. - 1.34e+3
(logKoc)
Atmos. Hydroxylation Rate | - 1.64e-11
Biodeg. Half-Life - 15.1
Fish Biotrans. Half-Life 1.86 (1) 1.63

(Km)

Erreircnmentsl Protection



Environmental Fate and Transport SEPA

Erreircnmentsl Protection

Agency
Source ¥ Result Vv Experimental Details
ECOTOX: aquatic 150 Species: Navicula incerta; Response Site: Not reported
ECOTOX: aquatic 150 Species: Navicula incerta; Response Site: Not reported
ECOTOX: aquatic 100 Species: Mavicula incerta; Response Site: Mot reported
ECOTOX: aquatic 100 Species: Navicula incerta; Response Site: Not reported
PhysPropNCCT 43.7
ECOTOX: aguatic 38.4 Species: Oncorhynchus mykiss; Response Site: Liver
ECOTOX: aquatic 25.0 Species: Oncorhynchus mykiss; Response Site: Liver
ECOTOX: aquatic 220 Species: Oncorhynchus mykiss; Response Site: Liver
ECOTOX: aquatic 10.8 Species: Oncorhynchus mykiss; Response Site: Liver
ECOTOX: aguatic 8.70 Species: Oncorhynchus mykiss; Response Site: Liver

14



ECOTOX data

ECOTOX Knowledgebase Search Explore Help

Data last updated

June 13,

2019

See update totals

Total in database

Recent chemicals with full searches and coding completed l 1,722

2-Phenylphenol Flutolanil Chemicals

Amicarbazone Per- and Polyfluoroalkyl Substances...

Fluazifop-p-butyl

48,683

References

WELCOME TO ECOTOX VERSION 5!
Please click here to provide feedback so that we can continue to improve your experience.

United States
Erreircnmentsl Protection
Agency

Contact Us

12,775

Species

939,392

Results

15




Other prediction modules =Y
TEST Desktop Software

Toxicity Estimation Software Tool (TEST)

On this page:

¢ QSAR Methodologies
e What's New in Version 4.2.1?
e Prior Version History

e System Requirements

¢ Installation Instructions

e Publications
e Get Email Alerts

The Toxicity Estimation Software Tool (TEST) was developed to allow users to easily estimate Ask a Technical E
the toxicity of chemicals using Quantitative Structure Activity Relationships (QSARs) | SeETes =

methodologies. QSARs are mathematical models used to predict measures of toxicity from

the physical characteristics of the structure of chemicals (known as molecular descriptors). Got a question about our research model?

i ?
Simple QSAR models calculate the toxicity of chemicals using a simple linear function of Want to give us feedback? Contact a

technical expert about TEST.

molecular descriptors:

16



Real-Time

Predictions
Based on TEST



eal-Time Predictions

s 1 United States
e En nmental Protection Home Advanced Search  Batch Search
\’ Agency
Afrazing
1 7 5 O QT 100w v A
®
a
L~
a
.
M

H3C N

CH3

Lists »  Predictions Downloads *
A v @ B N *+00
C
CH3
\I\
C
HN

CH3

Chiral

United States
Erreircnmentsl Protection
Agancy

£D e

Select properties to predict

TEAT

#| Toxicological properties
#| 96 hour fathead minnow LC50
#| 45 hour D. magna LC50
#| 48 hour T. pyriformis 1GC50
#| Oral rat LD50
#| Bioaccumulation factor
¥ Developmental toxicity
#| Ames mutagenicity
#| Estrogen Receptor RBA
#| Estrogen Receptor Binding

#| Physical properties
#| Mormal boiling point
¥ Melting point
Flash point
\apor pressure
Density
Surface tension
Thermal conductivity

LONL YL YL NI YL VLS

alculate
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TEST Predictions

Detailed calculation reports

Provider: T.ES.T.

X, Download Summary
Property

96 hour fathead minnow LC50

45 hour D, magna LC30

Home  Advanced Search

Experimental Value

Batch Search  Lists w

Predictions

Consensus

Downloads

Hierarchical clustering

5.198 -Log10{mol/L)
1.943 ma/L

4,764 -Log10(mel/L)

Single model

5.257 -Log10{mol/L)
1.693 ma/L

5,006 -Log10{mol/L)

D CEET

Group contribution

5.287 -Log10{mol/L)
1.581 ma/L

4,430 -Log10(melsL)

United States
Erreircnmentsl Protection
Agency

Mearest neighbor

4.064 -Log1Q{mol/L)
26452 ma/L

3.521 -Log10(molsL)

5.269 ma/L 3.020 ma/L 11386 ma/L 92353 ma/L
48 hour T. pyriformis IGC30 5272 -Log10{mol/L)
1.639 ma/L
Oral rat LD50 1 1.867 -Log10{mol/kg) 2.111 -Log10{mol/kg)
3 4157.591 ma/kg 2373.543 mo/kg
Bioaccumulation factor 1.321 Log10 1.209 Log10 1.585 Log10 1.517 Log10 0.574 Log1d
20958 16,192 38452 32923 9,409
Developmental toxicity true true true
Ames mutagenicity false false false
Estrogen Receptor REA
Estrogen Receptor Binding false false false false
Nermal boiling point 3340°C 4325°C 3055 °C
Melting point 983 °C 991 °C 1387 °C
Flash point 2189 °C ZT2T °C Z14-C 1737 °C

\apor pressure

Density

-£A471 Leg10{mmHg}
3.382*10%-7 mmHg

1.157 g/fem®

-T.E17 Log10{mmHg}
2.415*10%-8 mmHg

1.275 gfem®

-£.A458 Leg10{mmHg}
3.486%10%-7 mmHg

1.197 g/emn®

19



TEST Predictions
Detailed calculation reports R

Predidted Vapor pressure at 25°C for CIC=IN=C(N=C(N1)NC(C)CCC(CIHC)NC(C)C from Consensus method

Prediction razults
Endpoint Experimental value | Predicted value!
Vaper pressure at 25°C Logl({mmHs) MNA -5.85
aper pressure at 23°C mmHs MNA 142E-07
Individual Predictions
Predicted value
R Logl0mmBe) | | | |
Hierarchical clusterimg 547 ___"-:. ._I. S Similarity | Experimental value | Predicted value
Group cortribation 762 : =i Stracture |~ fficient| LoglmmHg) |Logl0(mmHz)
Jearest naighber 46 ;
CIC=IN=C=COINCCeceenemeee| i L WA 583
(test chemical) e e -
Predictions for the test chemical and for the most similar chemicals in the external tes
If the predicted value matches the experimental values for similar chemicals in the test set (and the similar che | J287-15-6 .,.I [N 581 -3.86
Pre diction results [colors defined in table below)
E 130339070 B 077 -5.62 -1
% . Chemical: MAE*
8 Entire set 047 21725462 T e] 016 636 701
E i Similarity coefficient = 0.5 | 067
i ; *hlean absolute error in Logl {mmHz)
i - _
3 20028-09-8 [ -1.3% -T.67
£ iy
-Iu:u‘wlﬂﬂﬁﬁ-%D A% -0 -TS5 -70 £5 40 55 50 -
Fxp. Vapor pressure at 25°C LogldimmHg)
B e
101200-48-0 D 541 576
1158738-06-5 -7.23 Al




Built on TEST Web Services

https://www.epa.gov/sites/production/files/2018-08/documents/
webtest users guide.pdf

https://comptox.epa.gov/dashboard/web-test/

User’s Guide for WebTEST (version 1.0)
(Web-services Toxicity Estimation
Software Tool)

5. USING THE WEB SERVICE......oo ettt 43

5.1. Downloading the Web-TEST pProject........cccooeeeiiiiiiiiiiieciiiceciiecccieeecvieea 43

A Web-Se

from Mole

5.2 Importing the project into ECHIPSE ...cc.oeiiiiiiiiieeee e 43

5.3. Building WebTEST in Maven .......cc..ooooiiiieoieeeeeeeeeeeeee e 43
54. Starting a local server for WebTEST ... 43
5.5. Running a client to perform batch calculations.............ccccceeiiieiiieiiiiiinenns 44

5.6. Run batch calculations without using a Server ............ccooooiiiiiiiiiniinieenee 47
5.7. “GET” APT call..c et 48
5.8. “POST™ APL Call..ce e 49
5.9. DIOCKET ..ttt a e




Batch Searching

 Given a set of chemicals how can data be
harvested?

« OPERA and TEST predictions have been
generated for structures in the database

e How can the dashboard be used to harvest
data for hundreds to thousands of chemicals...

22



i =) .".i:n'

2 Trends in Environmental Analytical

SR

A TR :

Pe | Chemistry
ELSEVIER Volume 20, October 2018, e00059

Opioid occurrence in environmental
water samples—A review

Marina Celia Campos-Mafias ®, Imma Ferrer b8 4, E.Michael Thurman ®, Ana Agiiera ®

H Show more

https:/{doi.org/10.1016/].teac.2018.e00059 Get rights and content
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Batch Search Names

Buprenorphine
Codeine
Dextromethorphan
Dihydrocodeine
Dihydromorphine
Ethylmorphine
Fentanyl

Heroin
Hydrocodone
Hydromorphone
Ketamine
Meperidine
Methadone
Morphine
Morphinone
MNaloxone
Naltriben
Oxycodone
Oxymorphone
Propoxyphene
Sufentanil
Tramadol

Step 1

Step 2 Step 3

Step 4

Step 5

United States
Agency

Step 6

Step Five: Choose Data Fields to Download
Please enter one identifier per line L

Select Input Type(s)
¥ |dentifiers

) Chemical Name €9

) casRn €@

= InChikey €9

) DSSTox Substance ID €9
L) DSSTox Compound 1D €Y
L) InChIKey Skeleton €9

MS-Ready Formula(e) €9

L Exact Formulae) €
L Monoisotopic Mass €)

@ Display All Chemicals

*+ Download Chemical Data

Enter Identifiers to Search (searches should be limited to <5000 identifiers)

Buprenorphine
Codeine
Dextromethorphan
Dihydrocodeine
Dihydromorphine
Ethylmorphine

Fentanyl
Heroin

Hydrocodone
Hydromorphone

Excel
Download

:Murphine

TINPUT
|Buprenorphine
|Codeine
|Dextrometharphan
|Dihydrocodeine

Dihydromaorphine

: Ethylmorphine
|Fentanyl

Heroin

: Hydrocodone
|Hydromarphone

Ketamine

:Meperidine

Methadone

'FOUND_BY

Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Synonym

Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Approved Name

DTXSID

OTXSID2022704
OTXSID2020341
OTXSID3022908
OTXSID5a022936
OTXSIDT0485908
DTXSID1046760
DTXSID9023045
OTXSIDE0467E1
OTXSID8023131
OTXSID8023133
OTXSID8023187
OTXSID9023253
OTXSIDT023273
OTXSID9023336

Erreircnmentsl Protection




Include Other Data of Interest

Chemical Identifiers

¢ oTxsID @

¥/ Chemical Name €}
DTXCID €)

¢ CAS-RN ED

Y InChikey €)
IUPAC Name €)

Structures
Mol File €)
SMILES €9
InChl String €3
?| \5-Ready SMILES €
QSAR-Ready SMILES €
Intrinsic And Predicted Properties
?| Molecular Formula €)
Average Mass €)
¥ Monoisotopic Mass )
TEST Model Predictions €)
OPERA Model Predictions €)

United States
Erreircnmentsl Protection
Agency

| Tramadaol

INPUT DTXSID CASRN

: Buprenorph DTXSID202: 52485-79-7
|Codeine

DTXSID2021 76-57-3
Dextrometh DTXSID302 125-71-3

|Dihydrocod DTXSID502: 125-28-0
| Dihydromor DTXSIDT04i 509-60-4
|Ethylmorph DTXSID1041 76-58-4

|Fentany!

DTXSID902:437-38-7
Herain DTXSID6041561-27-3

|Hydrocodor DTXSIDE02] 125-29-1

|Hydromorpk DTXSID802: 466-99-9

|Ketamine DTXSID802:6740-88-1
|Meperidine DTXSID902:57-42-1

Methadone DTXSIDT0Z 76-99-3

Morphine  DTXSID902; 57-27-2
|Morphinone DTXSID501 467-02-7
|Maloxone  DTXSIDE0Z 465-65-6

Maltriben -

| Oxycodone DTXSIDA0Z TE-42-6
| Oxymorpho DTXSIDA0Z T6-41-5
|Propoxyphe DTXSID102 469-62-5
|Sufentanil  DTXSIDG02: 56030-54-7 C22H30M2025
DTXSID908: 27203-92-56 C16H25M02

MOLECULAR_F(MONOISOTOPIC MS_READY_SMI

C29H41NO4
C18HZ1NO3
C18HZ5N0O
C18HZ3N0O3
CATHZINO3
C19HZ3N0O3
C22HZ8M20
C21HZ3NO5
C18HZ1NO3
CATH1INO3
C13H16CING
C15HZ1NO2
C21HZTND
CATH1INO3
CATHITNO3
C19HZ1NO4

C18HZ1NO4

CATH1INO4
C22HZ2INO2

467.3035588 [H]C12CC3=CAC

2891521435 [H]C12CC3=CAC
271.1936144 [H]C12CC3=C(C
3011677936 [H]C12CC3=CAC
287.1521435 [H]C12CC3=CAC

313.1677936 [H]C12CC3=CAC
336.2201635 CCC(=0)N(C1CC
3691576228 [H]C12CC3=C4C
299 1521435 [H]C12CC3=C4C
2851364935 [H]C12CC3=C4C
237.0920418 CNCA(CCCCCA=
247 1572289 CCOC(=0)C1(C
3092092645 CCC{=0)C(CC(C
2851364935 [H]C12CC3=C4C
2831208434 [H]C12CC3=C4C
327 1470582 [H]C12CC3=CAC
[

315.1470582 [H]C12CC3=C4C
301.1314081 [H]C12CC3=C4C
339.2198292 CCC(=0)0C(CCA
386.20273994 CCC(=0)N(C1=C
263188529 COC1=CC=CC(=

25



Batch search results - SDF

United States
Erreircnmentsl Protection
Agancy

Database View Record 5Search Lists Plates Options ACD/Labs Help
—— - P " e — s u i
L (o] SEB UMM, & %P o & | LWrEABRE=- Sxxni@D,
Tie Table | Default (One Record) } Screen Fom2  Screen Form 1
s ax = ®
HO X
|
H.C =
3 F o
~NF T |
Database View Record Search Lists Plates Options ACD/Labs Help
gh e SEAR UMM @ % (o (o4 | (B !
| Tl | Table | Defaut One Record) ScreenFom2  Screen Fom 1
1(D:1) ]2 to:2) O3 @:3) 4(D:4) 5 (ID:5) af~
[]
INEUT: DIXSID6021327 PN e OO
N
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Prototype Development

Structure/substructure search
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OPERA pKa Prediction Model

» pKa prediction models based on Open Data
Set of 8000 chemicals — acidic, basic and
amphoteric chemicals

Predicted vs Actual values for train dataset Predicted vs Actual values for test dataset
coefficient of determination R*2 = 0.9831 coefficient of determination R*2 = 0.7984
= 3 layers with x3 nodes DNN__mean_train regression === 3 layers with x3 nodes DNN__mean_test regression ® g
® pKa ® pKa

al values of pKa

Actu

20 -5.0 -2.5 0.0 25 5.0 75 10.0 125 15.0
Predicted values of pKa

» Accepted for publication to Journal of Cheminformatics



“Chemical Transformation Simulatg

* Chemical Transformation Simulator has public
web services already available
— (1) Abiotic Hydrolysis
— (2) Abiotic Reduction

— (3) Phase 1 Metabolism
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Ongoing Extraction of Data

 Data are extracted from literature based on
agency priorities

« Specific data sets of interest at present
include those available for PFAS chemicals

« Data releases are every 6 months at present

31



Dashboard access to data for ~875,000 chemicals

Ongoing aggregation of physicochemical property
and environmental fate and transport data

Retraining and rebuilding of
models will occur as new data

are assembled &
. . R : EPALSEEEIS o
Web services already available . % "™ m,fd«\ /
n n [ ] M- Lis - “SS "‘ka‘
for TEST predictions with " ‘o
= ToxVBIDB = Summarized In Vivo Data
i itrol ! In Vitro Assa

services for OPERA next A=

Future developments include
integration of chemical
transformation simulator
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