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The CompTox Chemicals Dashboard

* Our primary tool for integrating and

delivering our data to the community plus e
connect across agency resources s EPAs CompTox

i D
(; N B

- Online since April 2016 with new releases A Siie 7 4
— Spring and Fall every year (to coincide gl
with conference seasons) | I [T, |

» Number of chemical substances has grown P - T
from 560k to 906k since first release and Y

from ~40 to ~320 chemical lists

* Replaced multiple other Dashboards
unifying data and making support easier



Some Related Publications of Interest -
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The CompTox Chemistry Dashboard: a community
data resource for environmental chemistry

Antony J. Williams & Christopher M. Grulke, Jeff Edwards, Andrew D. McEachran, Kamel Mansouri,
Nancy C. Baker, Grace Patlewicz, Imran Shah, John F. Wambaugh, Richard S. Judson & Ann M. Richard
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Environment International
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Review article
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Rearchitecting the Dashboard

 After 5 years and 10 releases of expanding data and functionality
performance was degrading

» User experience and feedback encouraged redesign

* Multiple applications requiring underlying data needed unifying
approach to facilitate development of other tools: e.g., GenRA,
Rapid Tox

 The Dashboard was a successful “proof-of-concept’ tool that
required rearchitecting for ongoing support and performance



The Vision for the Rebuild

* VISION: Rearchitect the entire application using a data hub/data mart
foundation, and API to serve the data to the user interface

 GUIDANCE: “1-to-1 mapping of new dashboard to old dashboard”

« EXPECTATIONS:

 Improve search performance
* Improve documentation and help manual
« Unify navigation especially in regard to tabular data handling
* Make future development easier with a new foundation



New Design - >906,000 chemicals -

’

Urilied Siaies
Erreecnmientsl Probection
Agency

CompTox Chemicals Dashboard Home  Search ~  Lists ¥  About ¥  Tools ~ Submit Comments

Welcome to the new EPA CompTox Chemicals Dashboard

The new Dashboard is a complete rebuild and is replacing the CompTox Chemicals Dashboard released on July 12th 2020. @

20

CompTox Chemicals Dashboard
Search 906,511 Chemicals

€

Chemicals Products/Use Categories Assay/Gene

|‘3earc:‘. for chemical by systematic name, synonym, CAS number, DTXSID or InChiKey
Start typing to search.

@ Identifier substring search

Latest News

Read More News




Updated information available S
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Important Dashboard Information

Check out the new CCD Dashboard About Page for details about TR Dashboard. The CCD Users Manual can
help get you started.

] | ] ]
* On-click informational
| ] | ]
icon gives latest
1. Browser Cache: In order t ly load the new Comptox Chemical Dashboard and data, pl lear th 1 t tf t
b:zzﬂ::zz:caa;h:‘J\:eoarr:;bC;;r:.fCilr?;ri:suoeas cauesgc?;ys:gisztcalin;.liefefiotE:rspZI;ifir:lianjtrcht:ssc;:rho\: h2020. 9 Impor an In Orma Ion

to clear the cache for the various browsers.

2. Chemical Lists:
1. Issue: Some hyperlinks for the list acronyms (e.g. toxcast_phasel, etc.) in the chemical list description

Please log issues or questions using the Submit Comments function/button in genu bar.

Known |ssues

are not functional i.e. all chemicals in the list are not displayed.
2. Workaround: To select a particular list in the chemical list, perform the following steps:
» Select Chemical Lists from the Comptox Dashboard home page
= Enter the list acronym in the filter box below the "List Acronym” header
m Select the list to see all of the chemicals in that list
3. Chemical Result Sets:

1. Issue: Anywhere within the Comptox Chemicals Dashboard that displays a list of chemicals, either
from a user entered search or preconfigured lists linked from a searched chemical details. The sort
function on the upper toolbar does not always work.

2. Workaround: The initial view of all these result sets is the Ag-grid view. Use the column header sort
function to get your desired sort:

m Click on the header of the column you desire to sort on.

= Once you click on the header it will show an arrow icon pointing up for an ascending order

sort or down for descending order sort.
m Clicking on the column header multiple times will cycle though ascending, descending, and

then removing the sort order.

bstring searq



Data updates across the board

e Data have been updated across the application

« Chemistry data and lists

« ToxVal
« Exposure
 Bioactivity

» Data versioning is
under:
https://comptox.epa.
gov/dashboard/about

’
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Data Sources

Source Name

ChemReg/ DSSTox

Invitro

ToxVal

Rapid, Exposure and
Dose Data
(Factotum, SHEDS-
HT, SEEM, HTTK)

ChemProp/ QSAR

el il st ol smern LU P g P

Version

20210426_DSSTOX

V.3.4

V.9.1.1

Factotum 9/11/202
SEEM3 HTTK

20191118_ChemPROP

Description

Cheminformatics backbone of the
CCTE's ToxCast and the multi-agency
Tox21 HTS screening programs

Data generated by the ToxCast and
Tox21 in vitro high-throughput
screening (HTS) programs

Collection of animal (in vivo) toxicity
study data,

Provides data for exposure estimates
for thousands of chemicals.

Capture measured or predicted
property data associated with a
particular source substance or list of

URL
https://www.epa.gov/chemical-research/distributed-structure-
searchable-toxicity-dsstox-database
https://doi.org/10.23645/epacomptox.5491516.v5

https.//www.epa.gov/chemical-research/toxicity-forecasting

£NED

/epacomptox.6062623.v5

[Sa]

https:/doi.org/10.2364

https://gaftp.epa.gov/Comptox/Staff/rjudson/datasets/ToxValDB/

epa.gov/chemical-research/rapid-chemical-exposure-and-
#10

https://cran.r-project.org/web/packages/httk/index.html

https:/github.com/HumanExposure/SEEM3RPackage

https://www.epa.gov/chemical-research/chemical-safety-analytics

= p? e L SV NI s e T


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

New Table Capabilities -

http://ccte-ccd.epa.gov/dashboard/chemical-lists/40CFR355 N’
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40CFR355 Extremely Hazardous Substance List and Threshold Planning Quantities

IS.eaf.:::h for chemical by systematic name, synonym, CAS number, DTXSID or InChiKey A B

Start typing to search.

Identifier substring search

List Details ~

Description:  Extremely Hazardous Substance List and Threshold Planning Quantities; Emergency Planning and Release Notification Requirements; Final Rule. (52 FR 13378) This FR notice contains the EHS list of
chemicals as published in 1987. This list has been revised over time and should not be used for current compliance purposes. The current EHS list can be found at 40 CFR 355.

NMumber of Chemicals: 354

ﬂ Search Results Default v n SEND 353 TO BATCH SEARCH FILTER ~ & EXPORT ~ “

Showing 353 of 353 chemicals

Qc
Level

[:I Structure DTXSID Preferred Mame CASRM #ToxCast Active % ToxCast Active #(CPDat #5ources #PubChem #PubMed Maono. Mass Mol. Formula

HN
C] : \/\\H_. DTXSID5021881 Ethylenediamine 107-15-3 2 9/398 2% 218 170 272 745 60.068748 C2HE8N2Z




Find all chemicals with N2 in formula

Showing 47 of 353 chemicals

ac

’

CASRM #ToxCast Active W ToxCast Active  #CPDat #5ources #PubChem #PubMed Maono. Mass Eb 5
Level Formula
/] N /] /] /] /] u | N2
Y
107-15-3 2 9,/398 2% 218 170 272 745 600687458 C2HEN2
T7-81-6 2 54 36 271 162.055815 CS5H11N202P
26419-73-8 2 33 15 234.049670 CEH14M202...
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Find “aniline” in the names

Substructure searching is better

[: Structure DTXSID Preferred Mame 57

| | |ar1'|line

DTX5ID9024512 3-(Trifluoromethyljaniline

CHy
D o I j OTXSIDS043847 2.4.6-Trimethylaniline
H!l'.; l:'.H!

B |-:~1@ DTXSID8020090 Aniline




Capabilities to switch columns on/off

Type — v 1

* Table functionality for

selecting columns for view

. SR MEG
is built in o
Priority
cancer SIDpefac Type
MEG Subtype
Risk assessment
Value
MEG
Units
Study Type
MEG Exposure Route
Species
MEG Subsource
‘-

chronic

’
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Value
0.0097

0.007

0.0494

0.00233



Capabilities to Filter the Table

* Filtering on the tables is possible

* |t is not available on every column
on every table

& EXPORT ~

Priori
ty

)
1]

-

57

Type v

’
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= T4 1
| Not contains v
(EC50 i
@® AND () OR
|Contains hl
L] |
IEP":\UL uraT
BPA short-term

Repeated dose
toxicity: oral

repeat dose
repeat dose
chrenic
repeat dose
chronic

developmental
neurctoxicity

subchronic
reproductive

develonmental



Bioactivity Refresh

 Collapse of previously segregated EDSP21 and ToxCast/Tox21
» Concentration Response Data views have been rebuilt

* New display of ToxCast Summary view and Conc. Response curves

ToxCast: Summary

Conc. Response Data

PubChem

ToxCast: Models

S I NI .
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Concentration Response Data ©

X EXPORT ~

Mame

b
(%2}

o)
(%2

1
[¥a)

CE: APR

: APR

-
[

CE: APR

Bioactivity Refresh

« Concentration Response fully reworked

Analytical Data on Tox21 Browser [

Description

ACEA Biosciencas

ACEA Biosciences

ACEA Biosciences
ACEA Biosciences
Apradica
Apredica
Apradica
Apredica
Apradica
Apredica
Apredica

Apredica

Intended Target
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L
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L
R

r
R

L
R

r
R

L
R

r
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steroidal

cytotaxicity

steroidal

steroidal

cytotaxicity
pralifaration
arrest
proliferation
arrest
proliferation
arrest

cytotoxicity

proliferation




More flexible interface for data viewing
Based on Plotly

«= M
120 '§ ° Download plot as a png ® response
ACEA_ER_80hr 15 —
ACTIVE 12
100 Bisphenol A (80-05-7) 1= cnst
DTXSID7020182 1a hill
TPOO00447H08 e agnls
Flags: NA IS
- 80 I"D
+ I
> 10
© 19
< 60
=
&
Y 40 :
e e e e e e e e A L el __L
|
20
? I
T |
0 s !
|
-2 -1.5 -1 -0.5 0 0.5 1 1.5 2

Log Concentration



Direct URL access — useful for
referencing in publications

Percent Activity

50

40

30

20

CcC O i comptox.epa.gov/dashboard-viztool//plot?representative_sample=true&url_env=https://comptox.epa.gov/dashboard-api/&assay_endpoint_n...

ACEA_AR_antagonist_AUC_viability 2
ACTIVE Z
Perfluorooctanesulfonic acid (1763-23-1) 12
DTXSID3031864 I;
TPOO0O2010A05 9
Flags: Only highest conc above baseline, active

gnis

ach0: 1.53

Log Concentration: 1.27
P} Response: 18.58

AIC: 112.66

RMSE: 5.39

TOP: 66.63

SLOPE: 1.61

Qe v *@ :

’
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® response
= = cutoff
cnst
gnls
— hill




Multiple plots available via URL

https://comptox.epa.gov/dashboard-viztool//plot?representative_sample=false&url_env=https://comptox.epa.gov/dashboard-
api/&assay_endpoint_ nm=ACEA-ER-80hr&dsstox_id=DTXSID7020182

Percent Adivity

Percent Adtivity

Percent Adivity
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ACEA_ER_80hr
ACTIVE

Bizphenal A (80-05-7)
DTHSID7020182

TPODD044THOS
Flags: NA

ACEA_ER_80hr
ACTIVE

Bizphenal & (80-05-7)
DTHSID7020182

TPOOCDT35A10
Flags: NA

ACEA_ER_SOhr
ACTIVE

Bisphenal A (30-05-7)
DTX5ID7020182

TPODOO727F01
Flags: NA
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Analytical QC Data updated

’
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* Previous Analytical QC data was out of date so now linked to
the latest data update on the Tox21 browser

Analytical Data on Tox21 Browser [

1 1= 3= 2 g

A RIR|A 3
Eom o= R *
E Z =2 Z X

o oow o

o 0 O O

[ L. L. [

5 ® = =

[ [n] [ ]

moomomom

| > > ey

[l [ [ (]

Perfluorooctanesulfonic acid

HHHHHHH 1763-23-1 | DTXSID3031864
Searched by DTXSID3031864.

Concentration Response Data ©

A

1A

Tox)]

QC Grade TO

@]

QC Grade T4

(]

 Tox21 browser data now searchable based
on DTXSID

* New grade added “Unknown/Inconclusive’

cC 0O @ tripod.nih.gov/tox21/search?q4DTXSID3031864
P g q

A Home / Tox21 Samples

o
Structure
1]

Query:| DTXSID3031864

Tox21 ID

Tox21_400083

Name

PFOS

.‘,‘., Structure Search

QC Grade T0

2 % * @

QC Grade T4

@) Unknown/Inconclusive

@) Unknown/Inconclusive

Q




External Links Updated and Expanded

Bisphenol A

" Searched by DTXSID/7020182.

General Toxicology

c ACS Reagent Chemicals ) ACToR
* CAMEQ Chemicals 8 ) ACToR PDF Report
ChEBI @ BindingDB
I Chemagora ) CalEPA OEHHA
ChEMBL (& Chemical Checker
@ Chemspider 8 ChemViaw
¥ Consurmer Product Information Database @ CTD
& | CPCat
# DrugBank

ECHA Erief Profile

ECHA Infocard @ | National Air Toxics Assessment

rvice NIOSH IDLH Walues

8 ) EPA Substance Registry S

il

Q MSDS Lookup

NIOSH Chemical

NiST NIST Chemistry Webboo k
PubChem

PubChem 3D conformer download

PubChem 3D Structure Display

“ Wolfram Alpha

80-05-7 | DTXSID /7020182

Publications

Bielefeld Academic Search Engine

al Register

Google Books (Structure Search)

Google Books (Text Se
Google Patents (Structure search)

Google Patents (Te

Google Schaolar (Structure search)

e Scholar (Text search)

@O0

Goog
8 ) IRIS Assessments
[EZE NIOSH Pocket Guide
EE3 MNIOSH Skin Notation Profiles
£ | PPRTVWEB
3 PubMed
s Regulations.gov

E RSC Publications

@ Springer Materials

* Link decay is an
ongoing issue and
URLs need updating

Prediction

R Spectra on PubChem 0 2D NMR HSQC/HMBC Prediction
) Carbon-13 NMR Prediction

w0 MONA: MassBank North America 3" ChemRTP Predictor
& National Environmental Methods Index 0 Proton NMR Pradiction

NIST MIST Antoine Constants

Kovats Index values

G Protein DataBank
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 New resources added
by request (if feasible)



Abstract Sifter Refresh -

’
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Literature - PubMed Abstract Sifter

o Select Publved starting point query o Optionally, edit the query before retrieving. 0 Click Retrieve Articles to begin download. o Optionally, export articles

reference dose" OR "reference concentration” OR "adverse effect level - i
[tiab] OR "cancer slope factor'[tiab]) 143 0f 143 articles loaded

To find articles quickly, enter terms to sift abstracts.

estrogen Bisphenol |

estrogen Bisphenol LT T. 4T :] PubMe... Y. 4T Title LT = Authors LT = Journal LT = Rew LT Dol LT




Abstract Sifter as a TOOL -
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Predictions Agency
Literature - PubMed Abstract Sifter te Ao
Abstract Sifter Instructions QU TV v
o Select PubMed starting point guery o Optionally, edit the query before retrieving. o Click Retrieve Articles to begin download. o Optionally, export articles

o Select PubMed starting point query o Opticnally, edit the query before retrieving. o Click Retrieve Articles to begin download o Optionally, export articles

Choose Query Term ~ Judson R[AU]

246 of 246 articles loaded

S
To find articles quickly, enter terms to sift abstracts
Judson Estrogen
Juds... 4 Estrogen T T.. 4T D PubM... Y. 4T | Title 3T = Authors T = Journal LT = Rev 4T DOl 7




Batch Search Refresh

Batch Search

© Select Input Type(s)
B Substance Identifiers
M Chemical Name

Ms Ready Formula(e)
Exact Formula(e)

Monoisotopic Mass

45 Chemicals Found from 170 Input(s)

REPLACE IDENTIFHERS WITH SELECTED CHEMICALS

© Enter Identifiers to Search

(Please enter one identifier per line. Processing time increases with number of inputs.)

’
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DTXSID9020374
DTXSID9020827
DTXSID2022678
DTXSID4023381
DTXSID9044164
DTXSID7032004
DTXSID4022361

DTXSID8021771

o @ DISPLAY ALL CHEMICALS or @ CHOOSE EXPORT OFTIONS

C] Structure DTXSID Preferred Mame = CASRN Maono. Mass = Mol Formula
| /] | v Rl | v
DTXSID2022678

O " Diezluzamic F0357-06-2 430081047 ClEHI4raNz045
0

(R.R)-Fenvaerae

C25H22CINO3




Batch Search — List Filtering

’
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tomize Export Results
(4] Your file will be exported in Microsoft Excel Format (.xIsx)

Select All columns available

Presence in Lists

Chemical Identifiers Metadata
Curation Level Details (] Tite = | B==ilem =
safety Data I | ¢/ v
NHANES/Predicted Exposure AQ CFR 1164 Dasignation of Hazardous Substances A
Data Sources (Above Ground Storage Tanks)

AQCFR355 Ex
Threshold Planning Quantities

ely Hazardous Substance List and

Include ToxVal Data Availability 40CFR355 &

IUPAC Name Assay Hit Count e )
s e ACSREAG LIST: ACS Reagent Chemicals
Number of PubMed Articles VALUES O
AEGLVALUES (4 AEGLS: Acute Exposure Guideline Levels
Structures PubChem Data Sources
Mol File ALGALTOX & LIST: Algal Toxins
CPDat Product Occurrence Count
SMILES RIS ALLSURFACTANTS & CATEGORY: Surfactants
InChl string PPRTV AMINOACIDS & CATEGORY: Amino acids
AS-Re; i
MEReRdySMILES T wikipedia Article AMPHIBOLES (2 Amphibole minersls
0SAR-Ready SMILES
SRR QC Notes ANTIBIOTICS & CATEGORY|PHARMACEUTICALS: Antibiotics

Include links to ACToR reports CATEGORY[WIKILIST|ANTIMICROBIALS: Antimicrobials

from Wikipedia

Intrinsic and Predicted Properties ANTIMICROBIALS &

Molecular Formula

000000000000

Enhanced Data Sheets ACPSTRESSORS List of Adverse Ouicome Pathway Stressors
MetFrag Input File (Beta) APCRARETRO & LIST: APCRA Chemicals for Retrospectiva Analysis
ToxPrint single fingerprints ARCHEMICALS ANDROGEN: Androgen Receptor Chemicals -
Abstract Sifter Input File >
OPERA Model Predictions = )
Synonyms and |dentifiers
Rows: 319

Related Substance relationships

ToxPrint fingerprints (ChemoTyper)

Associated ToxCast Assays

Download Export file for the chemicals selected



List filtering is very beneficial

Now ~320 lists so new
functionality quickly filters

Select the lists to push flags
into the export file

’
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Presence in Lists

|:] Title %7 = Description %7 =

PEAS

O

¥ Wate I| v

EPAPFASDW & PFAS|EPA: Mew EPA Method Drinking Water

EPAPFASDWS37 PFAS|EPA|WATER: Existing EPA DW Method 537.1

A

EPAPFASDWTREAT 1 PFAS|EPA|WATER: Drinking Water Treatment Technology

EPAPFASNONDW (& PFAS|EPA: Mew EPA Method Mon-Drinking Water
PRASIEPAIWATER: 2FAS with Valiosted £24 Drinking Viater

EPAPFASVALDW &
hMethods

_, WATER|PFAS: PRAS Chemicals containad in the EPA Drinking
PFASTDE & Sommmmmommeneees e b el
Water Treatability Databass




Batch Search Output File...

includes new “Cover Sheet’

y LY 4
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2 \WARNING DO NOT COPY / PASTE THIS DATA Some search terms returned multiple values, copy/paste will result in misaligned data
3 Search datestamp 2022-02-23 12:18:17

4 Search term count 21
5 Found count 15
6 | Not found count 6
7 |Duplicate count 0
2

' DTXSID PREFERRED NAME
1DTXSID4059916 Perfluorobutanoic acid
1DTXSID70191136 Perfluoro-3-methoxypropanoic acid
1DTXSID6067331 6:2 Fluorotelomer sulfonic acid
1DTXSID6062599 Perfluoropentanoic acid
1DTXSID3031862 Perfluorohexanoic acid
1DTXSID1037303 Perfluoroheptanoic acid
1DTXSID00192353 8:2 Fluorotelomer sulfonic acid
1DTXSID60500450 Perfluoro(4-methoxybutanoic acid)
1DTXSID8031865 Perfluorooctanoic acid
1DTXSID30382063 Perfluoro-3,6-dioxaheptanoic acid
1DTXSID8031863 Perfluorononanoic acid
1DTXSID8062600 Perfluoropentanesulfonic acid
1DTXSID5030030 Perfluorobutanesulfonic acid
1DTXSID5062760 2-(N-Ethylperfluorooctanesulfonamido)acetic acid
1DTXSID3031860 Perfluorodecanoic acid

EPAPFASDW EPAPFASDW537 EPAPFASDWTREAT EPAPFASNONDW EPAPFASVALDW PFASTDB

Y - Y Y Y Y
Y - - - Y Y
Y - - Y Y Y
Y - - Y Y Y
Y Y Y Y Y Y
Y Y - Y Y Y
Y - - Y Y Y
Y - - Y Y
Y Y Y Y Y -
Y - - - Y -
Y Y Y Y Y Y
Y - - Y Y -
Y Y Y Y Y Y
- Y - Y Y Y
Y Y Y Y Y Y



Performance Improvement

* The new architecture brings significant performance enhancements
especially for list loading and batch searching

Chemical Identifiers

e List Loading: 5000 chemicals: 7 secs vs 21 secs .

Structures

Mol File

 Batch Search: 5000 chemicals: 2.5 secs vs 81 secs! W e

° Bl 0sAR-Ready SMILES

» Search limitation lifted from 5000 to 10,000 inputs e T
Il ~verage Mass
B !vonoisctopic Mass

Il TEST Model Predictions

Bl 0PERA Model Predictions




New Online Help

sts -

v

plete reb

About = Tools =

About
News

Help

Feedback

Downloads

Cite the Dashboard

Comments

CCD Help Pages

Introduction

Common Navigational
Tips

| Searching CCD

I Simple search

Advanced Search

Advanced: Mass
Search

Advanced:
Molecular Formula
Search

Advanced:
Generate
Molecular
Formula(e)

Batch Search

Details

Executive Summary

’
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Searching CCD

For information about the CCD Batch Search tool, see Batch Search.

Simple search

Simple (single chemical) searches can be done from either the Dashboard homepage, or from the
search box present at the top right of most Dashboard pages. For chemicals, simple searches are
based on preferred name, synonym, CASRN, DSSTOX substance identifier (DTXSID), InChiKey, or
IUPAC name. From the homepage, there are also tabs above the search box to search by product use
category or assay / gene. Product use and assay / gene can only be searched from the homepage.

CompTox Chemicals Dashboard
Search 891,728 Chemicals

Products/Use Categonas. Iy
aj

W identier substring search

CompTox Chemicals Dashboard home page, https://ccte-ccd.epa.gov, with search box marked in red. Note tabs for product use
category and assay / gene above the search box.

SEPA =



How to report comments and bugs S

Urilied Siaies
Erreecnmientsl Probection
AfQency

* Please note that Submit Comments is how we want feedback for
CHEMICAL LEVEL detail. Select relevant text and submit.

* All comments will go directly into Jira for tracking and metrics

hls Dashboard Home  Search ¥ Lists ¥ About ¥  Tools ~ Submit Comments

New Comment

The new Dashboard is a comp] ed on July 12th 2020. @

o Azith ro myci' Details to be submitted with your comment
'('\‘ __T" ,‘I I 8390 5-0‘] _5 | |: | Text selected: Azithromycin

i N Found On: February 23 2022, 10:01:19 AM

~a Searched by DTXSID8

Original Query: /dashboard/chemical/details/DTXSID8030760

Browser: Mozilla on Win32
Chemical Details

= williams.antony@epa.gov I

H:c\ @ | It would be ideal to map other Azithromycin

isomers as related substances for this chemical |
tment of a number of bacterial infections. This

4 d certain other intestinal infections. Along witt

m intravenously with doses once per day.

ind upset stomach. An allergic reaction, such

Read more

[ P
-~ e e




Highlight text and describe issue

 Highlight any part of the screen and submit comments will

capture the context, URL, date and time etc.

Subtype

Short-term Criti...
Short-term MNegl...
Long-Term, 5L/...
Short-term Mar...

Soil Negligible S...

Risk
assessment
short-term
short-term
chronic
short-term

chronic

chronic

Value

500

15

7

100

0.05

Units Study Type
mg/m3

mg,/m3

mg,/L

mg,/m3

mg/kg

mg/k...

New Comment

Details to be submitted with your comment

Text selected: 106000
Found On: January 21 2021, 7:15:53 AM
Original Query: /dashboard/chemical/hazard/DTXSID7020182

Browser: Mozilla on Win32

= williams.antony@epa.gov

[ | This value should be 106 mg/kg based on Global
Assessment of Bisphenol A in the Environment
Review and Analysis of Its Occurrence and
Bioaccumulation:

https://www.ncbi.nlm.nih.gov/pmc/articles/PMC4
674187/

SEND A

’
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Comments are all viewable

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

Comments

& EXPORT ~

Chemical Name LT

(E.E)-Propyl 2, d-hexadienoats

Benzoic acid, 4-hydroxy-3-methaxy-, ethyl e

W]
=1

v]

2-bromoallyl 2,4,6-tricromophanyl ethe

2.4-Difluoro-3-(11.1,2,3,3,3-heptaflucropropan-2-yljazete

]

¥

Chemical Comments

Comment

You seem to have the name 2.4-Hexadienocic acid, propyl ester, (2E4E)- 2.4-
Hexadienoic acid, propyl ester, (2E.4E)- on file twice as a synonym !! The name (E.E)-
Propyl 2.4-hexadiencate is a bad one, stereo belongs with the acid end, not the
ester/alcohol end 77 | would remove it | You could add FEMA-4614 UNII-1579567HXI
PubChem CID 5368950 MFCDO00457385 Barrie

Consider adding Ethyl vanillate as a commeon synonym. See for example:
https://www.sigmaaldrich.com/US/en/product/aldrich/s459267

Should be "ether”, not “ethe”

https://comptox.epa.gov/dashboard/calculation-details?model_id=228search=804377
This link is not loading the page

’
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Status =

Rasolves

Resolved

Rasolves




Work in Progress

« Data updates in preparation — >1.2M chemicals release next

CAS Common * [ncorporation of some of the
Chemistry™ expands Common Chemistry™ data,
collection of publicly specifically without structures
available chemical  Addition of structures is ongoing
information methodical curation

COLUIMBUS,IOhio, March 17,20.21.—(??\8,.3 dilv.isi-on oftht?American ° Increased efforts mapplng parents
o ione s xpanid the GAS Common Ghemisy cemutce T to metabolites and degradants and
oo Chmeioy o prevides oot ormation o nenty polymers {o monomers

500,000 substances from CAS REGISTRY®. The collection represents

substances commonly found in consumer products, on regulatory lists * 108 Of neW IiStS added and eXiSting
and as part of introductory chemistry curricula. . .
: — lists updated where possible




Work in Progress P

 Structure/substructure/similarity search module in development

Q Search by Name, CAS, SMILES, DTXSID, DTXCID, InChl or InChiKey Search

E‘;B@lf‘\u—qu:m%vlﬁ&vo&)\@ ubstruc
¢' 9 o Min similarity: 0.85 Similarity-type:

® Tanimoto hd

ructure ISIGNERIYE Molecular Formula | Molecular Weight

B B
|

Elements must be included: Elements must be excluded:

H

Cc

N

O eg.CFH . eg.CFH .
HN—GCHg S
=
F

O‘ Cl
[ 1 Br
Q) \
2. i
>R1 1

4 Tabsl
O

‘000 0AOO| e
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Access the CCD-API

* We WANT you to use the underlying data

* API (application programming interface) servicing the Dashboard
will go public this year

* Previous users of ACToR web services are encouraged to use the
CompTox Chemicals Dashboard APl (CCD-API) when available



Summary and Conclusion

2 * A much-needed re-architecture has
e been successfully delivered

2 EPA's CompTox

% micals Dashp i
Cb@% %f che ChemleWBnhbgl? rd&\‘? ,359#0 o

’?@ | List...n %Dther Ljsts ~ (UserInteractions) & '@“(\0\

A ApLListS Acro;i ¢ Aggregated Public Data “@h T h - t f f t

SrELD s . * This sets us up for more frequen

] i : - uncn?na se‘ ata . .

4 S| |l sz i ivo Dot N\ data releases and is a foundation
Q |nVitraI|JB ¢ In Vitro Assay Data (ToxCast, Tox21) . .
List1 | . -
{:E - ,_;\. : | = Chen};op: Engggrcet’gé‘a}ifnperty Data fO r n eW fu n Ctl O n a I Ity
o F Models |

Documentation f
Predictive Model

* Thank you for all of your feedback
and support to this point




Acknowledgments

* Feedback and follow-up is welcomed! Your
guestions help

» Use the comments system to provide
feedback

* Thanks to all data providers, the software
development and infrastructure teams, our
scientific staff and our management for
support and guidance
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Transition of Product Owners

 AJW has been Dashboard product owner for 6 years & 11 releases
* A whiteboard idea went proof-of-concept to production application

« The NEW product owner is Dr Nisha Sipes.
Assistant Center Director for Research
Translations & Program/Regulatory Support
for the US EPA Center for Computational
Toxicology and Exposure (CCTE)

« Sipes.Nisha@epa.gov



mailto:Sipes.Nisha@epa.gov

New Tools in Development

Environmental Topics

Computational
Toxicology Chemicals
Dashboard

(CompTox Dashboard)

Laws & Regulations About EPA

Ecological Toxicity
Tool (EcoTox)

Search EPA.gov n

Rapid Exposure and
Dose Tools (ExpoCast)

Rapid Toxicity Tool
(IlappidToxl A

Llurature Mlnln
' Tool (Abstract S r)

.---“'1"""
.d--"'uu

uence Al Ignment
to redict Across
es Susceptibility
( APASSI

Toxicity Estimation
Software Tool

wEPA

Urilied Siaies
reronmiental Probection
Agency

* The center continues to work on
new tools available via the portal
https://comptox.epa.gov/

 The latest tool added is the new
GenRA release...



https://comptox.epa.gov/
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