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The US EPA's CompTox Chemistry Dashboard provides access to
various types of data associated with ~760,000 chemical
substances. These data include experimental and predicted property
data, high-throughput screening assay data and hazard and
environmental exposure data. With millions of individual data points
and annotations associated with hundreds of thousands of
chemicals, data quality is a priority. With tens of thousands of
individual users per month browsing the data on the dashboard, the
ability of users to provide feedback has allowed us to identify,
confirm and address issues in the data. This has required the
implementation of novel approaches for data feedback via the user
interface that include general feedback on the dashboard and down
to individual data points contained in a table. We are presently
investigating ways to garner feedback on our ToxCast bioassay data
to facilitate the curation of tens of thousands of data points. This
presentation will provide an overview of our existing capabilities in
the CompTox Chemistry Dashboard for gathering crowdsourced
gata from the user base and its impact on assisting in the curation of
ata.
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National Center for Computational Toxicology
established in 2005 to integrate:

— High-throughput and high-content technologies

— Modern molecular biology

— Data mining and statistical modeling

— Computational biology and chemistry

Researching computational approaches to

quickly evaluate the safety of chemicals for
potential risk.

Outputs: a lot of data, models, algorithms and
software applications



Early Dashboard Application
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The CompTox Dashboard

* A publicly accessible website delivering access:
— New entry portal for all NCCT dashboards
— ~762,000 chemicals with related property data

— Searchable by chemical, product use, gene and assay
(ToxCast)

— Experimental and predicted physicochemical property data
— “Bioactivity data” for the ToxCast/Tox21 project

— Generalized Read-Across (GenRA) module

— Links to other agency websites and public data resources
— “Literature” searches for chemicals using public resources

— “Batch searching” for thousands of chemicals
— DOWNLOADABLE Open Data for reuse and repurposing



CompTox Portal SEPA

Erreircnmentsl Protection
Agency

Environmental Topics Laws & Regulations About EPA Search EPA.gov

_' ated
B UDIiCIyJAVailable
o ot - X High-thraughput

TR | '“"'"'

Downloadable Data

Discover. Connect. Ask.

Accessibility Data.gov Contact Us
EPA Administrator Inspector General Hotlines 5




CompTox Dashboard

https://comptox.epa.gov/dashboard

United States .
" Environmental Protection Home Advanced Search Batch Search Lists «  Predictions  Downloads
Agency

United States
Erreircnmentsl Protection
Agancy

m Product/Use Categories = Assay/Gene

Identifier substring search

762 Thousand Chemicals

See what people are saying, read the dashboard commenis!
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CompTox Dashboard
Chemicals
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[Q Bisphenol A
-
Bisphenol A
DTXSID7020182
Bisphenol A bis(2-hydroxyethyl ether) diacrylate
DTXSIDG066II1
Bisphenol A bis(2-hydroxyethyl ether) dimethacrylate
DTXSID1066992
Bisphenol A bis(2-hydroxypropyl) ether
DTXSID8051592
Bisphenol A carbonate polymer
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« >
Bisphenol A diglycidyl ether
DTXSID6024624
Bisphenol A glycidyl methacrylate
DTXSID7044841
Bisphenol A propoxylate diglycidyl ether
DTXS8iD10393098
Bisphenol A propoxylate glycerclate diacrylate
DTXSiD40400126
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ompTox Dashboard

Products and Use Categories

2 ) United States :
"’- Environmental Protection Home Advanced Search Balch Search  Lisis »  Predictions Downloads

Agency

United States
Erreircnmentsl Protection
Agancy

762 Thousand Chemicals

[Q hair color

CPDat PRODUCT category: personal care hair color
hair colors and dyes charactenzed as permanent
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chemical activators for hair coloring products
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United States

CompTox Dashboard
Assays and Genes
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762 Thousand Chemicals

Chemicals Product/Use Categorie:

[Q estroger]|

GENE: ESR1

estrogen receplor 1

GENE: ESR2

estrogen receptor 2 (ER beta)

GENE: ESRRA

estrogen-related receptor alpha

GENE: ESRRB

estrogen-related receptor beta

GENE: ESRRG

estrogen-related receptor gamma

and curating data, major updates to the batch searching functionality and access to real time predictions for both physiochemical and toxicity endpoints. A list of release notes is available for your

4 review. We look forward to your feedback
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Detailed Chemical Pages
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Bisphenol A (BPA) is an organic synthetic compound with the chemical formula (CHz)2C{CsHsOH); belonging to the group of diphenylmethane
derivatives and bisphenols, with two hydroxyphenyl groups. It is a colorless solid that is soluble in organic solvents, but poorly soluble in water. It has
been in commercial use since 1957

BPA is a starting material for the synthesis of plastics, primarily

Read maore

Intrinsic Properties

Structural Identifiers

Linked Substances

Presence in Lists

Record Information

Quality Control Notes

10

s



| Property

summary

LogP: Octanol-\Water
MMelting Point

Eoiling Point

Walter Solubility
Vapor Pressure
Flash Poind

Surface Tension
Index of Hefraction
Molar Refractivity
Polarizability

Density

KMolar Volume
Thermal Conductivity
Viscosity

Henry's Law
LogKoa: Octancl-Air

156

Physicochemical properties

Summary

Predicted median =
138

360

1.00e-3

3.43e-7

190

Experimental range
332

153 to 156

200

5.26e-4

Predicted range ¥
2.40 fo 3.64
12510 157

343 to 401
Sd4e-4to 1.31e-3
G.63e-3 to 2.5%e-6
185 o 192

45.0

1.60

6&.2

270

11410 1.20

200

150

United States
Erreircnmentsl Protection
Agency

mal/L
mmHg
°C

dyn/cm

cm*3
A3
glem*3
cm*3

MR

1"



OPERA Predicted Properties

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. 5. Judson & A. |. Williams

To cite this article: K. Mansouri, C. M. Grulke, A. M. Richard, R. 5. Judson & A_ J. Williams (2016)
An autnmate}b
datasets use
DOI: 10.108(

Mansouri et al JCheminform (2018) 10:70 " .
https://doi.org/10.1186/513321.018-0263-1 ® Journal of Cheminformatics

To link to th

RESEARCH ARTICLE Open Access

OPERA models for predicting B
physicochemical properties and environmental
fate endpoints

1,23
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Detailed OPERA Prediction Reports

Source

Experimental Values
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PhysPropNCCT

Bisphenol A
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Model Results Model Performance

Predicted value: 2.35 —

Global applicability domain: 7]

Local applicability domain index: 0.8 @ 3
Confidence level: 0.75 @ @ | @
Weighted KNN model
QMRF

S-fold CV (75%) Training [75%) Test [25%)

Q2 RM3E RZ RMSE RZ RMSE
085 080 088 067 088 07e

H o9 HC C,
HiC
0 OH OH
aH
HC
o
cH, HO
HiC
OH
O '— O
BUTANOIC ACID.2-{4-BIPHENYLYL}->-HYDROX_... Flurbiprofen 2,2-Diphenylpropionic acid -0H-2-{4-BIPHENYLYLJHEXANOIC
Measured: 3.2 Measured: 4.18 Mezsured: 289 Mezsured:
Predicted: 3.45 Predicted: 3.83 Predicted: 2.93 Predicted: 3.58
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Access to Chemical Hazard Data
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DataType
Point of Departure -
. Download +
Columns ~ 10 «
More ¥ Priority ¥ Toxvaltype ¥ Subtype ¥ Risk assessmentclass
[ 5 BMDL-10 - chronic
[ 5 NOEL Systemic repeal dose
[ ] 8 NOAEL - reproductive
[ 5 NOEL Systemic repeat dose
E 5 NOEL Systemic  repeat dose
| ] 3 NOEL Systemic repeat dose
[ ] 7 LEL - subchronic
] v nel - chronic
] 5 NOAEL - chronic
[ ¥ nel - subchronic

o= -

Value 4  Units

0609 mg/kg-day
375 markg-day
375 markg-day
375 maikg-day
45 maikg-day
45 ma/kg-day
5 mg/kg-day
5 mgrkg-day
5 markg-day
5 markg-day
BN RIS

Study type -

human

repeat dose toxicity : oral

reproductive

repeat dose toxicity : oral

repeat dose toxicity : oral

repeat dose toxicity : oral

subchronic

reproductive multigeneration

human

subchronic

United States
Erreircnmentsl Protection
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Exposure route ¥ Species ¥ Subsource

- mouse EFSACEF

oral rat =

oral rat -

oral rat =

oral mouse -

oral mouse =

oral rat unpublished_submission
oral rat open_lit

- mouse EFSAAFC

oral rat unpublished_submission

Source

ECHA
HPVIS
ECHA
ECHA
ECHA
ToXRefDB
ToxRefDB
EFSA

ToxRefDB
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Hazard Data from “ToxVal DB”

» ToxVal Database contains following data:
— 30,050 chemicals
— 772,721 toxicity values
—29 sources of data
—21,507 sub-sources
—4585 journals cited
— 69,833 literature citations
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In Vitro Bioassay Screening
ToxCast and Tox21
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Searched by DSSTox Substance Id.

Chemical Activity Summary €)

0 TOXCAST DATA

O ASSAY DETAILS

o Show All
s
3 nuclear receptor
2 g‘ background measurement
cell morphology
L dna binding

steroid hormone

1 IS

ion channel

1
0.00001 0.0001 0.001

- &
e
5
E
5
e
e
.,
; L]
i .
*s e,
Y L | .
* .' :'. ‘
. *
T e
L4 : * _a ]
o L ‘-‘.0 M
! .
. '\‘.‘ De.e o =‘
. . ) A ACS50 (uM)

i
l

0.1

=
=
a

1000

AC50 (uM): 5.73
Scaled top: 5.80 Ea
Assay Endpoint Name: OT ER_ERaERa 0480

Assay Description: 742

Gene Symbol: ESR1

Organism: human

Tissue: kidney

Assay Format Type: cell-based

Biological Process Target: protein stabilization

Detection Technelogy: Protein-fragment Complementation
Analysis Direction: positive

Intended Target Family: nuclear receptor

Description: Data from the assay component
OT_ER_ERaERa 0480 was analyzed into 1 assay endpoint. This
assay endpoint, OT_ER_ERaERa_0480, was analyzed in the
positive fitting direction relative to DMSO as the negative conirol
and baseline of activity. Using a type of binding reporter, measures
of receptor for gain-of-signal activity can be used to understand
the binding at the pathway-level as they relate to the gene ESR1
Furthermore, this assay endpoint can be referred to as a primary
readout, because the performed assay has only produced 1 assay
endpoint. To generalize the intended target o other relatable
targets, this assay endpoint is annotated to the 'nuclear receptor
intended target family, where the subfamily is ‘steroidal’
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In Vitro Bioassay Screening
ToxCast and Tox21

2 ) United States
S Environmental Protection
\’ Agency

RELATED SUBSTANCES

SYNCNYMS

b LITERATURE

LINKS

COMMENTS

Home Advanced Search

X Download w

Columns ~ 10 «

Name

@ ACEA_T470_80hr_Nagative

@ ACEA_T470_8Ohr_Fositive

@ APR_HepG2_CellLoss_24h_dn

@ APR_HepG2_MitoMass_24h_dn

@ APR_HepG2_MitoMembPot_24h_dn

@ APR_HepG2_OxidativeStress_24h_up

@ APR_HepG2_CellLoss 72h_dn

@ APR_HepG2_MitoMembPot_72h_dn

@ APR_HepG2_MitoticArrest_72h_up

€ APR_HepG2_OxidativeStress_72h_up

Baich Search  Lists w

Predictions  Downloads

Description

SeqaPASS

Gene Name + AOP

NP_0001162 &

ESR1 200

Showing 110 10 of 161

Event  HitCall =

- ACTIVE
1181 ACTIVE
- ACTIVE
- ACTIVE
- ACTIVE
= ACTIVE
- ACTIVE
= ACTIVE
- ACTIVE

- ACTIVE

records

Top ¥

355
109
1.20
0.874
5.92
120
449
27
166

180

= ==

4

Scaled Top ¥

165
449
1.81
176
7.07
1.47
5.05
369
117

165

Last

Show Inactive

0381

106

109

1.0

110

952

853

847

106

Agency

Show Background

United States
Erreircnmentsl Protection

logAC50 * Intended Target Family
182 cell cycle

-0.419 nuclear receptor
202 cell cycle

204 cell morphology
1.04 cell morphology
2.04 cell cycle

198 cell cycle

193 cell morphology
193 cell cycle

202 cell cycle
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S Environmental Protection
\’ Agency

PROPERTIES

ENV. FATE/TRANSPORT

HAZARD

» ADME

» EXPOSURE

* BIOACTIVITY

TOXCAST. SUMMARY

PUBCHEM

TOXCAST. DATA

TOXCAST. MODELS

SIMILAR COMPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

SYNCNYMS

b LITERATURE

LINKS

COMMENTS

Advanced Search

In Vitro Bioassay Screening
ToxCast and Tox21

Batch Search  Lists »  Predictions Downloads

Assay Selection 1 Selected n‘ { A Single Assay Can Have Multiple Charts

# Active [/ Inactive
Filter

Assay Sel: ER (1 of 18 Selected)

¥ ACEA_T47D_80hr_Positive

ATG_ERE_CIS_up

ATG_ERa_TRANS_up

NVS_NR bER

NVS_NR_hER

NVS_NR_mERa

OT ER_ERaERa_0430

OT_ER_ERaERa_1440

OT ER_ERaERb_0480

OT_ER_ERaERb_1440

OT_ER_ERBERb_0480

OT ER_ERDERb_1440

OT_ERa_EREGFP_0120

AT CD~ EDCAED ndon

7| ACEA_T47D_80hr_Fositive

HITCALL ACT
Sisphenol A (8
DTXSID702
THD11829

r r
Pavertugy fativiy
Pavertugy fotiviy

7 ACEA_T47D_80hr_Positive

HITCALL ACTIVE
Sisghenal A

Erreircnmentsl Protection

Number of Charts: 6 E \

KED(0 )




Sources of Exposure to Chemicals

2 ) United States .
\". Environmental Protection Home Advanced Search Baich Search Lisis v  Predictions Downloads
Agency

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.
DETAILS

EXECUTIVE SUMMARY 3
== Download +

PROPERTIES Columns v | 10 ~

ENV. FATE/TRANSPORT

HAZARD manufacturing, metals

» ADME adhesive

» EXPOSURE
CHEMICAL WEIGHT FRACTION
CHEMICAL FUNCTIONAL USE
TOXICS RELEASE INVENTORY
MONITORING DATA
EXPOSURE PREDICTIONS

PRODUCTION VOLUME

Product and Use Categories (PUCs) o

¥ Gategorization type ¥ Number of Unique Products
CPCat Cassette 17
CPCat Cassette 17
CPCat Cassette 16
CPCat Cassette 12
CPCat Cassette "
CPCat Cassette 8
CPCat Cassette 8
CPCat Cassetie 8
CPCat Cassette 7
CPCat Cassette 6

== < n 2 3 4 ] 6 7 8 9 10 = =»  Last

United States
Erreircnmentsl Protection

Agency
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Sources of Exposure to Chemicals

2 ) United States
S Environmental Protection
\’ Agency

Home Advanced Sear

Batch Search  Lisis v Predictions  Downloads

United States
Erreircnmentsl Protection
Agancy

DETAILS
EXECUTIVE SUMMARY
PROPERTIES
ENV. FATE/TRANSPORT
HAZARD
» ADME
w EXPOSURE
PRODUCT & USE CATEGORIES
CHEMICAL WEIGHT FRACTION
CHEMICAL FUNCTIONAL USE
MONITORING DATA
EXPOSURE PREDICTIONS
PRODUCTION VOLUME

w BIOACTIVITY

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

Print Page

2015 TRI Factsheet: Chemical - 4,4'-ISOPROPYLIDENEDIPHENOL, 000080057

Data Source: 2016 Dataset (released March 2018)

Toxics Release Inventory

The Toxics Release Inventory (TRI) tracks the management of certain toxic chemicals that may pose a threat to human health and the environment. Certain industrial facilities in the U.S. must report
annually how much of each chemical is recycled, combusted for energy recovery, treated for destruction, and disposed of or otherwise released on- and off-site. This information is collectively referred to as

production-related waste managed.

Map of TRI Facilities Reporting 4,4'-ISOPROPYLIDENEDIPHENOL
»

p CANADA
+ *
L
.‘".)’. o 0"
R AU NITED L
w STATE®

MEXICO

Quick Facts for 2015

Number of TRI
Facilities:
Total Production—
Related Waste
Managed-
Total On-site and
Off-site Disposal
or Other
Releases:
Total On-site:

s Air:

» Water:

e Land:

Chemical
120

15.8 million Ibs

2.5 million Ibs

39.4 thousand Ibs
28.7 thousand Ibs
4.4 thousand Ibs
6.2 thousand Ibs

United States
22,130

27.1 billion Ibs

3.4 billion Ibs

2.9 billion Ibs

686.4 million Ibs

198.2 million lbs

2.0 billion Ibs -
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Generalized Read-Across (GenRA

DETAILS

EXECUTIVE SUMMARY

PROPERTIES

ETRANSPORT

AST: SUMMARY

PUBCHEM

AST: DATA

XCAST: MODELS

OUNDS

GEMRA (BETA)

RELATED SURSTANCES

SYNONYMS

» LITERATURE

United States
Erreircnmentsl Protection
Agancy

Bisphenol A
80-05-7 | DTXSID7020182

Searched by Expert Validated Synonym.

Step Two: Data Gap Analysis & Generate Data Matrix

Invivodata v | €

Summary Data Gap Analysls 1]

Melghbors b= Chem: Morgan Fgrprte  w | Fliter by: Group: ToxRef w By:| ToxFingerprint w

o

A42-Methyiula

Diatryistiloastrol

Bisphani A
A-{4-Hporoeypin..
Mzl paraban

tar-Butyifydrog... 44

garanalogs| 10 e Aoamincphan m -
Run Read-Across GenRA ¥ Min#:| 0 L Min-:| 0 L Filter: Similarity Weight: Download: | Filetype ¥
10@ 0.48 0.45 f 029 028 0284 028 0264 B 028 254




dentifiers to Support Searches

2 ) United States
S Environmental Protection Home
\’ Agency

DETAILS

EXECUTIVE SUMMARY

PROPERTIES

ENV. FATE/TRANSPORT

HAZARD

» ADME

» EXPOSURE

-

BIOACTIVITY

SIMILAR COMPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

T
» LITERATURE

LINKS

COMMENTS

Advanced Search  Batch Search  Lists w

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

25 w

Bisphenol A
4,4'-(Propane-2,2-diyl)diphenol

Phenol, 4,4'-(1-methylethylidene)bis-
80-05-7 [[EXE)

BPA

4,4'-Propane-2,2-diyldiphenol

Phenol, 4,4'-(1-methylethylidene)bis-
4-06-00-06717
(4,4-Dihydroxydiphenyljdimethyimethane
2,2-Bis(4-hydroxyphenyl) propane
2,2-Bis(4-hydroxyphenyl)propane
2,2-BIS-(4-HYDROXY-PHENYL)-PROFANE
2,2-Bis(4-hydroxyphenyl)propane
2,2-Bis(p-hydroxyphenyl)propane

2,2-Dif4-Hydroxyphenyl) Propang

Predictions  Downloads

Valid

Valid

Valid

Valid

Valid

Valid

Valid

Beilstein

Good

Good

Good

Good

Good

Good

Good

United States
Erreircnmentsl Protection
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Literature Searches and L SEPA

Erreircnmentsl Protection
Agancy

(o) United States ,
\-’. Environmental Protection  Home Advanced Search Batch Search Lists #  Predictions Downloads Submit Comment —
Agency

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

DETAILS 1) Select PubMed starting point query then 2) click on Retrieve. Optionally, edit the query before retrieving.
, v "80-05-7" OR "Bisphenol A"
EXECUTIVE SUMMARY | Select a Query Term ‘ P
Select a Query Term £
PROPERTIES Hazard

Fate and Transport
Metabolism/PK/PD
ENV. FATE/TRANSPORT Chemical Properties
Exposure

Mixtures

IMale Reproduction
Androgen Disruption

¥ LITERATURE Female Reproduction
GeneTox
Cancer
GOOGLE SCHOLAR Clinical Trials

Embryo and embryonic development
Child (infant through adolescent)
Dust and Exposure

Food and Exposure

Water and Exposure

Algae

PUBMED ABSTRACT SIFTER

PUBCHEM ARTICLES

PUBCHEM PATENTS

IRIS
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Abstract Sifter — PubMed Integration

DETAILS

EXECUTIVE SUMMARY

PROPERTIES

ENV. FATETRANSPORT

HAZARD

ADME

EXPOSURE

BIQACTMTY

GEMRA (BETA)

SIMILAR COMPOUNDS

RELATED SUBSTANCES

SYMONYMS

« LITERATURE

GOOGLE SCHOLAR

FUBMED AESTRACT 5

PUBCHEM ARTICLES

PUBCHEM PATEMNTS

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance |d.

1) Select PubMed starting point query then 2] click on Retrieve.

Hazard

:

To find articles quickly, enter terms to sift abstracts.

118 of 118 articles loaded ..

United States

Erreircnmentsl Protection

Agency

Opticnally, edit the query before retrieving.

encd A7) AND (MOAEL or NOEL OR LOEL or Rfd OR
concentration” OR “sdverse effect level Ttiab] OR "cancer shope

reierence

AL LR F W | D'ownload Sifter for Excel

24

FMID | Year | Title Authors Jeurnal Rew
20573712 | 2018 | Urinary bisphenol anslogues and triclosan in children from south China and implications f... | Chen; Fang; Ren; Fan; Zhang; Liu; Zhou; Chen; Yu;... | Environmental pollution (Barking, Essex : 1887)
20306804 | 2018 | Phosphorus flame retardants and Bisphenol A in indoor dust and PM2.5 in kindergartens ... | Deng; Li; W, Richard; Wang; Ho Environmental pollution (Barking, Essex : 1887)
28282159 | 2017 | Presence of diphenyl phosphate and aryl-phosphate flame resardants in indoor dust from . | Bjrmsdottar; Romers-Garela; Borrull; 42 Boer; Rubi... | Environment international
20172838 | 2017 | Bisphenol A and Bisphenaol 5 release in milk under household conditions from baby bottle... | Russo; Barbato; Cardone; Fattore; Albrizio; Grumette | Journal of environmental science and healh. Part. ...
20097150 | 2017 | Prenatal bisphenal A {BFA) exposure alters the transcriptome of the neonate rat amygdal... | Arambuls; Jima; Patisaul MNeurotoxizology
28082642 | 2017 | Systematic Review and Meta-Analysis of Early-Life Exposure to Bisphenol A and Obesity... | Wassenaar, Trasande; Legler Environments| health perspectives 4
28390130 | 2017 | Effects of perinatal bisphenol A exposure on the volume of sexually-dimorphic nuckei of ju_.. | Arambuls; Fuchs; Cao; Patisaul MNeurotoxizology
28041708 | 2017 | Delayed onset of puberty in male offspring from bisphenol A-treated dams is followed by t.. | Oliveira; Romano; de Campos; Cavalling Oliveira; R... | Reproduction, fertility, and development
28008485 | 2017 | Effect of bisphenol & on reproductive processes: & review of in vitre, in vive and epidemiol... | Tomza-Marcinizk; Stepkowska; Kuba; Filarezyk Journal of applied toxicology © JAT v
28503266 | 2017 | Inhalation Toxicity of Bisphenol A and Its Effect on Estrous Cycle, Spatial Learning, and M... | Chung; Han; Lee; Lee Toxicological research
28377091 | 2017 | Dervation of an oral Maximum Allowable Dose Level for Bisphenol A. Goodman; Peterson; Hixon; Pacheco Shubin Regulstory toxicolegy and pharmacology : RTP v
28257732 | 2017 | Bisphenol A release from orthodentic adhesives measured in vitre and in vivo with gas ch... | Morsira; Mates; de Souza; Brigante; Queirez; Roma... | American journal of orthedentics and dentofacial ort...
28210029 | 2017 | Wersatile transduction scheme based on electrelvie-gated crganic field-effect transistor us... | Piro; Wang: Banacudia; Tibakdi Anguetin; Moél; Rei... | Biosensors & bieslectronics




Abstract Sifter for Excel SEPA

Erreircnmentsl Protection
Agency

FIOOOResearch

Open for Science

BROWSE GATEWAYS HOWTOPUBLISH ~+ ABOUT « BLOG

'.] Check for updates |I|
SOFTWARE TOOL ARTICLE METRICS
Abstract Sifter: a comprehensive front-end system to
PubMed [version 1; referees: 2 approved] 629
VIEWS
B2 Nancy Baker (", Thomas Knudsen?, Antony Williams (&) ?
+ Author details 118
DOWNLOADS
-
v‘:' This article is included in the Chemical Information Science gateway.
=% Get PDF
== Get XML
Abstract e
(3 Export
The Abstract Sifter is a Microsoft Excel based application that enhances existing search capabilities
of PubMed. The Abstract Sifter assists researchers to search effectively, triage results, and keep @ Track
track of articles of interest. The tool implements an innovative “sifter” functionality for relevance
wmamleimime mbiiiemes #lhm wmmmmealee o oiemes e fremd aetialan A fmtaennt aialdhs Tha 30l Alan fficna e Frnsil
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External Links to ~80 websites

23 United States
g Environmental Prote
\’ Ageancy

DETAILS

EXECUTIVE SUMMARY

FROPERTIES

ENV. FATETRANSPORT

HAZARD

) ADME

)} EXFOSURE

b EIDACTMITY

SIMILAR COMPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

SYNOMNYMS

b LITERATURE

Home Advanced Search Babch Search Lists v

Bisphenol A

Predicions  Downloads

80-05-7 | DTXSID7020182

Searched by Approved Name.

General

2| EPA Substance Registry Ser

@ Household Products Database

Chemical Entities of Biclegical Interest
(ChESI)

PubChem
Eo{ Chemspider
& CPCat
% DrugBank
amp HMOE
W Wikipedia
Q MSDS Lookup
ChEMEL
Q, Chemical Vendors
[ CalEPA Office of Emvironmental Health
Hazard Assessment
[ MIOSH Chemical Safety Cards
W ToxPlanet
n ACS Reagent Chemicals
W Wikidata
ﬂ ChemHat: Hazards and Altemnatives
Toolbos

_ * o
:

COMMENTS

SerubChemn
ECHA Brief Profile
§°| ECHA Infocard

M Chemagora

dicology

8§ ACToR,
0L DirugPorts

CCRIS
.
Pl Spi® o

E

Chemview

aeChamPorts
Gene-Tox

HSDE

EEE o @

—

Analytical
@ FOR-IDENT
th Perspectives 4 MEMI: Mational Environmental Methods
Index
RESC Analytical Abstracts
& T2 Analytical Data

+ Program

w MOMA: MassBank Morth America
w mzCloud
NE MIST IR Spectrum

NE NIST MS Spectrum

an Profiles

=

Search Engine

zarch

United States

Erreircnmentsl Protection

Agency

Prediction

W) 2D NMR HSQC/HMBC Prediction
W) Carbon-12 NMR. Prediction

W) Froton NMR Prediction

o ChemRTP Predictor

& LSERD
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Integrated Linkouts

Cat

IgBe

eChemPortal provides free public access to information on properties of
chemicals. Direct links to collections of chemical hazard and risk

information prepared for govermment chemical review programmes at h
. . . . ' ¥
national, regional and intermational levels are obtained.

e

ipedia ® e@hemlﬂnrtal & Google Scholar
D53 Lookup ! Gerle-Tox & Google Patents

Agency

United States
Erreircnmentsl Protection

0 _MSDS | ookun Gene-Tox GG
The International Chemical Safety Cards (ICSC) summarize essential bp
health and safety information on chemicals for their use at the
—- — g P
EER HIOSH Ghemi!ljl Safety ... ! & IR
. - il i _ Lad i LT e T b —
mllj = Fi TUTY l AT
€l Comparative Toxicogenomics Database is a robust, publicly available A
-, database that aims to advance understanding about how environmental
exposures affect human health.
at —— S
Bank @CiD & Google Books
| I 2
hedia ®: mPortal & Google Scholar




United States

Integrated Linkouts
Comparative Toxicogenomics DB et o

CONTACT US
‘o Ctd IMuminating how chemicals affect human health.

Chemicals ¥ ||Mame, GAS RN, ID ?
Comparative Toxicogenomics Database
m_
O Propylene Glycol

I s s T N Y4 s TR d ™y
| Basics | Gene Interactions | Genes | Diseases I Phenotypes | Comps | Pathways | [={a] | | | References |
?

These diseases are associated with Propylene Glycol or its descendants. Each association is curated ([ marker/mechanism and/or [l therapeutic) and/or inferred (via a
curated gene interaction).

Disease categories [Show chart]

Disease category ————— rAssociation type
Filter by (ALL v (ALL v ]
1-50 of 240 results.
||"‘First 4 previous 1|2|3|4|5|F Next|HLast|
Direct Enrichment Inference
Chemical Disease Evidence Analysis Inference Network Score References
1. Propylene Drug-Related Side Effects and Adverse | [+ 1Gol+!] €3 2 genes: ascca | ascca 4.09 5
Glycol Reactions
2. Propylene Acute Kidney Injury M| [+ 1Gol+] €3 2 genes: 1.5 | TaFB1 3.78 3
Glycol
3. Propylene Chemical and Drug Induced Liver Injury [ 4TG0l €3 2 genes: ascca | 1Le 2.82 5
Glycol
4. Propylene Kidney Diseases (M | 1 gene: TGFB1 2.54 4
Glycol -
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Not just chemical “structures”

« Chemicals in commerce, of interest to the
EPA, are not all easily represented by
structures

 Different chemical substances supported

— Chemical structures

— “UVCB chemicals” - Unknown or Variable Composition,
Complex Reaction Products and Biological Materials

— Metabolites and transformation products
— Homologous series as Markush Structures
— Curated classes of chemicals

29



UVCB Chemicals SEPA

Erreircnmentsl Protection
Agency

(C10-C16) Alkylbenzenesulfonic acid
68584-22-5 | DTXSID2028723

Searched by DSSTox Substance Id.

Intrinsic Properties ]

DETAILS

RELATED SUBSTANCES
ELATED SUBSTANCE O
| | Presence in Lists v

O:S_OH Federal

Safer Choice Chemical List TO¥215L: Tox21 Screening Library TSCA Workplan Step 2 Chemicals

EPAHFR - EPA Chemicals associated with hydraulic fracturing

| US State

\ Mone.
Alkyl

International

CLEM RapidTox Chemicals. REACH Dossier Chamicals

Other

List d in Swiss (2014} EDSP Universe TSCAACTIVE

EPA Chemicals associated with hydraulic fracturing
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3 Xylenes
1330-20-7 | DTXSID2021446

Searched by DSSTox Substance Id

RELATED SUBSTANCES

CH;

'\} DETAILS

RELATED SUBSTANCES

Download / Send -

Sortby: Relationship

DTXS!

Searched Chemical

CASRN: 1330-20-

Wikipedia

Gresk 0ko, o, “wood”), xylol or dimethylbenzene is any one of three isomers of dimethyioenzene, or a8 combination thereof. With the
)2CcH,, each of the three compounds has a central benzene ring with two methyl groups attached at substituents. They are all colorless,
flammable liquids, some of which are of great industrial value. The mixture is refermed to as both xylene and, more precisely, xylenes

Read mare

Intrinsic Properties

Presence in Lists

Record Information

& chemicals

- b} Filter by:

Predecsssor Component Predecessor: Companent

CHy
4 related chemical

structures with this
substance

4 related chemical
structures with this
substance

Hylenes: defined midure 1
DTXEID: DTXEIDB021421
CASRN: NOCAS_ 21421

Hylenas; defined mixtu
DTXEID: DTXSIDT
CASRN: NOC,

CH,

DTXS!

Markush Child

o-Xylene
: OTXEI02021807
CASRMN: 25-47-3

Mariush Child

CH
’ H;L_Q_LHA

p-Mylene
DTXSID: DTXSID2021358
CASRM: 108-42-3

Markush Child

CHy

CHy

m-Hylene
DTXEID: DTXSIDE026298
CASRN: 105-28-2

United States

Erreircnmentsl Protection

Agency

Select all

Hide

Pradecessor: Component

5 related chemical
structures with this
substance
Total Pefroleumn Hydrocarbons (TPH)

DTXSID: DTXSID30881529
CASRM: NOCAS_881520

Transformation Product

MN-Banzoylalanine
DTXEID: DTXSID40176204
CASRM: 2185-64-3




Transformation Products

EPA:

DETAILE

EXECUTIVE SUMMARY

FROFPERTIES

EMNV.

RANSPORT

HAZARD

¥ ADWE

EXPOSURE

BIOACTIITY
SIMILAR COMPOUNDS
GENRA (BETA)

D SUBSTANCES

SYNONYN

» LITERATURE

LINKS

Home  Advanced Search  Batch Search

Agency

Lists «

Chlorothalonil

1897-45-6 | DTXSID0020319

Searched by DSSTox Substance Id.

I} 8 chemicals

Dovmnload / Send «

showinfo: [[RERIN EETIE -

Hide

Select all

Sort by: Relationship ~ i Filter by: | 1

Searched Chemica

Transformation Transformaticn Product Transformation Product

HN

4-Hydroy-2,5

amayl2,3,8-trichke
DTXSID: DTXSID90291328
CASRN: NOCAS_801322

moyl-2, ich =Nz
DTXSID: DTXSID105
CASRN: 14273 -7

DTXSID: DTXSID0020310
CASRN: 1897-45-8

Transformation Praduct Transformation

4-garbamoy
DTXSID: DTXS 913
CASRN: NOCAS_201320

CASRN: NOCAE_B

CASRN: NOCAS_B01231

32
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Not just chemical “structures”

e Lists of chemicals

— Submitted lists of chemicals — Federal, State, International
and other general lists

— Growing lists to support specific projects — e.g. ToxCast
phases, algal toxins, our publication datasets
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List of Chemicals SEPA

(s ) United States
S Environmental Protection
\’ Agency

Erreircnmentsl Protection
Agancy

Home Advanced Search Batch Search Lisis w+  Predicions  Downloads

-
Lists of Chemicals
—~ .
e U3eleCt List
Download
Show | 10 v entries Search:
Number of
Lizt Acronym List Name Last Updated Chemicals List Description

40CFR355 40CFR355 2018-01-05 354 Extremely Hazardouws Substance List and Thresheld Planning Quanfities; Emergency Planning
and Release Motification Reqguirements; Final Rule. (52 FR 13378)

AEGLVALUES Acute exposure guideline levels 2015-04-20 174 Acute exposure guideling levels (AEGLs) describe the human health effects from once-in-a-
lifetime, or rare, exposure to airbome chemicals.

ALGALTOX Algal Toxing 2017-11-21 54 A set of algal toxing of interest

APCRA_PRO APCRA Chemicals for Prospeclive Analysis 2018-02-14 204 The APCRA prospeclive case study list of approximately 200 chemicals as of January 2018,
developed by ECHA in consultation with EPA and other pariners

APCRA_RETRO APCRA Chemicals for Retrospective Analysis 2015-02-14 380 The APCRA retrospective case study list of 350 chemicals that have ToxCast/Tox21 data, hitk,
and point-of-departure values that meet case study criteria in Tox\ValDB.

APCRAAPPLIST APCRA Chemicals for Retrospective 2015-05-23 447 The APCRA retrospective case study list of 350 chemicals that have ToxCast/Tox21 data, hitk,

Analysis_App_List_ 448 Chemicals and point-of-departure values that meet case study criteria in Tox\ValDB.This is the EDITABLE

app list

ARCHEMICALS Androgen Receptor Chemicals 2018-05-01 110 The list of chemicals used to identify references with in vitro AR binding . From Kleinsireuer et al
hitp-ipubs.acs.orgfdoi/abs/10.1021/acs.chemraston 600347

ATHENSSUS University of Athens Surfactant and Suspect 2017-07-14 60 ATHEMSS5US is a compilation of suspects, predicted transformation products and surfactants

List screened in wastewater by University of Athens, as described in Gago-Fermero et al 2015, DOI:
10.1021/acs.est. Sb03454
comptox-prod.epa.gov/dashboard/chemical_lists ical 2017-03-11 200 The Agency for Toxic Substances and Disease Registry (ATSDR)is a federal public health -
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Alga

EPA

| Toxins

United States

Environmental Protection  Home Advanced Search Batch Search Lists v Predictions  Downloads

Download / Send -

Sortby: DTXSID ~ i

Dinophysistexin 1
DTXSID: DTXSID00330001
CASRN: 81720-10-7

Maitotoxin
DTXSID: DTXSID10880012
CASRMN: 59382-53-9

54 chemicals

Show nfo: =

Micrecystin YR
DTXSID: DTXSID00E50086
CASRM: 101064-48-8

s

Euglenophycin
DTXSID: DTXSID10850017
CASRM: 1219817-68-2

Filter by:  Mame or C/

o \,."I ) T

7

Finnatoxin G
DTXSID: DTXSID00380102
CASRN: NOCAS_880102

Pectenotoxin-1
DTXSID: DTXSID10880082
CASRMN: 97564-90-4

United States
Erreircnmentsl Protection
Agancy

- Select all =

Hide

4

CTX 4B
DTXSID: DTXSID00S30107
CASRM: 123676-76-6

b

Gonyautoxin
DTXSID: DTXSID10850097
CASRM: 80226-62-6 -
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Mass and Formula Searches

Supporting Mass Spectrometr

Advanced Search@
Mass Searche
+ Min/Max Select Adduct | Meutral ¥
Da + Error Da Da | ppm Search O
Molecular Formula Searche
® M5 Ready Formula €3 Search O
Exact Formula €
Generate Molecular Formulale) @
+ Min/Max
Dia + Error Da | ppm Search Q

Default Options: C[1-50] H[0-100] G[0-20] N[0-20] P[0-20] S[0-10]
Include Halogens: O F[0-20] CI[0-20] Br{0-20] 1[0-20]

36



Advanced Searches

United States
Erreircnmentsl Protection
Agency

Mass Based Search

Mass Search e

- Iz ¥ v

191131 Da + Search Q

s 1 United States
e’ Environmental Protection
\’ Agency

Home Advanced Search Batch Search Lisiks w Predictions  Downldoads

Search Results
Searched by Mass: 191131 +/- 5.0 ppm.

298 of 298 chemicals visible

Download / Send ~

Sortby: Mass Difference - i

Hy HC—,

DEET
CTXSID: DTASID20Z1825
CASRN: 134-62-2
TOXKCAST. 14/582
Mass Dif: 0.000014

DTXSID: DTXSID20174195
CASRN: 20308-43-4

TOKCAST. O

CHy

4 e

A

o CH;
Fhendimetrazine

DTASID: DTASID10Z3447
CASRN: 634-03-7

MN-Butylacetanilide

DTASID: DTASID2042187

GCASRN: 21-48-8
TOXCAST. O

Mass Diff: 0.000014 Mass Diff: 0.000014

oy E£Hy CHy
v, §
=
.

T

MN.M-Diethyl phenylacetamide
DTXSID: DTASID001Ta048
CASRM: 2431-96-1

DTXSID: DTXSIDE01T4228
CASRN: 20320-45-4

CHy  CHy

Benzaldehyde, 4-[diathylamino-2-methyl-

DTAEI0: DTXSID4058041
CASRN: 82-14-8
TOKCAST. 0
Mass Diff: 0.000014

3-(Dimethylamino-2-methylpropiophen. ..
DTSID: DTXEIDE0180798
CASRN: 26171-50-6

Filter by:| Mame or CASRN

[uTl

-

Acetandide, 2' §-diethyl-
DTASID: DTXSIDe0165 148
GASRN: 16665-28-7

TOXKCAST. O

Mass Diff: 0.000014

o, NH,

Z-gthyl-2-phanyl-
: OTXESIDG0 184653
CASRM: 20568-28-8

Select all =
Multicomponent Chemicals -
/l Hy

|
CH,
Azetiding, 1,3-dimethyl-2-(m-methazyp...
DTASID: DTXSID40173560
CASRN: 19832-25-8
TOXCAST. O
Mass Diff: 0.000014

J
0
1-Heptanone. 1-(4-pyridyl}-

DTXSID: DTXSID40135504
CASRN: 32841-30-3 -



Advanced Searches
Mass Based Search

Home Advanced Search Batch Search Lisiks Predictions  Downloads

Search Results
Searched by Mass: 191.131 +/- 5.0 ppm.

298 of 298 chenl’lcals visible

Download / Send ~ Select all ]
sortby: Mass Difference ~ 1} Filter by: M Multicomponent Chemicals -
Structure DTXSID Preferred Name CASRN QT Level CPDat Count Number of Sources PubChem Data Sources PubMed Ref. Counts Monoisotopic Mass Mass Difference

DTXS DEET 134-62-2 Level 1 m m 155 753 191131014 0.000014
Phendimetrazine 634-03-7 Level 2 12 28 ki) 20 191131014 0.000014
MN-Butylacetaniide 91-42-5 Level 2 1 28 0 1 191131014 0.000014
DTXSID4052041 Benzaldehyde, 4-[diethylamino)}-2-methyl- 82-14-3 Level 3 o T 51 [+] 181131014 0.000014
DTXSIDe01G68148 Acetanilide, 2, 6-diethyl- 16565-88-7 Level 4 o 4 =) o 181131014 0.000014
", " -
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Batch Searching

* Singleton searches are useful but we work
with thousands of chemicals!

* Typical questions
— What are the SMILES strings for a list of 1000 chemicals?
— Do any of this list of chemicals have XXX type of data?
— What are the predicted logP values for a list of chemicals?
— Can | get chemical lists in Excel files? In SDF files?
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Batch Searching

Baich Search@

Step 1 Step 2 Step 3

O e (—— e el

Step 4 Step 5 Step &

Step Three: Select Download Data or Display Chemicals

Flease enter one identifier per lina

select Input Type(s)

Identifiers
Chemical Hame )

CASRMN €

InChiKey €3

DSSTox Substance ID )
InChlKey Skeleton €3
MS-Ready Formulale) €)
Exact Formula(e) €)

Monoisotopic Mass

'mical Data

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

Fuel oil, no. 1
Ethylens oxide
Chloromethane
1-Chleropropan-2-one
n-Hexane

Ammonia

Nickel carbonyl
Phosgene

Potassium cyanide

Chlorodimethylsilane -
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Batch Searching

Select Output Format:

e

Customize Results
1 Select All
1 Select All in Lists

Chemical ldentifiers
“ DTXSID @

¢ Chamical Name €)
) CAS-RN €

Ll InChiKey €

L) JUPAC Name €)

Structures
Mol Filz €9
LI SMILES €
L InChl String €9
L) MS-Ready SMILES €)
) QSAR-Ready SMILES €

Intrinsic And Predicted Properties
) Molecular Formula €}

) Average Mass €3

) Monoisotopic Mass €9

) TEST Model Predictions €

) OPERA Model Predictions €3

United States
Erreircnmentsl Protection
Agency

Presence in Lists:

I ICCVAM test method evaluation report: in vitro ocular toxicity test methods
I 40CFR355

I Alist of all PEDEs (Polybrominated diphenyl ethers)

I Alist of all PCBs (Polychlorinated biphenyls)

= A list of polycyclic aromatic hydrocarbons

! Acute exposure guideline levels

1 Algal Toxins

I Androgen Receptor Chemicals

I APCRA Chemicals for Prospective Analysis

! APCRA Chemicals for Retrospective Analysis

I APCRA Chemicals for Retrospective Analysis_App_List_448 Chemicals
L ATSDR Minimal Risk Levels (MRLs) for Hazardous Substances
) ATSDR Toxic Substances Portal Chemical List

I Bisphenol Compounds

' California Office of Envirenmental Health Hazard Assessment
- Chemicals with interesting names

= CMAP

"/ DNT Screening Library

I Drinking Water Suspects, KWR Water, Metherlands

I EDSP Universe

I EPA Chemicals associated with hydraulic fracturing
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INPUT
CEH‘IEDBEEIL"MS Ready |DTXCID701!

CeH1203
CeH1203
CeH1203
CBH1203
CeH1203
CeH1203
CBH1203
CBH1203
CeH1203
CeH1203
CBH1203
CeH1203
CeH1203
CeH1203

FOUND_BYDTXCID_INIDATA_5S

MS Ready | DTXCIDO0S:
MS Ready | DTXCID106
MS Ready | DTXCID105;
MS Ready | DTXCID301
MS Ready | DTXCID402:
MS Ready | DTXCID202!
MS Ready | DTXCID202:
MS Ready | DTXCID109
MS Ready | DTXCID202!
MS Ready | DTXCID303!
MS Ready | DTXCID302
MS Ready |DTXCID407T.
MS Ready | DTXCID704i
MS Ready | DTXCIDV04

LTOXVAL CTOXCAST TOXCAST NUMBER_CPUBCHEM_ STO

Y
67 Y
65 Y
45
3| Y
MY
Ny
30 -
26
24y
22Y
20%
19y
1wy
16Y

"0.36
"0.36
1.42
0.0

0.0
',;2-54

0.0

2/562
1/276
AM13
0/163
0/113
71276

0/113

24
376
b

3
14

g3 Y
gl Y
iy
94 -
oYy
53 Y
Y
b4 -
46 -
47 |-
g9 -
25y
62 -
B4 -
49 -
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Real-Time Predictions

United States
Erreircnmentsl Protection
Agancy

100%

.

L]

00

v
- -

L

IpT

Chral

+_

properties

96 hour fathead minnow LC50
48 hour D. magna LC50

48 hour T. pyriformis 1GC50
Oral rat LD30
Bioaccumulstion factor
Developmental toxcity

Ames mutagenicity

Estrogen Receptor RBA
Estrogen Receptor Binding

Select properties to predict
TEST. B}

* Toxicological

7 Physical properties + —

Ld

L

L

Marmal boiling point
Melting point

Flash paint

\apor pressure
Density

Surface tension
Thermal conductivity
Viscosity

Water solubility

43




Real-Time Predictions

United States

Agency

Property

96 hour fathead minnow LC50

48 hour 0. magna LC50

48 hour T. pyriformis 1GC50

Oral rat LDS0

Bioaccumulation factor

Developmental toxicity
Ames mutagenicity

Estrogen Receptor RBA

Estrogen Receptor Binding

Experimental

Consensus

4477 -Log10{maol/L)
5.954 mg/L

-Log10{mal/L)
mag/L

[AF RS
[T
[e= B w's]

e

4,063 -Logl0{mol/L)
18.039 mg/L

1.758 -Logl0(mol/kg)
3640950 mag,kg

1.797 Logl10
62.700

false
false

w
L]

75 Logl0

(=]
[N
[aa]
=1
&

Hierarchical clustering

4195 -Log10(maol/L)
13.288 mg/L

3.877 -Log10(mol/L)
27.677 mg/L

3731 -Logl0{malsL)
38668 mg/L

1.882 -Logl10({mol/kg)
2172.756 ma/kg

2.202 Logl0
159.310

false
false

-3.078 Loglo
8.255710™

true

Prediction
Single model

3.994 -Log10(mol/L)
21.110 mg/L

4039 -Log10{mol/L)
19.026 ma/L

1.287 Logl10
18.346

false

-3.720 Loglo
1,907+10

true

Group contribution

3478 -Logl10{mol/L)
69.224 mg/L

4.084 -Logl0{mol/L)
17.173 mg/L

3,386 -Logl1Q{mal/L)
85610 mg/L

1.181 Logl10
15,157

false

Mearest neighbor

6.238 -Log10(mol/L)
0.120 mg/L

5.593 -Log10(mal/L)
0.532 mg/L

5,070 -Log10{mol/L)
1.773 mg/L

1.533 -Logl10{mol/kg)
5101.245 mag/kg

2.520 Log10
330.834

true
false

-2.42T7 Logld
0.004

true
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Our support for FAIR Data

I%dable Aocessibie nteroperable
o
LG de

eusable

:
e
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Downloadable Data SEPA

wEPA

United States

Environmental Protection Home

Agency

Erreircnmentsl Protection
Agancy

Advanced Search  Batch Search Lists w Predictions Downloads —

DS5Tox Identifier to PubChem Identifier Mapping File Posted: 11/14/2016

The DSSTox to PubChem ldentifiers mapping file is in TXT format and includes the PubChem SID, PubChem CID and DSS5Tox substance identifier (DTXSID).

SID

316388891
316388890
3163888895
3163888868
316388887
316388886
316388885
316388884

CID
20404
10142816
50742127
15073841
11505215
25021861
2784427
6731

DTXSID

DTXSID30873143

DTXSID70873142

DTXSID40873139

DTXSID20873137

DTX3ID00873135

DTXSIDADAT73133

DTXSIDE0873131

DTXSID00873130 %

D3 5Tox identifiers mapped to CAS Numbers and Names File Posted: 11/14/2016

The DSSTox ldentifiers file is in Excel format and includes the CAS Number, DSSTox substance identifier (DTXSID) and the Preferred Name.
1 |casrn ldsstox_stbstance_ld preferred_name

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
DTXSID2020008
DTXSID7020009
DTXSID6020010
DTXSID6020012

A-alpha-C

Acetaldehyde oxime

Acetamide

Acetaminophen

Acetohexamide
Acetone[4-(5-nitro-2-furyl)-2-thiazolyl] hydrazone
Acetonitrile

Acetoxime

N'-Acetyl-4-(hydroxymethyl) phenylhydrazine
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Work in Progress

* Present work in development
— Real time prediction using OPERA models
— Structure/substructure/similarity search integration
— Ongoing expansion of chemicals
— Release of new ToxCast database (v3_2018)

— Addition of products data from 10s of thousands of
MSDS sheets

— Analytical Data support
* Integration of analytical data for ToxCast/Tox21 data
« Spectral searching against predicted Mass Spectra
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rototype Development

AADashboard

atrazine

Search result EET)  show
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Predicted Mass Spectra

http://cfmid.wishartlab.com/

O CFM-ID % Utilities+ Help Data Publications Contact Us

CFM-ID

Competitive Frugmentot_ion' Modeling for Metabolite Identification

« MS/MS spectra prediction for ESI+, ESI-, and El

* Predictions generated and stored for >700,000
structures, to be accessible via Dashboard

DTXCIDO00916157
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5 60,
E 504
= 401
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201
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1 T T T T T T
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 The EPA CompTox Dashboard provides access to
data for ~875,000 chemicals, ToxCast assays and
associated product use categories

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

Data and functionality increases with every release
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