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* Timely characterization of human and ecological risk posed by
thousands of existing and emerging chemicals is a critical challenge
to protect public health and the environment
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*CAS — Chemical Abstracts Service



<EPA Approach

United States
Environmental Protection
Agency

* Develop a “first-stop-shop” for data as an integration
node for environmental chemical data to support EPA
and partner decision-making:

— Centralized location for relevant chemical data
— Chemistry, exposure, hazard, dosimetry
— Combination of existing data and predictive models

— Publicly accessible, periodically updated, curated

* Ease of access to data results in efficiency and
accelerates chemical risk assessment
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A publicly accessible website delivering:
- ~875,000 chemicals with related property data
- Experimental and predicted physicochemical property data
- Integration to “biclogical assay data” for 1000s of chemicals
- Information regarding consumer products containing chemicals
- Links to other agency websites and public data resources
- “Literature” searches for chemicals using public resources
- “Batch searching” for thousands of chemicals
- Downloadable Open Data for reuse and repurposing
- Many features (only highlighting a few)

- Access to multiple tools (direct data interpolation and predictive) for
multiple disciplines

https://www.epa.gov/chemical-research/comptox-chemicals-dashboard
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875 Thousand Chemicals

m 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

August 9th 2019 - New release (3.0.9) in time for ACS Fall Meeting

August 14th, 2019 at 4:39:37 PM

A new version of the Dashboard has been released in time for the ACS Fall meeting. Included in this release are updates to data in the ToxVal database, an update to the in vitro
database (version 3.2), and the release also addresses a number of minor bugs and includes a short list of additional functionality as described in the Release Motes here.

https://comptox.epa.gov/dashboard
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Bisphenol A
*.|80-05-7 | DTXSID7020182

Searched by DS5Tox Substance Id.

m Wikipedia M
EXECUTIVE SUMMARY Bisphenol A (BPA) iz an organic synthetic compound with the chemical formula (CH,L.CCeHOH): belonging to the group of di hane d and bisphanals, with two hydroxyphenyl groups. It is a colorless solid that is soluble in
organic solvents, but poorly soluble in water (0344 wt % 3t 32 0L
PROPERTIES H3C CH3 BPA i a starting material for the synthesis of plastics, primarily cartain polycarbonates
ENV_FATE/TRANSPORT Read more
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Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

Wikipedia

EXECUTIVE SUMMARY

Quality Control Notes
PROPERTIES | |

H;C CH,
ENV. FATE/TRANSPORT Intrinsic Properties

HAZARD

Structural Identifiers 1
» ADME

Linked Substances Al
» EXPOSURE
P BICACTIVITY

Presence in Lists J
HO OH

SIMILAR COMPOUNDS
Record Information

GENRA (BETA)

I | Citation: US. Environmental Protection Agency. Chemistry Dashboard. https://comptox.epa.gov/dashboard/DTXSIDT020182 (accessed September 03, 2019), Bisphenol A
RELATED SUBSTANCES

Data Quality:

SYNONYMS

Level 2: Expert curated, unigue chemical identifiers using multiple sources

Level 3: Pragrammatically curated from high quality EPA source, unique chemical identifiers have ne conflicts in ChemiD and PubChem

COMMENTS Level 4: Pragrammatically curated from ChemID, unique chemical identifiers have no conflicts in PubChem

Level 5: Programmatically curated from ACToR or PubChem, unique chemical identifiers with low confidence, single public source

(ED STy,
.\,\t‘ Psﬁ._

y Discover. Connect. Ask.

£ 3 i -
5o 1 & Ahout/Disclaimer ACToR Cantact

Grulke et al. Computational Toxicology 12 (2019) 100096
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Bisphenol A
80-05-7 | DTXSID7020182

Searched by D55Tox Substance Id.

& Download = | | Columns ~

Property ¢ Experimental average *  Predicted average
LogP: Octancl-Water 33201 120
Metting Pint 15507) 139
Bailing Peint 200(1) 62
Water Solubility 5264 (1) 9624
Vapor Pressure - 8377
Flash Point = 190
Surface Tension - 460
Index: of Refraction - 160
Molar Refractivity - 622
Polarizability = 270
Density - 117
Malar Valume - 200
Thermal Conductivity - 150
Viscosity = 966
Henry's Law - 12627
Logkoa: Octanol-Air - 838

roperties

Submit Comment

Summary
Experimental median #  Predicted median % Experimental range % Predicted range
243 332 24010364
156 132 15310 156 12510 157
360 200 343 to 401
1.00e-3 526e-4 5354033
34367 - 6832510 25026
190 - 18810192
460
160
682
70
117 - 11410120
200
150
066
12627
838
16 records

atm-m3/mole
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DETAILS

:
Subrit Cor

EXECUTIVE SUMMARY
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Bisphenol A

ENV. FATE/TRANSPORT
o 80-05-7 | DTXSID7020182
Searched by DS5Tox Substance Id.
b ADME DETAILS
w
b EXPOSUEE EXECUTIVE SUMMARY
Summary
B BIDACTIVITY PROPERTIES
SIMILAR COMPOUNDS .
ENV. FATE-TRANSPORT | & Download v | Columns
GENRA (BETA)
HAzARD P * imental ®  Predicted ' imental medi #  Predicted medi * imental #  Pred
RELATED SUSSTANCES roperty Experimental average average Experimental median icted median Experimental range i
» ADME Bipaccumulation Factor - 173 - 172
SYNONYMS
» DPOSURE Bioconcentration Factor 133 93) @35 150 720 170t 250 4371
» LITERATURE
Soil Adsorp. Coeff. (logkoc) - 13423 134243 - 1242
ks P BIDACTIVITY
Atmos. Hydroxylation Rate = 1.642-11 o 1542
o SIM o 5
COMMENTS SIMILAR COMPOUNDS Bindisg Hafdie i 151 . o
GENRA [BETA) Fish Biotrans. Half-Life (Km) 136(1) 163 186 162
RELATED SUBSTANCES 5 racords
SYMONYMS
» LITERATURE
LINKS
COMMENTS
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1] 7 MEG
] T MES
1] 7 MEG
1] v MES
[ T
1] o e
] 5 RD
[ 4
1] 3 D
b 1 RfD

Chemical Hazard Data

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DS5Tox Substance Id.

Subtype

Short-term Critical Air

Short-term Marginal Air

Short-tarm Megligible Air

Sail Negligible Soil

Long-Term, 5L/d Neghgible Water

Reference Dose for Subchronic Oral Exposure (SRD)

Risk assessment class

short-term

short-term

short-term

chronic

chronic

chronic

chronic

«chronic

chronic

chronic

Hazard

Human

Value

106000

0.05

0.05

0.05

06

005

Units

maim3

mg/m3

maim3

mg/kg

mg/ll

ma/kg-day

mag/kg-day

mag/kg-day

ma/kg-day

mag/kg-day

10 records

Swdytype ¥

chronic

Exposure routs %

inhalation
inhalation
inhalation

sail

Species

rat

rat

rat

Submit Comment

Subsource

Ti@ 230 Military Exposure Guidelines Table

T 230 Military Exposure Guidelines Table

TiG 230 Military Exposura Guidslines Tabla

Ti@ 230 Military Exposure Guidelines Table

TG 230 Military Exposure Guidelines Table

Wignall

MSC Table 5

IRIS

EPA/ORNL/OLEM

EPA MCEA

Source b

Don

oD

DOD

oD

DoD

Wignall

Pennsyfvania DEP ToxValues

Chiu

HEAST

IRIS
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Bisphenol A
80-05-7 | DTXSID7020182

Searched by DS5Tox Substance Id.

DETAILS
. - , (2 ) United States .
EHECUTIVE SUMMARY \" Enwmnmgmal Protection Home Advanced Search Baich Search Lists ¥  Predictions Downloads
gency
PROPERTIES

EMV. FATE/TRAMSPORT

50 Bisphenol A
== | 3T |80-05-7 | DTXSID7020182

ADME Searched by DSSTox Substance Id.

-

» DPOSURE DETAILS
Hazard
» BIDACTIVITY
EXECUTIVE SUMMARY
SIMILAR COMPOUNDS DataType
PROPERTIES [ Point of Departure v
‘GEMRA [BETA}
RELATED SUBSTANCES ENV. FATE/TRANSPORT Human [~ Jdes)
& Download + Columns v 0«
» LITERATURE
» ADME
LIMKS - a - a - a a a a a - -
b EXPOSURE More ¥ Priority ¥ Type ¥ Subtype ¥  Risk assessment class ¥ Value™ Units ¥ Study type ¥ Exposureroute ¥ Species ¥ Subsource ¥ Source ¥
COMMENTS E 7 LOAEL Repeated dose toxicity: oral subacute 600 ma/kg-day subacute oral rat eChemPortal ECHA
P BIOACTIVITY
E 7 NOEL Repeated dose toxicity: oral multigenerational reproductive 30 ppm multigeneration oral mouse eChemPortal ECHA
SIMILAR COMPOUNDS
B 7 NOAEL Repeated dose toxicity: oral multigenerational reproductive 300 ppm multigeneration oral mouse eChemPeortal ECHA
GENRA (BETA)
i eated dose toxicity: oral multigenerational repraductive m multigeneration oral mouse eChemPorta
B 7 NOAEL Repeated d icity: oral Itig ional reprod 300 pp Itig i | ChemPortal ECHA
RELATED SUBSTANCES
E 7 NOEL Repeated dose toxicity: oral multigenerational reproductive 75 ppm multigeneration oral rat eChemPortal ECHA
SYNONYMS
E 7 NOAEL Repeated dose toxicity: oral multigenerational reproductive 750 ppm multigeneration oral rat eChemPortal ECHA
» LITERATURE
E 7 NOAEL Repeated dose toxicity: oral multigenerational reproductive 750 ppm multigeneration oral rat eChemPortal ECHA
LINKS
E 7 NOEL - repeat dose 40 mg/kg-day repeat dose oral rat Japan NITE HESS
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Batch Search
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DETAILS

EXECUTIVE SUMMARY

PROPERTIES

ENV. FATE/TRANSPORT

ADME

EXPOSURE

BIOACTIVITY

SIMILAR COMPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

SYNONYMS

LITERATURE

Home

Advanced Search

Lists ¥  Predi

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

ns  Downloads

Batch Search  Lists v

Bisphenol A

_ & Download ¥

Submit Comment

Subtype :

Noncancer

THQ = 01

THQ =01

THQ = 01

THQ =01

THQ = 1

THQ = 1

Predictions Downloads

2 J
»~ 4 180-05-7 | DTXSID7020182
Searched by DSSTox Substance Id.
DataType
[ Screening Level A
Columns ~
More ¥ Priority s Type s

] 4 HBSL

E 2 screening level (residential Soil)

E 2 screening level {industrial soil)

] 2 screening level (tap water)

E 2 risk-based SSL

E 2 screening level (residential Soil)

E 2 screening level (industrial soil)

Hazard

Risk assessmentclass ~ Value®  Units ™ Exposure route s Spe
chronic 300 ug/L oral

chronic 320 mg/kg

chronic 4100 mg/kg

chronic 77 ug/L

chronic 58 mg/kg

chronic 3200 mg,/kg

chronic 41000 mg/kg



wEPA Sources of Exposure to Chemicals
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Bisphenol A
80-05-7 | DTXSID7020182

Searched by DS5Tox Substance Id.

DETAILS Product and Use Categories (PUCs) o
EXECUTIVE SUMMARY
& Download ¥ || Columns ¥ | 10w
FROPERTIES
. * v
ENV. FATE/TRANSPORT -
adhesive CPCat Cassette 17
HAZARD
manufacturing, matals CPCat Cassatte 17
b ADME
paint CPCat Cassette 16
v EXPOSURE manufacturing. machines (CPCat Cassette 12
PRODUCT & USE CATEGORIES manufacturing, plastics CPCat Cassette 1
CHEMICAL WEIGHT FRACTICN building_material, flooring CPCat Cassette 8
CHEMICAL FUNCTIONAL USE canstruction CPCat Cassette g
ICE RELEASE INVENTORY surfaca_treatment, matals CPCat Cassatte H
stabilizer CPCat Cassette T
MONITORING DATA
building_construction (CPCat Cassette []
EXPOSURE PREDICTIONS
2 03|45 ||s||7]|8 |98 w Last
BRODUCTION VOLUME =)= n il el
Showing 1 to 10 of 117 records
» BIOACTIVITY
SIMILAR COMPOUNDS
GENRA (BETA)
RELATED SUBSTANCES
SYNONYMS
» mEmamiEE

12
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Bisphenol A
80-05-7 | DTXSID7020182

Searched by D55Tox Substance Id.

DETAILS Toxics Release Inventory
EXECUTIVE SUMMARY Print Page
PROPERTIES
2015 TRI Factsheet: Chemical - 4,4-ISOPROPYLIDENEDIPHENOL, 000080057
ENV. FATE/TRANSPORT
Data Source: 2017 Updated Dataset (released April 2019)
RAZARD The Toxics Release Inventory (TRI) tracks the management of certain todc chemicals that may pose a threat to human health and the environment, Certain industrial facilities in the U5, must report annually how much of each chemical is recyded, combusted for energy recovery,
- trested for destruction, and disposed of or atherwise released on- and off-site, This infarmation is collectively referred to as production-related waste managed.
= EXPOSURE Map of TRI Facilities Reporting 4,4'-ISOPROPYLIDENEDIPHENOL Quick Facts for 2015
PRODUCT & USE CATEGORIES camapa Chemical United States
*, Number of TRI 120 22,241
CHEMICAL WEGHT FRACTION = s Facilities:
F s Total Production— 15,8 million lbs 27.4 hillion Ibs
CHEMICAL FUNCTIONAL USE S e A
[}
MONITORING DATA
[ ]
EXPOSURE PREDICTIONS Total On-site: 39.4 thousand Ibs 2.9 hillion Ibs
* Air: 28.7 thousand Ibs 688.9 million |bs
PRODUCTION VOLUME Sk xich = Water: 4.4 thousand Ibs 198.9 million |bs
 Land: 6.2 thousand lbs 2.0 hillion Ibs
» EIOACTIVITY E cite: i i
E=ri. HERE, Garmin, FAC, NOAA, EPA (2151 Total Off-site: 2.5 million lbs 505.3 million |bs
SIMILAR COMPOUNDS
GENRA (BETA) 4,4"-I1SOPROPYLIDEMEDIPHEMNOL ranks 67 out of 499 chemicals reported to TRI in 2015 (Rank 1 = highest relezses)
RELATED SUBSTANCES Under the Pallution Prevention Act of 1530, TRI collects information to track industry progress in reducing waste generation and maoving towards safer waste management shematives, EPA encourages fadiities o first eliminate waste 2t its source (source reduction], For waste that is generate:
preferred management methed is recyding, followed by enengy recovery, treatment, and as a last resort, disposing of or otherwise rebsasing the waste, Leam more about Pollution Prevention and TRL
SYNONYMS.
&__LITCDATIIDC £ TSNP P —— T P— . o i laty ‘wam d



EPA Sources of Exposure to Chemicals
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5w Predi

DETAILS
EXECUTIV
PROPERTI s 1 United States
A
ENV. FATE DETAILS
HAZARD EXECUTIVE SUN BlSphenOI A
b ADME
PROPERTIES 80-05-7 | DTXSID7020182
+ EXPOSUR ENV. FATETRA — ISearched by D55Tox Substance Id. . . ) .
DETAILS National Health and Nutrition Examination Survey (NHANES) Inferences (mg/kg-bw/day)
E .-
EXECUTIVE SUMMARY
CHEN & Download
» ADME
PROPERTIES
CHEN
~ EXPOSURE Demographic *  Lower 95th Limit #  Upper 95th Limit s
o ENV. FATE/TRANSPORT
BRODUCT Ages 6-11 3.80e-5 492e-5
MON HazARD Ages 12-10 25525 3335
CHEMICAL
EXPC b ADME Ages 20-65 278e-5 327e5
CHEMICAL
o + EXPOSURE Ages 65+ 1015 2315
BMI = 30 2385 274a-5
» EBIDACTIV PRODUCT & USE CATEGORIES
[ — BMI < 30 102e5 1305
SIMILAR ¢ CHEMICAL WEIGHT FRACTION
Repro. Age Females 2835 331es
. EXPOSURE
GEMRA (B CHEMICAL FUNCTIONAL USE Females 25885 303e5
PRODUCTI
RELATED TONICS RELEASE INVENTORY Males 2045 337e-5
- » BIDACTIVITY Total 286e-5 303e-5
STNONT: MONITORING DATA | ot Hee
S SIMILAR COMP
o EXPOSURE PREDICTIONS 10 records
GENRA (BETA)
PRODUCTION VOLUME
RELATED SUBS]
b BIDACTIVITY
SYNONYMS
SIMILAR COMPOUNDS
o irmzmaTies
GEMRA [BETA)
14 RELATED SUBSTANCES
SYNONYMS
& imEmamies
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Bisphenol A
80-05-7 | DTXSID7020182

Searched by DS5Tox Substance Id.

DETALS Chemical Activity Summary €)
EXECUTIVE SUMMARY @TOXCAST DATA © ASSAY DETAILS
PROPERTIES ACSD [uM): 035
X | scated top 207 7]
8. FATETRANSBORT stowrs 27 Aezay Endpoint Name: OT_ER ERbERb. 1440
- HE oz
5 ene :
Ao <R merphelegy o A5 Organism: human
ol achesion moksoukes Tissue: kidney
» ADME Assay Format Type: cell-based
Biological Process Target: protein stabilization
» BPOSURE Detection Protein-fragment C i
Analysis Direction: positiva
~ BIOACTIVITY Intended Target Family: nuclsar receptor
Description: Dta from the assay component OT_ER_ERBERb_1440 was analyzed into 1 assay
TOXCAST- SUMMARY endpaint. This assay sndpoint, OT_ER_ERBERb_1440, was analyzed in the pasitive fitting
direction relative to DMSO0 as the negative control and baseline of activity. Using a type of
- binding reportzr, measures of recaptor for gain-of-signal activity can be used to understsnd
the Binding 2t tha pathway-level a thay relate 1o the gene ESR2. Furthermore, this assay
S — endpoint can b refered to 5 8 primary rescu, because the perormsd sssay has only
produced 1 assay andpoint To gensralize the intandad target 1 other relatable targes, this
R assay endpoint is annotsted to the "nuclear raceptor” intended target family, where the

subfamily is “steroidal”.

TOXCAST: MODELS

SIMILAR COMPOUNDS
GENRA (BETA} ]
RELATED SUBSTANCES 4
SYNONYMS
24 [ ]
» LITERATURE .
i ACS0 M)
LINKS T TTTTTIT T TTTTIT T T TTTTIT T T TTTTIT T T TTTTIT T™T T TTTTIT T™TTTTTTTT T T"TTTTT
000001 oot oom am a1 1 10 100 o
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Bisphenol A
80-05-7 | DTXSID7020182

— [Searched by DS5Tox Substance Id.
DETAILS Searched with a similarity threshold of 0.8

EXECUTIVE SUMMARY
. O

ENV_FATE/TRANSPORT

HAZARD -

» ADME

» EXPOSURE

w BIDACTIVITY

a :
TOHCAST: SUMMARY 4-Cunyiphenc] 14001 3-"C)Propane-2.2-diylidiphanaf 44" [P Progane 2 2 diylidiphens 44 Propans-2.2-diyldifH.phenal 44" (Propans-2 2-diyldil “Cdphanal 441 HalPropane-1.2-diylldiHidghenal
DTXSID-DTXSID2022535 DTXSIDDTXSIDI0TATTT DTXSIDOTXSIDO0S84370 DTXSIDDTXSINADE62328 DTXSID-DTXSID 0675703 DTXSIDDTXSIDANSE3T21
Epsp CASRNS20-64-4 CASRN-263261-64-0 CASRI:56538-58-1 CASRN2738-58-7 CASRN:263261-65-0 CASRNS6210-87-6
TOXCAST-287/730 TOXCAST- TOXCAS TOXCAST:- TOXCA!
TOXCAST/TOX21 Similarity1.00 Similarity:1.00 Similarity:1.00 Similarity1.00 Similarity:1.00
BUBCHEM

TOXCAST: MODELS

SIMI MPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

= o
P IS
W
LT
i
i
A

401 1-diphenylethylphenol 4,4-{1-Phenylethylidene)bispheno 4-(Triphenylmethyliphenol Bisphenol P Phenol, 4.4'-[1,3-phenylenebis(1-methyL_.
SYNONYMS DTXSID:DTXSIDS0288558 DTXSID-DTXSID5051444 DTXSID:DTXSIDB0TE172 DTXSID-DTXSID0058693 DTXSIDDTXSIDT065548
CASRN:6938-97-2 CASRN:1571-75-1 CASRN:27955-04-8 CASRN.OTE-36-9 CASRN:2167-51-3 CASRN:13595-25-D
» LITERATURE TOXCAS TOXCAST-73/273 TOMCAST:242/678 TOXCA TOXCAST- TOXCAST-
Similarity:1.00 Similarity-1.00 Similariny: 1.00 Similarity:1.00 Similariny:1.00
LINKS

16
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Submit Comment

Abstract Sifter

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

Optionally, edit the query before retrieving.

Female Reproduction v o W ("80-05-7" OR "Bisphenal A”) AND (((reproduction OR Reproductive Physiological
Phenomena[mh]) AND female) OR breast OR Genitalia, Female[mh] OR OR pregnancy OR
uterus or cogenesis or Ovary or Genital Diseases, Female[mh])

To find articles quickly, enter terms to sift abstracts. €9

O PMID Year | Title Authors Journal Rev
[0 | 31471387 | 2019 | Bisphenol A: A Cancise Review of Literature and a Discussion of Health and Regulatory Wagzir, Makbel In vivo (Athens, Greece) v
) | 31470855 | 2019 | Association of urinary concentrations of early pregnancy phthalate metabolites and bisp. Chin; Jukic; Wilcox; Weinberg; Ferguson; Calafat, ... | Environmental health : a global access science sou.

) | 31468552 | 2019 | Association between peri-conceptional bisphenol A exposure in women and menand ti... | Yeum; Ju; Cox; Zhang; Stanford; Porucznik Paediatric and perinatal epidemiology

[ | 31455712 | 2019 | Early Life Exposure in Mexico to ENvironmental Toxicants (ELEMENT) Project. Pemng; Tamayo-Oriiz, Tang; Sanchez; Cantoral, Me... | BMJ open

[) | 31424210 | 2019 | Phthalate and BPA Exposure in Women and Newborms through Personal Care Product ... | Fisher; Arbuckle; MacPherson; Braun; Feeley; Gau... | Environmental science & technology

[0 | 31393043 | 2019 | Differences between male and female prostates in terms of physiology, sensitivity fo che Sanches; Carvalho; Maldaring; Biancardi; Santos; ... | Cell biology international v
[ | 31374317 | 2019 | Bisphenol A affects estradiol metabolism by targeting CYP1A1 and CYP19A1 in human Xu; Zhang; Ye; Li Toxicology in vitro : an international journal publishe:
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A0CFR355 A0CFR355 Extremely Hazardous Substance List and 2018-01-05 354 Extremely Hazardous Substance List and Threshold Planning Quantities; Emergency Planning and Release Notification
Threshold Planning Quantities Requirements; Final Rule, (52 FR 13378)
ACSREAG LIST: ACS Reagent Chemicals 2017-04-14 405 The ACS Committee on Analytical Reagents sets purity specifications for almost 500 reagent chemicals and over 500
standard-grade reference materials.
AEGLVALUES AEGLS: Acute Exposure Guideline Levels 2018-04-20 174 Acute exposure guideline levels (AEGLs) describe the human health effects from once-in-a-lifetime, or rare, exposure to
airborne chemicals.
ALGALTOX LIST: Algal Toxins 2018-05-04 54 A list of Algal Toxins of potential interest
AMINCACIDS LIST: Aminc Acids 2019-03-05 20 Amino acids are organic compounds containing amine (-NH2) and carboxyl (-COOH) functional groups, along with a side
chain (R group) specific to each amino acid.
AMPHIBOLES Amphibole Minerals 2019-03-26 4 Amphiboles are an important group of inosilicate minerals.
ANTIBIOTICS LIST: Antibiotics 2019-06-01 170 List of antibiotics and related compounds
ARCHEMICALS = ANDROGEN: Androgen Receptor Chemicals 2018-11-16 110 The list of chemicals used to identify references with in vitro AR binding . From Kleinstreuer et al

http://pubs.acs.org/doi/abs/10.1021/acs.chemrestox.6b00347

ATHENSSUS WATER: Univ. Athens Surfactant and Suspect List 2017-07-14 60 ATHENSSUS is a compilation of suspects, predicted transformation products and surfactants screened in wastewater by
University of Athens, as described in Gago-Ferrero et al 2015, DOI: 10.1021/acs.est.5b03454

ATSDRLST ATSDR: Toxic Substances Portal Chemical List 2017-03-11 200 The Agency for Texic Substances and Disease Registry (ATSDR})is a federal public health agency of the U.S. Department of
Health and Human Services.
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List Description

PFAS list corresponds to 75 samples (Set 1) submitted for initial testing screens conducted by EPA researchers in collabo
researchers at the Natienal Toxicology Program.

PFAS list corresponds to a second set of 75 samples (Set 2) submitted for testing screens conducted by EPA researchers
collaboration with researchers at the National Toxicology Program.

List of registered D55Tox "category substances” representing PFAS categories created using ChemAxon’s Markush struct
query representations.

EPA is developing and validating a new method for detecting these PFAS in drinking water sources.

EPA has recently revised method 537.1 for the PFAS on this list to detect them in drinking water.

EPA is gathering and evaluating treatment effectiveness and cost data for removing these PFAS from drinking water syst

PFAS chemicals included in EPA’s expanded ToxCast chemical inventory found to be insoluble in DMSO above SmM.

PFAS chemicals included in EPA’s expanded ToxCast chemical inventory and available for testing.
These PFAS have published animal toxicity studies available in the online HERO database.

A literature review of published toxicity studies for these PFAS
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Example: TSCA’s Working Approach for
Identifying Potential Candidate
Chemicals for Prioritization

Challenge: Need to identify a subset of both
data rich and data poor compounds as
possible candidates for prioritization under
Toxic Substances Control Act (TSCA).

Solution: CompTox Chemicals Dashboard GEPA o
integrates chemical data including human
and ecological hazard, exposure and chemical

properties that can be used to inform
chemical screening and assessment.

A Working Approach for Identifying Potential Candidate Chemicals for Prioritization

Example: TSCA’s Working Approach for
Identifying Potential Candidate Chemicals for
Prioritization proposed tiered decision
workflows for scientific domains of interest as
part of a longer-term risk-based approach for
managing the larger TSCA chemical
landscape.

September 2018




SEPA Impact: Evaluating chemicals for
e N@AItH effects in California

Agency
Challenge: Need to make informed decisions Example: CalEPA Pesticide Assessments
about the potential health effects of chemicals,
and determine safer and more SUStainable uses Of X C DKARGTO?HO? rr.\‘rnmwcix\—;u\'mm‘r:.\ul::uﬂ
. . RISK CHARACTERIZATION DOCUMENT e S i e S A O OO (7 .
chemicals found in products that consumers buy Occopionst sl Residensal By Bxpocaes | T
Special Lozal Need (21¢) Repreration: Use oo Comon et N .
and use. i T :

T SATARDN MENTTFICATTON

Solution: ORD researchers provided CalEPA staff
training on the use and interpretation of chemical .
testing data in the CompTox Chemicals Dashboard. . PN o S e

CalEPA uses ToxCast data to:
* Provide insight into how chemicals cause

TIT ol Fedwi w a) Tevmne o 1in 2

tOX| C|ty 1 EXPUSLEE ASSEYIMENL .o R e L S S L bD
IT & Diety sed Drscss W Dgeres n

MAL 2rdeDva »

e Perform various state efforts using the lifecycle w@“&.ﬁ:ﬁé&i:‘;&;ﬂt . e
analytic and exposure modeling and

monitoring Deceanter 12 3016

* ToxCast data used for weight of evidence
decisions regarding health effects for pesticides



SEPA Potential Impact: Evaluating risk of

United States

e ggquatic contaminants in Minnesota

Challenge: Characterizing potential effects for a wide variety of

contaminants which there exists limited information. Pharmaceuticals and Chemicals of
Concern in Rivers: Occurrence and

Biological Effects

Solution: The Minnesota Pollution Control Agency (MPCA) used a suite of
EPA tools, including those available under the CompTox Chemicals
Dashboard, to prioritize chemicals based on toxicity effects and hazard
characterization.

* Estimation Programs Interface (EPI) Suite

* ECOTOX

*  Web-ICE

Using these tools, MPCA develops toxicity profiles to:
 Screen contaminants that have been detected in the state : IV
* Monitor chemicals and prevent pollution @ oo v
 Communicate the potential hazards associated with individual
contaminants

Example: MPCA used tools available on the CompTox Chemicals Dashboard to identify triclocarban, an
antibacterial agent commonly in soaps and lotions, as a high priority contaminant for monitoring in
systems with effluent input.



3E A Conclusion
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. EPAs CompTox Chemicals Dashboard provides access to
data for ~875,000 chemicals

*Dashboard is an integration hub for multiple “modules”
and tools to support multiple environmental applications

- Data releases twice a year (at present) and supported
with ongoing manual curation efforts

» Updates released in both March and August 2019

- New bioassay data in the InvitroDBv3.1 release
— New toxicity data added - ~800,000 toxicity data points
- Focused data efforts for PFAS chemical lists and properties
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Antony J. Williams (Dashboard Architect)
National Center for Computational Toxicology

US EPA Office of Research and Development
919-541-1033
williams.antony@epa.gov

Monica Linnenbrink (Acting Deputy Director)
National Center for Computational Toxicology

US EPA Office of Research and Development
919-541-1522

linnenbrink.monica@epa.gov

Maureen Gwinn (Senior Science Advisor)
National Center for Computational Toxicology

US EPA Office of Research and Development
202-564-4621
gwinn.maureen@epa.gov

The views expressed in this presentation are those of the author and do not necessarily reflect the views or policies of the US EPA
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