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EPA NAMs Pilot Training Program e .

* The New Approach Methodologies (NAMSs) Training
Program is a deliverable in the Agency’s NAMs Work Plan.

*first released in 2019 and updated in 2021
1. ECOTOX Knowledgebase training

2. Today’s CompTox Chemicals Dashboard training Evaluate Establish
reg_u_le_:tory baselirjes and ss:ienti.fizn
e Goal: Develop, implement and maintain an engaging sccommodating | ‘assesong | “demonsirate
s progress application

training program.
* Interactive case studies to encourage active learning
e Train the trainer

e Obtain feedback o0
o, o o o o o ~ '.‘

e Additional trainings (virtual and in-person) are being i
planned. il sl el

information with

 The EPA NAMs training website includes existing training SElinek
resources, such as recordings and guidance documents.

EPA NAMs Training: www.epa.gov/chemical-research/new-approach-methods-nams-training

EPA NAMs Work Plan: www.epa.gov/chemical-research/epa-new-approach-methods-work-plan-reducing-use-vertebrate-animals-chemical



https://www.epa.gov/chemical-research/new-approach-methods-nams-training
https://www.epa.gov/chemical-research/epa-new-approach-methods-work-plan-reducing-use-vertebrate-animals-chemical
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 Welcome and Introductions

 Intro to Computational Toxicology

* Vision of the CompTox Chemicals Dashboard
e Dashboard Navigation

e Summary

e Breakout Exercises (separate Zoom meeting)
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Computational Toxicology VEL ..

AAAAAA

Developing, gathering, integrating and evaluating data and information using
mathematical and computer-based approaches to better understand chemical
hazards and risks to human health and the environment

e Hazard + exposure
 New Approach Methodologies (NAMs)

models
" om predictions
pathways

S
I %




New Approach Methodologies (NAMs) SE

Environmental Protection
Agency

« Adverse outcome pathways (AOPs)

Pathway identification and knowledge integration ﬁ -
Molecular Cellular Tgfu:n& Organism Population @l I Il
Targets Changes g Response Response S

Changes

Molecular initiating
event (MIE) Key Events (KE)

- Databases of existing toxicology data
Enables training and evaluation of NAM models
* In vitro PODs, modes/mechanisms of action

|
o'l ~ Predictions
* In vitro toxicokinetics L0

Allow conversion of an in vitro POD to in vivo (IVIVE) Image: https://comptox.epa.gov/dashboard

* In silico (e.g., QSAR and read-across)
Estimate effects and doses

* In vitro assays

« Broad / screening (transcriptomics, cell painting)
« Targeted (receptors, enzymes)

« Computer models
Image: https://ncats.nih.gov/news/releases/2018/tox21-strategic-plan Integrate mUltlple in silico and in vitro data streams
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CompTox Chemicals Dashboard S e

AAAAAA

e Centralized location for publicly available chemical toxicity data

e Chemistry, exposure, hazard, bioactivity and dosimetry
e Combination of existing data and predictive models
e Periodically updated and curated

e Publicly accessible
e Supports EPA and partner decision making

» Easy access to data improves efficiency and ultimately accelerates
chemical risk assessment.

10



Dashboard Data Contents

e Chemical characterization

e Hazard/Bioactivity: safety classifications, human health and ecological data,
in vivo animal data, biological targets (effect), dose-response
characterization (dose)

e Toxicokinetics

Dose-response

/ assessment \

Risk
characterization

Exposure /

assessment

e Exposure: exposure levels

Hazard
identification

+ online EPA web applications:
e webTEST (hazard and physchem QSAR predictions)
e GenRA (read-across)
e Abstract Sifter (literature search) »



CCD Information That Stakeholders Use SER ..

Examples

* Physico-chemical property predictions for data-poor substances

 Bioactivity data for use in endocrine hazard assessments and
weight of evidence

 Chemical synonyms, bioconcentration and toxicity factors for
Clean Water Act programs

12



Dashboard Overview SEPA

Agency

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

CompTox Chemicals Dashboard
Search 1,200,059 Chemicals

Chemicals cts/Use Categories Assay/Gene

OO0

nonym, CAS number, DTXSID or

@ !dentifier substring search

Latest News

Read More Mews

The new Dashboard is & complete rebuild and is replacing the CompTox Chemicals Dashboard released on July 12th 2020.
Updated at December 8, 2021

Check out the new CCD Dashboard About Page for details about the CCD Dashboard. The CCD Users Manual can help get you started.
Please log issues or questions using the Submit Comments function/button in the Menu bar.

Known Issues

1. Browser Cache: In order to properly load the new Comptox Chemical Dashboard and data, please clear the browser cache. We are
observing issues caused by browser cache. Refer to the specific instructions on how 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 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 Comotox Dashboard home paae -



Release Notes SEPRA

Agency

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

Release Notes

Version 2.1 - Fall 2022 ~

Version 2.1 - Fall 2022

Feature Updates
o Added HTTrand HTPP data and visualizations - data from EPA's High Throughput Transcriptomics (HTTr) and High Throughput Phenotypic Profiling (HTPP) have been added in separate "HTTr: Summary” and "HTTR: Summary” tabs, under the "Bioactivity” main tab. Data can be visualized
in plots, searched, and downloaded.

Extended ToxVal download available inhas b pzua Bk, st feaTosiial Datalle o thabatobh casmchallous t ol cinaTovialdataalics T cilitutonooulat dlosaliconfor Tosiial data Sanathe hatch search "Metadata-»Include ToxVal Data

e new updates or are e

SETox), and new generic predictions data table for

o

Availability” is still available.

s semen e o] -l YOU @re having trouble seeing th
Lo experiencing issues, please first try to clear your browser cache.
o Updated "More” column in the Hazard

o Updated ADME=IVIVE data table to inc)
Streamlined the About dropdown meny

D OO0

o

Example steps in Google Chrome
Data update [ J Sett| N g S

= DSSTOX (prod_dsstox_202202), ir

= invitroDBv3.5 (prod_internal_invitr{ @ P riva Cy an d secu rity

= ChemExpoDB (prod_factotum_20

New data e Clear browsing data.
e Ensure “Cached images and files” are selected in the time range “All time.”

= Please note, this initial release of 4

o Mote new chemicals have been added| © S e I e Ct t h e ”C I ear d a t a ” b u tto n. chemical predictions (TEST, OPERA, Percepta/ACD

Labs, EPISuite) have not been included

Data

o

o

s Mote, analytical QC data have not yet b re.

Resolved Issues

o

Executive summary links work properly
Chemical list SDF download works

o

o Chemicals with cnly DTXCID values are now visible

o

Broken image in chemical tile view is fixed

o

ToxPrint fingerprints (ChemoTyper) are now downloadable in standard CSV format
o Link in downloadable data from the batch search using ToxVal Data Availability now works
Updated NIH NCATS Tox21 analytical QC link 15

o



Basic Search — Three Ways SEn

Submit Comments

CompTox Chemicals Dashboard Home  Search ~ Lists ~ About ~  Tools ~

CompTox Chemicals Dashboard
Search 1,200,059 Chemicals

Chemicals Products/Use Categories Assay/Gene

v OO0

bisphenol a

Bisphenol A

DTXSID7020182 @

Bisphenol £-13C12 beta-D-Glucuronide
DTXSIDE0T017638
Bisphenol A-4.4'-dihydroxydiphenyl sulfone copolymer

DTXSID907T084150

Bisphenal A bis{2-hydroxyethyl ether) diacrylate

DTXSIDE066987

Bisphenol 4 bis{2-hydroxypropyl) ether

DTXSID8051592

Bisphenol A-bis{4-chlorophenyl) sulfone copolymer

DTXSIDO09L8074

Bisphenal A-Bisphenal A diglycidyl ether polymer
Explore the wealth of data and features available in the CompTox Chemicals Dashboard with these instructional videos narrated by EPA
scientists.
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Agency

Details Tab — Chemical Landing Page B

About ~  Tools ~ Submit Comments Search all data M Q |

o Bisphenol A
ate 80-05-7 | DTXSID/7020182

Searched by Approved Name.

Q

Chemical Details
Details

000

: Wikipedia
Executive Summary pe
Properties Hy,C CH;
Bisphenol A (BPA) is a chemical compound primarily used in the manufacturing of various plastics. It is a colourless solid which is soluble in most common organic solvents,

Env. Fate/Transport but has very poor solubility in water. BPA is produced on an industrial scale by the condensation of phenol and acetone, and has a global production scale which is expected to

reach 10 million tonnes in 2022.
Hazard

Safety > GHS Data BPA's largest single application is as a co-monomer in the

ADME = IVIVE HO OH Read more

Exposure

Quality Control Notes

Bioactivity

Intrinsic Properties
Similar Compounds s

Related Substances o bl ek L

o Monoisotopic Mass: 228.11503 g/mol

Synonyms

Literature
Structural Identifiers
Links

Linked Substances
Comments

Presence in Lists

Record Information




Agency

Additional Chemistry-Related Tabs SE

e Similar Compounds: Provides a list of similar chemicals based on similarity of

Details

Exscutive Summary molecular fingerprints
Properties e GenRA: Generalized Read-Across application
Env. Fate/Transport * Related Substances: Provides a list of related substances based on—
s 0 Salt Form
Safety > GHS Data 0 Monomer
ADME = IVIVE
. O Polymer
posure
o O Predecessor: Component
O Component
Toemh | O Markush Parent
0 Markush Child
0 Transformation Parent
Literature O Transformation Product

i * Synonyms

Comments

18



Executive Summary Tab SER

Agency

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

Overview of data

Bisphenol A . .
% e Quantitative toxicity values
80-05-7 | DTXSID/020182 e ADME-IVIVE (nigh throughput toxicokinetics)
Searched by Approved Name. g ghp
* Exposure
Details EEEL TR I, e Adverse outcome pathway (AOP)
o Regional Screening @ .

Executive Summary * Quantitative Risk Assessment Values I in kS

RIS values availzble &
Properties * Physchem, fate, transport
Env. FatelTranspon ®EPA RSL values avallzble & .

@ Minimurm RD:0.05 mg/kg-day ( chronic, ) &

RFDo (mg/kg-day)

Plots: hazard point-of-departure

Hazard o P, . . . .
) sicbased SL (mg/kg o) (POD) oral/inhalation and in vitro
Safety > BHS Data screening level {tap water) {ug/L) . ..
» Quantitative Hazard Values screening level {residential soil) (mg/kg soil) b I Oa CtIVIty S u m m a ry
ADME > IVIVE @ Minimum oral POD:0.003 ma/kg-day | immunotoxicity, oral } & screening level (industrial sail] (mgvkg soil Q=01 A10e+3
EXDDSUFQ & Inhalation POD values:10 mg/m3 ( subchronic, inhalation ) & iskbased 53L (mg/kg soil _~ J—
risk-based 551 (mg/kg soil) Q= 580
& _owest Observed Bioactivity Equivalent Level: ) ) o - .
Bioactivity CYP1A1, CYP1AZ ESR1, MR1I3, WA, ESR1, PPARA, ESR1, ESR1, ESR1 screening level {tap water) {ug/L] Q= 70
. screening level (residential soil) (mg/kg soil) Q= 3.20e+3
Similar Compounds 0 e il screening leve! (industrial soil) (ma/kg soil) C= L10e=4

GenRA

Related Substances

Synonyms

Literature

Links

Comments

o

o

& Genataxicity Datapredictad to be clastogenic &

Reproductive Toxicology

@ Reproductive toxicity PODs available &

Chronic Toxicology

& Chrenic toxicity PODs available G

Subchronic Toxicology

& Subchronic toxicity PODs available &

Developmental Toxicology

@ Developmental woxicity PODs available &

Acnte Toviecaloav

PhysChem Parameters @

logkow log(BCF)

Point-of-Departure Plots

- ) —

717

T
n
K4

T T
10 15 -4 -2 0
log(VP)

l Scroll to see more



Properties Tab SEPA

e Polarizability
 Henry’s Law

¢35y | 80-05-7|DTXSID/020182 * Boiling Point
' Searched by Approved Name. ° FlaSh Point

* Melting Point

* Molar Refractivity
Executive Summary ﬂ Search Chemical Properties ° M Ola r Vol ume o

Properties

Details Properties: Summary

m Summary o V|SCOS|ty @

H d Property Experimental average Predicted average Experimental median Predicted median Experimental range Predicted range [ ] S utrfa Ce Te n S i O n
azar
Folarizability - 270 - 70 - 270 foz e
) L PY
Safety > GHS Data Density

Env. Fate/Transport

Henry's Law - 123-7 (1) - 123e-7 - 122=-7 stm-m3/mole

ADME > IVIVE Bailing Point 200 (1) 367 14) 200 362 200 34310401 L4 Vapo rP ressure
o Flash Point - 190 (2) - 130 - 188 to 192 o ope

Exposure - __ o * Water Solubility

Melting Point 557 36 (3) 56 2 5310 158 25 to0 153 =C
Bioactivity = Malar Refractivity = 582 (1) = 582 - 822 o T he rma I CO N d u ct | V|ty

o Malar Volume - 200 () - 200 - 200 M3 g

Similar Compounds _ . _ e _ e * Index of Refraction
GenRA Surface Tension - 45001 - 450 - 450 ° LGgKO a: Octano I -Air
Related Substances Density - 117 2) - 117 - 1140120 gfem*3 .

\apor Fressure - 107=-51(3) - 5 3de-7 - 5.78e-8 10 25%=-8 ° LQg!(OW' OCta nOI_Water
SYI'IDI'I)’TTIS Water Solubility 855e-4(3) 1.69 (4) 5.26e-4 1.00e-3 5.25e-4 to 15%e-3 7.A45e-4 10 6.78 mol/L
Literature Thermal Conductivity - 150 (1) - 150 - 150 MWK

Index of Refraction - 160 (M - 160 = 160 Ability to IOOk at
- : - parameter-specific tables

Comments Logkow: Cctanol-Water 332() 35004 332 3.53 332 332t0364

Links

20



Properties Tab

Details

Executive Summary
Properties

Env. Fate/Transport
Hazard

Safety > GHS Data
ADME = IVIVE

Exposure

Bioactivity

Similar Compounds
GenRA

Related Substances
Synonyms
Literature

Links

Comments

80-05-7 [ DTXSID/020182

Searched by Approved Name.

7~ =
QO

Properties: Summary

Summary ﬂ Search Chemical Properties
Summary
Polarizability
Henry's Law
Boiling Point
FlaS':l PDin‘: edicted average Experimental median
Melting Point
Molar Refractivity 70T
Molar Volume ———
Viscosity Skl
Surface Tension B57 (4] 200
Density -
Vapor Pressure 012
Water Solubility 36 (3 5
Thermal Conductivity
Index of Refraction 022 (1)
LogKoa: Octanol-Air boo
LogKow: Octanol-Water -

\ 9.66 (1)

Surface Tension 4501

Censity 117 (2)

'apor SUl 107=-51(3)

Water Salubility 8554 (3) 1569 (4) S84

hermal Conductivity 150 (1)

Index of Refraction 60 (M

LogKoa: Cctanol-Air 838(M

LogKow: Cctanol 33201 3.50(4) 332

Summary

Predicted median

S3de7

1.00e-3

Experimental range

200

15310156

5.25e-4 t0 15%e-3

332

Predicted range

270

25e-7

3430407

188 to 192

125 to 153

68.2

200

2.66

450

1140120

6.78e-8 to 2.5%e-5

T.45e-4 to 6.76

150

160

838

332t0364

<EPA

United States
Environmental Protection
Agency

e Polarizability

 Henry’s Law

e Boiling Point

e Flash Point

* Melting Point

* Molar Refractivity ®
 Molar Volume 0
* \Viscosity o
e Surface Tension

* Density

 Vapor Pressure

* Water Solubility

* Thermal Conductivity

* Index of Refraction

* LogKoa: Octanol-Air

e LogKow: Octanol-Water

mol/L

MWK

Ability to look at
parameter-specific tables

21



1 7
Properties Tab

CompTox Chemicals Dashboard Home Search - Lists - About ~ Tools ~ Submit Comments Search all data

Bisphenol A
80-05-7 | DTXSID7020182

Searched by Approved Name.

Details Properties: Boiling Point

Executive Summary Boiling Point v ﬂ Search Chemical Properties
Properties

90

Env. Fate/Transport

Type Average Median Range Unit
Hazard
Experimental 200 200 200 *C
>
Safety GHS Data Predicted 367 362 343 to 401 °C
ADME > IVIVE .
Experimental
Exposure
Source Result Experimental Details
Bioactivity | I
=L B BT Afz Aesar (Chemical company) 200
GenRA
Related Substances Predicted
Synonyms Sourge Result Calculation Details QMRF
Literature | 1] 1] 1]
343 COPERA Calculation Report [Inside AD] Lyzilanle
Links
360 Available Mot Available
Comments 364 Mot Available Mot Available
4m Mot Available Mot Available
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Properties Tab

Details

Executive Summary
Properties

Env. Fate/Transport
Hazard

Safety > GHS Data
ADME = IVIVE

Exposure

Bioactivity

Similar Compounds
GenRA

Related Substances
Synonyms
Literature

Links

Comments

Summary

Export Data

CSV (.csv)

Excel (.xlsx)

Boiling Point
Flash Point
Melting Point
Molar Refractivity

Molar Volume

Viscosity

Surface Tension

Density

Thermal Conductivity

Index of Refraction
LogKoa: Cctanol-Air

LogKow: Octanol-Water

80-05-7 [ DTXSID/020182

Searched by Approved Name.

Experimental average

200 (1)

55 (7

855e4 (3)

L]
1. Click on column name to sort.
L
2. Filter data.
L]
3. Hide/Show columns.
4. Export data.
ﬂ Search Chemical Properties
Summary

Predicted average Experiment] — ”I | .? ””
270
125e-7 (1) Contains Search..
37 (4] 200 | |Fi ter... Property
190 2) y
- 125 Contains Experimental average
882 (1) g3z Predicted average
20001 20 Expermental median
9.66 (1) 966
o ::1:: o Predicted rmedian
117 @) 117 Experimental range
1075 (3) 53de7 Predicted range
169 (4) S 26e-4 100e-3 )
500 50 e
150 (M) 160 160
23201 238 232
13014 132 3153 132 13710364

<EPA

United States
Environmental Protection
Agency

20

Unit
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Environmental Fate/Transport Tab =

e Atoms. Hydroxylation Rate
e Biodeg. Half-Life (Km)
QQ 80-05-7 | DTXSID /7020182 ° 59” Adsorp. C-oeff(Koc)
'S Searched by Expert Validated Synonym. * Bioaccumulation Factor
* Bioconcentration Factor

Env. Fate/Transport: Summary

n Search Fate/Transport Abi“ty to IOOk at parameter-
specific tables

Details

Executive Summary

Properties

Env. Fate/Transport

Property +T = H e T =  predicted average +T = Expelrimental LT =  predicted median 4T = Experimental range +T = Predicted range 4T =  unit 4T =
Hazard average median
Atmos. Hydroxylation Rate 1.64e-1 1) 1.64e-1 : 1.64e-11 cm3/molecule*sec
Safety > GHS Data
Biodeg. Half-Life 15.1 (1) 15.1 - 151 days
ADME > IVIVE Fish Biotrans. Half-Life (Km) 1.86 (1) 186 (1) 186 186 1286 186 days
Soil Adsorp. Coeff (Koc) 1342432 (2) 134e-2 - 124e+2 10 144243 L/kg
Exposure
Bioaccumulation Factor 173 (1) 173 - 173
Bioactivity Bioconcentration Factor 547 (13) 101 (4) 235 946 170 t0 250 43710173

Similar Compounds o

24




N Ote ° P re d iCt i O n S TOO I webTEST is the web version of the EPA’s Toxicity \elUEtI?A
P Environmental Protection

Estimation Software Tool that runs QSAR models Agency
for toxicological and physchem properties.

CompTox Chemicals Dashboard Home Search ¥ Lists ¥ About ¥ Tools » Submit Comments
- - o
Predictions eohi
Search for chemical by systematic name, synonym, CAS number, DTXSID or In(:.i‘uila'c—:'_-;: v o
— O v, e A = = = [ 100% v Abstract Sifter - @
E9 I Aan g BEXKY & A @ S NS 00 )
i Select properties to predict

Toxicological properties
96 hour fathead minnow LC50
48 hour D. magna LC50
48 hour T. pyriformis IGC50
SN Oral rat LD50

i
B & @ =

. < Bioconcentration factor
Aﬁ}‘ - Developmental toxicity
_ P Ames mutagenicity
A - Estrogen Receptor RBA
J Estrogen Receptor Binding

Q) S
Physical properties
Normal boiling point
I Melting point
Flash point

v @ _
9

) H;;T \Viapor pressure
Density
>Rl 1 Surface tension
E Tobs] Thermal conductivity
A1 <x M Q A D O O ] Viscosity
https:/fcomptox.epa.gov/dashboard/predictions M \Water enlihilitv
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Traditional animal studies toward o
Hazard Tab e

United States

h u ma n tOXiCity a nd ecotOXiCOIOgy ig\éir:gcmental Protection

ToxValDB Database — 30 worldwide sources
L)Q 80-05-7 | DTXSID70201: * e.g., EPA, HESS, Health Canada, EU...
"|  Searchedby Approved Name.  + ECOTOXicology Knowledgebase
— e (ECOTOX) — aquatic life, terrestrial

weorer Plants and wildlite
Properties

9 OO0

Env. Fate/Transport

Hazard

More P ity T Sourc Typ Subtyp Risk Assessment Qualifies Val u Study Type Exposure Route Critical effect Spec e
S — T — ] —r] I I I I I I
ADME = IVIVE N . e P ) e reduced mean Dogy I -
B RIS LOAEL - chronic = 500 mig/kg-day - ora o - 2020
Exposure . = cenper. NoML - amecpmens . rera
Bioactivity y B - e TR = e
E Chem| HOAEL - reproductio m reproductio
Similar Compounds B I ozl i eorocucta - eorosucta
GenRA B Cnem NOAZL EEpICICIHE ik L= las Laiw
E =Chem| :?’_'3 ™ ™ ™
Related Substances B o o . R _ N
Synonyms E Chem MOAEL - repeat dose m repeat dose i m
E eChem| HNOEL repeat dose m repeat dose i
Literature .
E 3 E & eChem i _‘:';_—:':: - repeat oose = [=10 opm repeat aose orai systemic rat Y
Links rentrilnhilar -
Fows: 224 Total Rows: 224

Comments

26



Hazard Tab

Details

Executive Summary

Properties

Env. Fate/Transport
Hazard

Safety > GHS Data
ADME = IVIVE

Exposure
Bioactivity =
Similar Compounds
GenRA

Related Substances
Synonyms

Literature

Links

Comments

Hazard: Point of Departure

Searched by Approved Name.

Point of Departure Search Hazar

~ Point of Departure
Toxicity Value

Lethality Effect Level
Screening Level
Exposure Limit

Misc Information
Effect Time
Effect Level

. - ~AE
E RIS LOAEL

NOAE S

@ IroEEimEIm@EimDimD
I
]
}
7
3

m

ows: 224

80-05-7 [ DTXSID70201¢ ®

Traditional animal studies toward
human toxicity and ecotoxicology

ToxValDB Database — 30 worldwide sources

e.g., EPA, HESS, Health Canada, EU...

e + ECOTOXicology Knowledgebase
(ECOTOX) — aquatic life, terrestrial
plants and wildlife

<EPA

United States

Environmental Protection

Agency

© human eco

Value u Study Type Exposure Route Critical effect Spec Yeal
||| |/ /] ||| /] /]
= meal
ma/ka -
mig/k TEME
Mg/ MEQroCuUCTIOl
m repeat aose i -
Total 224

27
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Hazard Tab

Details

Executive Summary
Properties

Env. Fate/Transport
Hazard

Safety > GHS Data

ADME > IVIVE

Exposure

Bioactivity

Similar Compounds
GenRA

Related Substances
Synonyms
Literature

Links

Comments

a0

80-05-7 | DTXSID/7020182

Searched by Approved Name.

Hazard: Exposure Limit

[ <

Exposure Limit v n Search Hazard

Type Subtype Risk Assessment Qualifi
| /] ||| /] |/

DA CED cumulative ¢ chronic

DA CED cumulative ¢ chranic

FsA o] chronic

S o] chronic
DOE P PAC-1 AC 1 acu
DCE P PAC-2 RACZ acute
DOE P PAC-3 AC 3 2cu

Rows: 7

<EPA

United States
Environmental Protection
Agency

Exposure limits
Water quality, air quality, occupational and
estimated exposure values

e.g., EPA’'s OW, OSHA, FDA, DOD, EFSA,
state-specific values

Value Units Study Type Exposure Route Critical effect Species Year
4 mgkg-da oral
3 folalsl aral
mg/kg-da oral - - 2008
4 ug/kg-dar oral - - 2008
mg/m3 acl inhalation
mg/m3 acute inhalation - - 2018
mg/m3 acuy inhalation
Total Rows: 7

28




o
Safet > G H S Data Ta b GHS (Globally Harmonized System of Classification and \"UE.!?QS
y Labelling of Chemicals) is a United Nations system to identify v ronmental Protection

Agency
hazardous chemicals and to inform users about these hazards.

Displhielnol A

80-05-7 | DTXSID7020182

Searched by Expert Validated Synonym.
I

Safety - GHS Data

Details / Links out to external

Executive Summary source (PUbChem)

PUBCHEM > BISPHENOL A > LABORATORY CHEMICAL SAFETY SUMMARY (LCSS) » GHS CLASSIFICATION

Properties

CID 6623

Bisphenol A

0 OO

Env. Fate/Transport

Hazard

L o

Safety > GHS Data GHS Classification ®

ADME = IVIVE Showing 6 of 6

Exposure
Bioactivity Pictogram(s)

Similar cDmpGundS Cirrasive rritznt Health Hazard

Signal Danger
GenRA e
H317: May cause an allergic skin reaction [Warning Sensitization, Skin]

Related Substances ) _ N
H318: Causes serious eye damage [Danger Serious eye damage/eye irritation]

GHS Hazard Statements
Synonyms H335: May cause respiratory irmtation [Warning Specific target organ toxicity, single exposure; Respiratory tract imitation]

. H360F: May damage fertility [Danger Reproductive taxicity]
Literature I
Precautionary Statement P203, P261, P264+P265, P271, P272, P280, P302+P352, P304+P340, P305+P354+P338, P317, P318, P319, P321, P333+P313, P362+P364, P403+P233, P405, and P501

Links Codes

(The corresponding statement to each P-code can be found at the GHS Classification page.)
Comments

» EU REGULATION (EC) Mo 1272/2008

— O

Environmental
Corrasive ritant Health Hazard Hazard 29

Signal Danger



Bioactivity Tab (in vitro)

ToxCast: Summary

Toxcast Conc. Response Data

 High-throughput chemical screens to generate biological

data on hundreds to thousands of chemicals

O USEPA’s TOXiCity Forecasting (TOxcaSt) Program www.epa.gov/chemical-research/toxicity-forecasting

O e.g., chemical-biological receptor interaction, metabolomics changes, PubChem
functional cellular changes (neural network function), zebrafish development ToxCast: Models

0 Tox21 —intergovernmental US collaboration

O invitroDB database (V35) www.epa.gov/chemical-research/exploring-toxcast-data-downloadable-data

HT Tr: Summary

HTPP: Summary

e High-throughput transcriptomics (HTTr)

coverage Not in ToxCast

e High-throughput phenotypic profiling (HTPP)

 Development of predictive models utilizing individual
assay data (e.g., estrogen receptor [ER] model)

ER Computational
Model



https://www.epa.gov/chemical-research/toxicity-forecasting
https://www.epa.gov/chemical-research/exploring-toxcast-data-downloadable-data

Bioactivity Tab: ToxCast Summary

<EPA

United States
Environmental Protection

Agency
visualization features \
Bioactivity - TOXCAST Summary @
= @ - = M
linear ¥
w (9] )
2 I= I=
: 2 1% 12
Details 2 = ¢ 2
= 12 =
Executive Summary 50+ S |§o
15 1=
Properties 12 = o
1= Ifﬁ
Env. Fate/Ti rt L g
nv. Fate/Transpo o Dots represent response i it
. Iin 1~
Hazard from a single assay i | 2
I |
Safety > GHS Data 1 1
® background measurement 1 .. 1
ADME > IVIVE » cardiomyocyte function 40 ! CytOtOXICIty !
@ cell adhesion molecules Ll ! !
I |
Exposure = cell cycle m - |
e cell morphology Z
s s » channel 1 I 1
Bioactivity ® channel 2 O % : :
7 L o i = Ccyp & il I I
[T.:u.x.r,ast. Summary |y o cytokine (V) X :
o dna bindin Lu
Toxcast Conc. Response Data ! o ! J
e © o geer 1 1
. ® growth factor receptor 1 |
HTTr: Summary e IanoEy gl X |
HTPP: Summary Mnase ! !
malformation 1 1
BubChem metabolite 1 1
mitochondria 1 1
ToxCast: Models nenfoactvity ! )
. neurodevelopment Ly 1 1 ScrOII to
Links nuclear receptor . L. 1
oxidoreductase i tm . » aal® 1o . see
Comments protease B g’ . 1020 ou =Y. "
steroid hormone - . . » SF e ey .Jj . .e!-;%-'-"‘f-;)g‘ ;‘;"ﬁ-" - more
transcription factor 04 ; |
= transporter : | ACS50 (uM)
i § 8 & ®  § § § 8§ 4 % & s '
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Bioactivity Tab: ToxCast Summary SE

Agency

transporter |

1 | ACS0 (ph)
5 0.01 z 5 0.1 z 5 1 z 5 10 z 5 100 z 5 o
Ecology linkage: Sequence Alignment to Predict \‘i‘)
Across Species Susceptibility (SeqAPASS) [
from Intended Target Family @
G Name Details SeqAPASS ‘ Gene Symbol ADP Event Hit Call & Top ACSD logACS0 Max Med Cutoff Modl Acc Intended Target Family
| | | | | | | | | (1) Active] ¥V l:l Y | | Y | W W ¥ | | background v

O ] - - Active 23 200 &0 =
O B AR = = Active 143 410 &1 0386 107 riuglear receptar
O B - - Active a1 363 56 290 0
O B ESR1| : : Active 2 0373 -0.428 255 nuclear recentor
O B - - Active 20 0 202 0.562 203 cell yce
O B : - Active 449 9522 o8 0.887 75 e
O B - - Active 0874 09 204 0438 205 cell morphelogy
O B - - Active 592 10 04 0.831 0.1 cell morphelogy
O B - - Active 27 853 o3 0.729 70 cell morphalogy
O B - Active &6 847 LE 42 229
O B - Active 20 10 204 0.821 208
O B - Active 80 06 202 0 208
[j B F_0meiz a5 Active £y} 234 37 281 - log2_fold_induction 259 55 dna kinding
411150 310
O AGAPICS u B FOS |JUN| - - Active 0885 337 53 0.746 - log2_fold_industion 0.600 &7 dnz binding
.
Fows 304 of 1,517 Tota Filtered: 304
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joactivity Tab: Conc. Response Data g -N

Agency

~ 7 80-05-7 | DTXSID/7020182

Searched by Approved Name.

Concentration Response Data o

Details

Executive Summary by | P e (el BN Links out to concentration-

Properties response plots

Env. Fate/Transport 0O

9

Name T Description Endpoint Name Active Details Rep. Plot All Plots Gene Intended Target Cell Line Cell Format
Hazard v v v v | | & I] | + 1] | + 1] v
Safety > GHS Data E] ASSAY SOURCE: ACEA ACEA Biosciences ACEA_AR_agonist_80hr Inactive B =2 B AR steroidal prostats cell line -
D ASSAY SOURCE: ACEA ACEA Biosciences Active B == B = cytotonicity prostate cell line
ADME > IVIVE [] assay sOURCE: acEa ACEA Biosciences Active -] 2 =] AR steroidal prostate cellline
Exposure E] ASSAY SOURCE: ACEA ACEA Biosciences t Active B = B - cytotamicity prostate cell line
E] ASSAY SOURCE: ACEA ACEA Biosciences Letive B a2 =] E5R1 steroidal breast cell line
BIOﬂC“\"Ity [:] ASSAY SOURCE: ACEA ACEA Biosciences ACEA_ER_AUC viability Inactive B =2 [==] = breast zell line
ToxCast: Summary [ Assay SOURCE: 4FR Agredica APR_HepG2_CellCycleArrest_Tn_dn Inactive B [ 2] - iver cell line
D ASSAY SOURCE: APR Apredica APR_HepG2_CellCycleArrest_Th_up Inactive B 22 2] = arrest liver cell line
h ASSAY SOURCE: APR Apredica APR_HepGZ_CellCycleArrest_24h_dn Inactive B =2 [==] - proliferation liver zell line
HTTr: Summary
E] ASSAY SOURCE: APR Apredica APR_HepGZ_CellCycleArrest_24h_up Inactive B =3 =z] = arrest liver cell line
HTPP: Summary (]  ASSAY SQURCE: APR Apredica APR_HepG2_CellCycleArrest 72h_dn Inactive B k= | - orolferstion lier <ell ine
PubChem []  assav sOURCE: APR Agredics APR_HepG2_CellCycledrrest 72h_up Inactive B [~ = - arrest liver cell line
ToxCast Models E] ASSAY SOURCE: APR Apredica APR_HepGZ_CellLoss_Th_dn B =2 =z] - liver cell line
Links D ASSAY SOURCE: APR Apredica APR_HepG2_CellLoss_Th_up Inactive [ ®| - proliferation liver cell line .
1398 Total R

Comments
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Bioactivity Tab: Conc. Response Data sEh .

~ 7 80-05-7 | DTXSID7020182

Searched by Approved Name.

-~ e 22t TN e — e _ T _a2_ O

Details +::¢ | s X A& T e i

Executive Summ f Download plot as a png ol o
ACEA_ER_80hr ; — = cutoff

Properties ACTIVE

Bisphenol A (80-05-7) =z
Env. Fate/Transp DTXSID7020182 hill
TP0000447H08 gnls
Flags: NA

cnst

Hazard

(03]
o

Safety > GHS Da
ADME = IVIVE
Exposure

Bioactivity

Percent Activity
=)
o

NN
o

ToxCast: Summary

HTTr: Summary

HTPP: Summary

PubChem

ToxCast: Models 0
Links

Log Concentration

Comments
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ioactivity Tab: HTTr:

Summary

<EPA

United States
Environmental Protection
Agency

~ 80-05-7 | DTXSID7020182

Searched by Approved Name.

Bioactivity - HTTr Summary ©

Details
: - o Lo o
< =
Executive Summary ) I3 F
o
Properties 0.8 1z 1z
1 1=
o,
Env. Fate/Transport e : 2 Iz & @
® Biomolecular Process : 2 . o oy = Tr—% F s
Hazard *  Blood g 2 e %52 A
*  Cancer 64 IE' gl : ?'?lg N
Safety > GHS Data *  Cancer|lmmune 5y = D -:5‘1'.
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& Congenital Disorder Lo Fi @ ; - . @ F " P : =
T .
e el ’ - : ! A 1 :
Bioactivi ) o o 59 s off ' ) \
ty ®  Enzyme . R ‘: " . o Jon. . . 1% a3 E"} 2 Z
ToxCast: S * iGRER & Lo o o PV A e B T AESTERNS, .
oxCast: Summary o Facenr 0.2 ST e o & . AR T T
] » % s
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Bioactivity Tab: HTTr: Summary SHA....

Agency
E=1ATN)
Stress
Thyraid
Transcription Factor
Translation/Transcription -0.64
Transporter

Tumor

Vision EMD (pM)

T
100

u._
=1
(=1
=
=
a
wn -
=]
o
=]
a
-

X EXPORT ~

C| Cell Type Signature Target Hit Call Top BMD TopCutoff ac QCFlag Details Plot Source Direction Sample ID

9 OO0

b b b b
. CMAP trifluoperazine 1e-05 100
] MCFT ADR/DRD 0.39 228 213 TBD B 2 CMAP dn 10

L .

O e " mTOR 0.3 024 863 84 TBD S B L CMAP dn
0 soon

. CPMAP siralimus 12-07 100 8355

[ MCF7 mTOR 057 030 245 274 TBD B 2 CMAP dn TPGO0T718C10
on

O e ' mTOR 0.4 0.24 463 149 TBD B =z CMAP dn TPOOOT718D10
an

= comin

) mMcer . mTOR 0.89 024 841 173 TBD soon 2 B 2 CMAP ug TPOOOT718D10

- CMAP sirolimus 12-07 100 6379 comring

) mMcer mTOR 0.80 0.29 517 33 TBD B =z CMAP dn TPOOOT718D10
0o soon

Cl MCFT ERG 0.86 0435 3z 2.20 TBD B 2 CMAP dn TPOOOT718D10

C| MCF7 ERG 057 0.29 467 147 TBD B 2 CMAP dn TPOOOT71RC10

C| . CMAP semustine 1e-04 100 9244 e . . . o - coming 5 . e i .
MCFT - Anticancer Drug 0. 2.20 7.9 .37 L coem ChA up C00TMEC10 .

3,024 3,024
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Bioactivity Tab: HTTr: Summar SEPA

Agency

| ® response
|
|
|

|
I
Cell Type: MCF7 i [ — — Cutoff
Signature: HALLMARK_ESTROGEN_RESPONSE_EARLYI | o i
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Bioactivity Tab: HTPP: Summary SHA..

Agency

Bioactivity - HTPP Summary @

HTPP Category Plot A
59 : =
= I
3 |
g
=1 |
S
= I
e I
Details ot |
2 I
Executive Summary 3 | o
4_
I
Properties I o
I
Env. Fate/Transport ! @
I Y
I
Hazard |
I
Safety > GHS Data 34 |
I
ADME = IVIVE . I
I
Exposure I
I
- e | *
Bioactivity % :
| L ]
ToxCast: Summary 24 ‘ .
L
Toxcast Conc. Response Data :!
HTTr: Summary :
*  AGP_Texture_Ring |
® DNA_Radial_Cells |
PubChem ®  DNA_Radial_Nuclei |
® global i |
ToxCast: Models +  Mito_Intensity_Ring I
5 ®  Mito_Profile_Cytoplasm |
Links ¢ Mito_Texture_Cytoplasm I
+  Mito_Texture_Ring I
Comments = RNA_Radial_Nuclei '
® Shape :
— — Global BMD . : BMD (M)
T

T
0.05 0.1 0.2 0.5 1 7 5 10 20 50 100 o

https:/{comptox.epa.govidashboard/cher s



Bioactivity Tab: HTPP: Summary SHA..

Agency

HTPP Feature Plot *
Details
Executive Summary - A = Q m
=1}
Properties e Lios a
e f_1048 Q
Env. Fate/Transport e f 1050 =
o e f 1052 4% o
azar o
e f 1054 2 Minimum Category BMD (36.30)
Safety > GHS Data ¢ f 1055 ; e
¢ 1056 =
ADME > IVIVE e f 1057 e
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Bioactivity ¢ f 1064
ToxCast: Summary ¢ 1066
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= f 1093
PubChem = f 1113
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Links s f 1170 ]
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Comments e f 1201
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® f_1299 R
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Bioactivity Tab: HTPP: Summary SHA..

Agency

CompTox Chemicals Dashboard Home Search - Lists = About ~ g Submit Comments Search all data

o Bisphenol A
) 80-05-7 | DTXSID7020182

Searched by DTXSID

G}

Bioactivity - HTPP Summary @

HTPP Category Plot v

Details

Executive Summary

00

HTPP Feature Plot :
Env. Fate/Transport

Properties

Hazard
Safety > GHS Data [] sampleD = :::E Endpoint Endpoint Description = BMD =  Hitcal Top/Cutoff Top =  Cutof =  0QC = QCFag Details Plot Channel Madule = Compart
ADME > IVIVE | I/ I I I wIC_JvIL 1 vl vIL] vl 1] | 1] i
D EPAPLTONZ1CON 1069 Pasition_both_Centroid_Distance - 0.00 01z -0z 1.00 TBE Coming s... -] = Position -
Exposure N i .
) erapLTOZ3A01 1069 - 0.00 007 -0.08 112 TED COMiING s... B L2 Position
Bioactivity [ ereprozinol £1300 351 100 178 183 102 TED comings.. B B Shape
o ) eraPLTOZ3A01 1300 452 029 216 -2.22 103 TBD COMINGg 5... -] = Shape
Similar Compounds
) epapmoRiDo 1289 524 nsz 191 248 13 TBD coming ... -] L2 Shape
GenRA ) erapLToiz3A0I 1200 = 005 057 061 107 TBD comings.. B B Shape
Related Substances D EPAPLTONZ1CON 71298 Cells Mon-Border - Shape_Nuclei Ratio Width to Length - 016 074 ) 1.00 TBE Coming s... -] = Shape
D EPAPLTONZ3AM 1288 Cells Mon-Border - Shape_Nuclei Ratio Width to Length - 0.00 054 -0.54 1.00 TBD COMming s... B L2 Shape
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ioactivity Tab: PubChem

Details

Executive Summary

Properties

Env. Fate/Transport

Hazard

Safety > GHS Data

ADME > IVIVE

Exposure

Bioactivity
ToxCast: Summary
Toxcast Conc. Response Data

HTTr: Summary

HTPP: Summary

PubChem
pochem |

ToxCast: Models
Links

Comments

80-05-7 [ DTXSID/020182

Searched by Approved Name.

Bioactivity - PubChem Biological Activities

PRINT PAGE

PUBCHEM > BISPHENOL A > BIOASSAY RESULTS

BioAssay Results

Links out to external

source (PubChem)

<EPA

United States
Environmental Protection
Agency

20

®

2,892 items View More Rows & Details z

Activity (3

Inconclusive

Active

Inconclusive

b PubChem

Activity Value, pM

0.0014

0.00491

0.0055

0.0055

0.0126

https:/fcomptox.epa.gov/dashboard/chemical/bic-activity/DTXSID7020182

Activity Type @
Potency

IC50

Kd

Kd

Potency

Target Name

ESRRG - estrogen related receptor
gamma (human)

Chain A, Estrogen-related receptor
gamma (human)

ESRRG - estrogen related receptor
gamma (human)

THRB - thyroid hormone receptor beta
(human)

SORTBY “ Activity Value

BioAssay Name BioAssay AID
qHTS assay to identify small molecule agonists of the endoplasmic reticulum stress response

. : P 159517
signaling pathway - cell viability counter screen

Binding affinity to human ERRgamma 1464223
Experimentally measured binding affinity data (Kd) for protein-ligand complexes derived from PDE 977611
Binding affinity to human ERR gamma 1121409

qHTS assay for small molecule antagonists of thyroid hormone receptor beta signaling 588547

579 Next >

i Download

Substance SID
144214049
103308477
87557090
103308477

26752849

41



Bioactivity Tab: ToxCast: Models

~ 80-05-7 | DTXSID/7020182

Searched by Approved Name.

Details
Executive Summary ToxCast Model Predictions
Properties Receptor Agonist Antagonist
Env. Fate/Transport Angragen 0.00 100
ffontEastFatfwayiodSliATIE) Angragan ooo 0345
Hazard
ToxCast Pathway Model [ Zstogen 0.450 000
R CERAFP Potengy Levsl (From Lizrature) Estrogen Weak streng
CERAFP Pateney Level (C ] g 00 00
ADME > IVIVE CERAPP Potency Level (Consensus) Estrogen 10 10

Exposure

Bioactivity
ToxCast: Summary
Toxcast Conc. Response Data
HTTr: Summary

HTPP: Summary

PubChem

Links

Comments

https:/fcomptox.epa.gov/dashboard/chemical/biocactivity-toxcast-models/DTXSIDT020182

Binding

1

Weak

1

<EPA

United States
Environmental Protection
Agency

20
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ADME > IVIVE Tab SEL..

Agency

ADME — absorption, distribution, metabolism, excretion

~ 80-05-7 | DTXSID7020182 D e .
IVIVE — in vitro to in vivo extrapolation

Searched by Approved Name.

ADME - IVIVE ©

Details
Executive Summary n Search ADME IVIVE o
Properties o
Env. Fate/Transport
Label Species WV Measured Predicted Units Model % Percentile V7 Reference Data Source Species

siazare Intrinsic Hepatic Clearance Fuman een N ulfmirymillion hepatocytes & M Wambaugh 2012 Fuman
Safety > GHS Data Fraction Unzound n Plsma Human 0= NA MA MA Wembsugn 2018 Human

Violume of Distribution Human MNA 634 Likg Tcompartment WA A Human
ADME = IVIVE

PK Half Life Hurman MNA 3961 hours Tcompartment A NA Hurnan
Exposure Steady-State Plasma Concentre Hurman A 318 mg/L 3compartmentss 5% A Hurnan

p Steady-Jiate lasma Loncentre mat P sl

Bioactivity
Similar Compounds
GenRA

Related Substances

Synonyms

Literature

Links

Comments

46

httk R package: CRAN.R-project.org/package=httk



https://cran.r-project.org/package=httk

ADME > IVIVE Tab SEL..

Agency

80-05-7 | DTXSID7020182 ADME —'ab_f,orptlo.n, d-IStI"IbutIOI’\, m.etabollsm, excretion
IVIVE — in vitro to in vivo extrapolation

ADME - IVIVE ©

Searched by Approved Name.

Details
- )| V]
Executive Summary n Search ADME IVIVE
Properties u
s IVIVE o
Env. Fate/Transport
Species Measured Predicted Units Model Percentile Reference Data Source Species
Hazard Fuman NA 200 Days PBTK NA NA Fuman @
Safety > BHS Data Rat MNA 3300 Days FBTK MNA NA Human
Fraction Unbound In Plasmz Hurman 0.04 NA NA NA Wembaugh 2018 Human
ADME = IVIVE ) i )
Fraction Unbound in Plasma Rat 0.04 NA NA NA Wambaugh 2012 Human
Exposure Intrinsic Feoatc Clearance Fuman 220 MA Yminimilion nepatocytes MA MA Wembsugn 2012 Human
o Intrinsic Fepate Clearance Rat es0 MNA ukmin/milien nepatogytes MA MNA Wambzugn 2012 Fuman
Bioactivity
PK Half Life Rat MA 368.30 hours lcompartment MNA A Human
Similar Compounds PR L5 Hurmen NA 39561 hours Teomparimant NA NA Human
GenRA tate Plasma Concentra Hurnan A 039 mag/L PBTK 50% NA Human
Sfeagy-Stste Flasms Concentrs Human NA D4g mal 3comparimentss 0% NA Human
RElaled Substances zagy-Siste Flasma Concentrs At MNA 87 malk PaTK 50% A Fuman
Syn onyms Human MA 235 mg/L FBTK 95% NA Human
Rat A 2.75 mag/L Jcompartmentss 50% NA Human
Literature -
Sfeagy-Stste Flasms Concentrs Human NA 218 mal 3comparimentss 8% NA Human
Links Steady-State Plasma Concentrz  Rat NA 3 mgll PETK 95% NA Human
Rat MNA 5.60 mg/L 3compartmentss 95% NA Human
Comments === =
Volume of Distribution Rat A 3333 Likg Tcompartment MNA NA Human
Volume of Distribution Human MNA 634 Likg Tcompartment MNA NA Human

47
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https://cran.r-project.org/package=httk

Exposure Tabs

Reported and measured data — come from public sources
(e.g., MSDS sheets, EPA’s Toxics Release Inventory, National
Health and Nutrition Examination Survey [NHANES]
biomonitoring data)

Predicted data — use various inputs, including physchem and
environmental/fate transport data

Databases are developed for public consumption, e.g.:

« EPA's Chemical and Products Database (CPDat)
e EPA’s Chemical/Product Categories Database (CPCat)

Environmental Protection
AAAAAA

Product & Use Categories

Chemical Weight Fraction

Chemical Functional Use
Toxics Release Inventory
Biomonitoring Data
Exposure Predictions

Production Volume
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Exposure Tab: Product & Use Categories

80-05-7 [ DTXSID/020182

Searched by Approved Name.

Y =
30

Product and Use Categories (PUCs)

n Search PUC

Details
Executive Summary

Properties

Product Use Categories (PUCs) €}
Env. Fate/Transport

Product Use Category Categorization Subtype

Hazard

Construction and building materials Article

Safety > GHS Data

Article

ADME > IVIVE Not yet Categorized
Exposure

Product &

Chemical Weight Fraction

Chemical Functional Use

Toxics Release Inventory

Biomonitoring Data

Exposure Predictions

Production Volume

Links

Comments

https:/fcomptox.epa.gov/dashboard/chemical/product-use-categories/DTXSIDT020182

& EXPORT ~

MNumber of Products

<EPA

United States
Environmental Protection
Agency

EPA's Chemical and Products Database
(CPDat)
EPA’s Chemical/Product Categories Database (CPCat)

n Search Key Words X EXPORT ~

General Use Keywords €

D OO0

General Use Keywords Number of Sources

active_ingredient, Pesticides -
artificial_sweat, detected, emissions, Europe, Cther direct contact consumer goods
CECI
's Safe Product Act (4/2020)
WM 2
r direct contact consumer goods 4
detected, Europe, Toys and children’s products 2
detected, ground_water, MN Chemical Screening
]
detected, MN Chemical Screening, wi
detected, wastewater
2
ndirect additives food contact (10/2018)
QEHHA Proposition 85 (3/2015) 1 v
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xposure Tab: Chemical Weight Fraction  *F2. ..

Agency

_ Reported or predicted by ingredient list
620 80-05-7 | DTXSID/020182

Searched by Approved Name.

Chemical Weight Fractions (CWF) @

Details

Executive Summary n Search Chemical Weight Fractions

Properties

9

Product Mame Product Use Category Categorization Subtype Minimum Weight Fraction Maximum Weight Fraction Data Type Source Product Count

Env. Fate/Transport

Hazard | ¥ ¥ | v | ¥ ¥ ¥ ¥ ¥
0cat comp b mil-p-23377g 1y c Mot yet Categorized 0.00 0.500 regorted IR 1 -
Safety > GHS Data e
Mot yet Categorized 0.00 Q0100 reported EIRI 1
ADME > IVIVE Mot yet Categorized - - reported IRl 1
Mot yet Categorized - - reported SIRI 1
Mot yet Categorized 0.100 0.300 reported SIRI 1
e Mot yet Categorized 0.00 5.00e-2 reported IRl 1
Mot yet Categorized 0.00 100e-2 regorted SIRI 1
Chemical Functional Use Mot yet Categorized 0.00 1.00e-2 reported EIRI 1
. Mot yet Categorized - - reported SIR 1
Toxics Release Inventory
Mot yet Categorized 100e-2 T.00=-2 reported SIRI 1
Biomaonitoring Data ) B _ ~
Mot yet Categorized A00e-2 5.00e-2 reported IRl E
Exposure Predictions 3303/1358_belzon 4511 solidiier Not yet Categorized 100e-2 5.00e-2 reported SR 1 -
Production Volume Fows: 250

Links

Comments

50

https:/fcomptox.epa.govidashboard/chemical/chemical-weight-fraction/DTXSIDT020182



<EPA

United States
Environmental Protection
Agency

Exposure Tab: Chemical Functional Use

Reported and predicted values
80-05-7 | DTXSID/020182

Searched by Approved Name.

/"%'\'- -
3Q

Details

Executive Summary

Properties

Env. Fate/Transport

Exposure - Collected Data on Functional Use

n Search Reported

Collected Data on Functional Use €)

& EXPORT ~

n Search Predicted

Predicted Probability of Associated Functional Use €

X EXPORT ~

Harmonized functional use Reported functional use Harmonized functional use Probability
Hazard
| ¥ v | ¥ v
Safety > GHS Data o o ) o
Antioxidant antioxidants>phenalics antioxidant 0884
ADME = IVIVE Binder binder uv_absorber 0.805
Catalyst catalyst crosslinker 0.774
Exposure
Hardener curing agent hest_stabilizer 0.512
Product & Use Categories Flame retardant fire retardant antimicrobial 0372
Chemical Weight Fraction Hardener hardensr flarme_retardant 0221
2 Monomers monomer, bisgheno| a-epichlorohydrin acrylate fragrance 0.207
| Functional Use ’
Monomers rmenomer, epichlorohydrin bisphenol a resin catalyst 0.203
Toxics Release Inventory
Monomers rnonomer, epichlorohydrin-bisphenal a resin colorant 0156
Biomonitering Data Monomers monomer; polycarbonate —
Exposure Predictions Rows: 10
Production Volume

Links

Comments

httoe S comptor ena covidachbazard/chemical/chaemical-functionz|l-u==/DT¥SID7O20182
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Exposure Tab: Toxics Release Inventory SEh

www.epa.gov/trinationalanalysis

awsedap.epa.gov/public/extensions/TRINA dashboard 2020/TRINA dashboard 2020.html

i;/r\ 80-05-/ | DTXSID/020182

Searched by Approved Name.

Exposure - Toxics Release Inventory
Details

ERSCHEN St s 2019 TRI Factsheet: Chemical - 4,4"-Isopropylidenediphenol, 0000080057

Properties Data Source: 2020 Updated Dataset (released May 2022)

9 O00

The Toxics Release Inventory (TRI) tracks the management of certain toxic chemicals that may pose a threat to human health and the enviromment. Certain industrial facilities in the U.S. must report annually how much of each chemical is recyded,

Env. Fate/Transport : ; i 2 i el : ;
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.

Hazard
Quick Facts for 2019
Chemical United States

Number of TRI 126 21,789
Facilities:
Total Production-  11.6 million lbs
Related Waste
Managed:
Total On-site and 2.8 million lbs 3.4 billion Ibs
Off-site Disposal

or Other Releases:

Map of TRI Facilities Reporting 4,4"-Isopropylidenediphenol
Safety > GHS Data fxa ®

CANADA

ADME = IVIVE
30.6 billion Ibs

Product & Use Categories

Chemical Weight Fraction

Chemical Functional Use

lelease Inventory 0

Biomonitoring Data

MEXICO

Total On-site:
® Ajr:
« Water:
* land:
Total Off-site:

832.9 thousand lbs
32.1 thousand |bs
1.3 thousand |bs
799.5 thousand |bs
2.0 million lbs

2.9 hillion lbs
602.7 million Ibs
200.7 million Ibs
2.1 billion Ibs
459.6 million lbs

Exposure Predictions :
Esri, HERE, Garmin, FAQ, NOAA, EPA | (=35d]

Production Volume

Links 4,4 -Isopropylidenediphenol ranks 64 out of 490 chemicals reported to TRI in 2019 (Rank 1 = highest releases)

Comments
Under the Pollution Prevention Act of 1990, TRI collects information to track industry progress in reducing waste generation and moving towards safer waste management alternatives. EPA encourzges fadilities to first eliminate waste at its source (source

reduction). For waste that is generated, the preferred management method is recycling, followed by energy recovery, treatment, and as a last resort, disposing of or otherwise releasing the waste, Learn more about Pollution Prevention and TRI.

Production-related waste managed

The Waste Management Hierarchy 5 2
X 4 4,4'-Isopropylidenediphenol, 2003 - 2020
A\ Source Reduction f,-’ 20M

https:/fcomptox.epa.gov/dashboard/chemical/toxics-release-inventony/DTXSIDT020182 i N B . .


https://www.epa.gov/trinationalanalysis
https://awsedap.epa.gov/public/extensions/TRINA_dashboard_2020/TRINA_dashboard_2020.html

Exposure Tab: Biomonitoring Data

{3y | 80-0571DTXSID7020182

Searched by Approved Name.

Executive Summary

Properties n Search Monitoring Data
Env. Fate/Transport

Hazard

Demographic

Safety > GHS Data
ADME = IVIVE Age 12-19
Exposure

Product & Use Categories

Chemical Weight Fraction

Fernales

Chemical Functional Use
Males
Toxics Release Inventory
Biomonitoring Data

Exposure Predictions

Production Volume

Links

Comments

https:/fcomptox.epa.gov/dashboard/chemical/monitoring-data/DTXSIDT0Z0182

National Health and Nutrition Examination Survey @
Details (NHANES) Inferences (mg/kg-bw/day)

Monitoring Data

Lower Bound (Median) Upper Bound {Median)

<EPA

United States
Environmental Protection
Agency

Measured values

20

X EXPORT ~

53



xposure Tab: Exposure Predictions =

Agency

) Predicted values
Q Q 80-05-7 | DTXSID/020182

Searched by Approved Name.

Exposure - Exposure Predictions (mg/kg-bw/day) i ]

Details

Executive Summary n Search Demographics Predictions Data

Properties

Q0

Demographics Predictions Data
Env. Fate/Transport

<]

Demographic Predictor W Median Upper 95%ile Units

Hazard - ) - -
Ag= a1 SEEMZ Hewristic 6.30e-5 1.05e-2 mag/ka/day
Safety > GHS Data Age 12-19 SEEMZ Heuristic 172e-2 mg/ka/day
Ags 20-83 SEEMZ Heuristic 5.68e-3 19532-2 mg/ka/day
ADME > IVIVE
Age 86+ SEEMZ Hewristic £.6le-5 195e-2 mg/kg/day
Exposure BMI <= 30 SEEMZ Heuristic 6.25e-5 13622 mg/ka/day
- B > 30 SEEMZ Heuristic 707e-5 1.86e-2 mg/kg/day
Product & Use Categories - LA,
Females SEEMZ Hewuristic 1.242-5 250e-3 mg/kg/day
Chemical Weight Fraction
hdales SEEMZ2 Heuristic 3.87e-5 6.3%e-3 ma/ka/day
Chernical Functional Use Repro. Age Females SEEMZ Heuristic 47823 mg/kg/day
Toxics Release Inventory Tota SEEM3 Consensus 20482 ma/ka/day
Biomonitoring Data
e X EXPORT ~
Exposure Predictions -
Production Yolume L.
General Predictions Data
Links
Predictor Value Units
Comments Preduction Violume kg/day
Stockholm Convention o Presence/Absence
Probability Far-Field Pesticide 0 Likelinoed from O [rone) to 1 (certain}

Prebability Industria 0 Likelihood from 0 {none) to 1 (certain}

54

Probability Residential 1 Likslihood from 0 {none} to 1 (certain}

httoe A comptor ena covidachbaard/chemical/evnasure-nrediction=/DT¥SID7T020122 . o



<EPA

Exposure Tab: Production Volume

Q @ 80-05-7 [ DTXSID/020182

Searched by Approved Name.

Details
Executive Summary

n Search Production Volume Data
Properties
Env. Fate/Transport

Hazard Name

Exposure - Production Volume @

Agency

Reported values

EPA’'s Chemical Data Reporting (CDR) Rule, issued under the
Toxic Substances Control Act (TSCA)

X EXPORT ~

D OO0

Production Volume

Amount (lb)

Safety > GHS Data Demestic Manufaciuring Production

ADME > IVIVE

Exposure \olume Exgorted

Will have updates soon!

Product & Use Categories

Chemical Weight Fraction
Chemical Functional Use
Toxics Release Inventory
Biomonitoring Data

Exposure Predictions

Production Volume
e e

Links

Comments

https:/fcomptox.epa.gov/dashboard/chemical/production-volume/DTXSIDT020182
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1 N7
Literature Tabs B

 Perform searches of publications containing the chemical, as well as
user-defined terms

O Google Scholar
O PubMed Abstract Sifter

e Direct visualization of curated chemical database information

O PubChem Articles

O PubChem Patents Google Scholar
O PPRTV (EPA’s Provisional Peer-Reviewed Toxicity Value)  susved anstract sifier
O IRIS (EPA’s Integrated Risk Information System) PubChem Articles

PubChem Patents

PPRTV

RIS

58



Exte

Details

Executive Summary
Properties

Env. Fate/Transport
Hazard

Safety > GHS Data
ADME > IVIVE
Exposure

Bioactivity

Similar Compounds

GenRA

Related Substances

ms

Literature

Links

Comments

rnal Links

Q = 80-05-7 [ DTXSID/020182

General

E} ACS Reagent Chemicals
! CAMEO Chemicals
ChEBI

- ChemaAgora

ChEMEL

m Chemspider

& Consumer Product information Database

"E.i’: CPCat
#o rugBank

[Bzcria srief rofile

[ zcHa infocard

\@I;; EPA Substance Registry Service
Q, MSDS Lookup

[ MIOSH Chemical Safety Cards

MIST MIST Chiernistry Webbook

PubChem
@ PubCnem 3D conformer download

PubChem 3D Structure Display

PubChem: Ghemical

PubChem Safety Sheet

@ ToxPlanet
@ WEBWISER

‘ Woalfram Alpha

Searched by Approved Name.

Toxicology

) ACToR PDF Report

@ Chemical Checker

) National Air Toxics Assessment

[El NIOSH IDLH Values

Publications

i Bielefeld Academic Search Engine
o) BioCaddie Datalled
% CORE Literature Search
¥ Federal Register
G Google Books (Structure Search)
G Google Books (Text Search)
G Google Patents (Structure search)
G Google Patents (Text search)
G Google Scholar (Structure search)

G Google Scholar (Text search)

IRIS Assessments

[EEE MIOSH Pocket Guide

@Kl MIOSH Skin Netaticn Profiles
PPRTVWEB

[ ~ubhied
s Regulations_gov
- RSC Publications

A‘a Springer Materials

Analytical

IR Spectra on PubChem
sl zssBank
w MOMA: MassBank Morth America
@ mzCloud
& National Environmental Methods Index
NIST MIST Antoine Constants
NIST MIST IR Spectrum
NIST MIST Kovats Index values
NIST MIST MS Spectrum
[ Protein DataBank
- R5C Analytical Abstracts

& Tox21 Analytical Data

Prediction

o 20 NMR HSQC/HMBC Prediction

Q) Carbon-13 NMR Prediction
ChemRTP Predictor

& LsErD

Q) Froton NMR Prediction

<EPA

United States
Environmental Protection
Agency

900
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. . <EPA
D He p Page www.epa.gov/chemical-research/comptox-chemicals-dashboard-help United States

Agency

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

About

News

ompTox Chemicals Dashboard
¥ Search 1,200,059 Chemicals

Downloads

Comments

Chemicals Products/Use Catego
Release MNotes

VOO0

Search for chemical by systematic name, synonym, CAS number, DTXSID or InChiKey

@ Identifier substring search

Latest News

Read More News

CompTox Chemicals Dashboard Release 2.0.2

Updated at July 19, 2022

We apologize for the inconvenience. We had some technical challenges after a fix to correct an error due to internal maintenance, which led
to several issues. An updated fix has been implemented. Please see the release notes. Thank you.

60
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http://www.epa.gov/chemical-research/comptox-chemicals-dashboard-help

Submit Comments

CompTox Chemicals Dashboard Home  Search ~

Lists = About ~ Tools ~

New Comment

Your email

Chemicals Products/Use Categories Assg

Search for chemical by systematic name, synonym, CAS numper RS orInchiRey

@ Identifier substring search

Latest News

Read More News

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

Updated at December 8, 2021

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

Please log_issues or questions using the Submit Comments function/button in the Menu bar.
Known Issues

1. Browser Cache: In order to properly load the new Comptox Chemical Dashboard and data, please clear the browser cache. We are

observing issues caused by browser cache. Refer to the specific instructions on how to clear the cache for the various browsers.

Please report bugs using “Submit Comments.”

<EPA

United States
Environmental Protection
Agency

Submit Comments
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Batch Search SRR

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

Advanced Search Lists of Chemicals

olleileanin " List of Assays

OmpTox Chemicals Dashboard
Search 1,200,059 Chemicals

Chemicals Products/Use Categories Assay/Gene

Lists of Chemicals

List of Assays
Products/Use Categories | Send the selected chemicals To Batch Search |

search
Within Dashboard Batch Search

O Similar Compounds
O Related Substances




Batch Search SER

Agency

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

Lists of Chemicals

List of A

CompTox Chemicals Dashboard
Search 1,200,059 Chemicals

Chemicals Products/Use Categories Assay/Gene

@ Identifier substring search




Batch Search e .

CompTox Chemicals Dashboard Home  Search ~  Lists ~  About ~  Tools ~ Submit Comments Search all data

Chemical Lists @

ﬂ search Chemical Lists & ExPoRT~ | [0 COPY URL

Showing 410 Records

List Acronym List Name # Chemicals Updated List Description

<

Hazardous Substance List associated with the Federal Water Pollution Control Act, as amended by the Federal Water Pollution Control Act Amendments of 1972 (Pub. L. 92-500), and as further amended by
the Clean Water Act of 1977 (Pub. L. 95-217), 33 U.5.C. 1251 et seq,; and as further amended by the Clean Water Act Amendments of 1978 (Pub. L. 95-676)The cument list can be found at 40 CFR 1164 list.

YO0

Other lists of interest are:

40 CFR 1164 Designation of Hazardous Sub... 333 2020-06-25

List of constituents of motor fuels relevant to leaking underground storage tank sites List of constituents of motor fuels relevant to leaking underground storage tank sites

Chemicals present in Underground Storage Tanks Chemicals present in Underground Storage Tanks
SNCERIEE Bt Hazardous Subst . 20180105 Extremely Hazardous Substance List and Thresheld Planning Quantities; Emergency Planning and Release Notification Requirements; Final Rule. (52 FR 13378) This FR notice contains the EHS list of
4QCFR355 Extremely Hazardous Substance .. EER) 2018-01-05

chemicals as published in 1987, This list has been revised over time and sheuld not be used for current compliance purposes, The current EHS list can be found at 40 CFR 355,

The ACS Committee on Analytical Reagents sets purity specifications for almost 500 reagent chemicals and over 500 standard-grade reference materials. These specifications have become the de facto -



Batch Search SEPA

Environmental Protection
Agency

CompTox Chemicals Dashboard Home  Search ~ Lists ¥ A

Submit Comments

Chemical Lists @

-

Showing 1 of 410 Records

List Acronym List Name # Chemicals Updated

|v| |v| |v| |v|

List Description

The EPA Fathead Minnow Acute Toxicity database was generated by the U.5. EPA Mid-Continental Ecology Division (MED) for the purpose of developing an expert system to predict acute toxicity from
chemical structure based on mode of action considerations. Hence, an important and unusual characteristic of this toxicity database is that the 617 tested industrial organic chemicals were expresshy
chosen to serve as a useful training set for development of predictive guantitative structure-activity relationships (QSARs), A second valuable aspect of this database, from a QSAR modeling perspective, is
the inclusion of general mode-of-action (MOA) classifications of acute toxicity response for individual chemicals derived from study results, These MOA assignments are biologically based classifications,

2008-02-15 allowing definition of chemical similarity based upon biclogical activity instead of organic chemistry functional class as most commonly employed in QSAR study. MOA classifications should strengthen the

e scientific basis for construction of individual QSARs. However, it is cautioned that the broad MOA categorizations should not be construed to represent a single molecular mechanism; for example, CNS
seizure agents and respiratory inhibitors are known to act through a variety of receptors. The DS5Tox EPAFHM database includes information pertaining to organic chemical class assignments
(ChemClass_FHM], acute toxicity in fathead minnow (LC50_mg), dose-response assessments (LC50_Ratio, ExcessToxicitylndex), behavioral assessments (FishBehaviorTest), joint toxicity MOA evaluations of
mixtures (MOA_MixtureTest), and additional MOA evaluation of fish acute toxicity syndrome (FishAcuteToxSyndrome) in rainbow trout. All of these indicators, to the extent available, were considered in the
determination of MOA and, additionally, were used to determine a level of confidence in the MOA assignment for each chemical (MOA_Confidence).

YO0

EFAFHM EBA|ECOTCX: Fathead Minnow Acute T

Fows:1of 410

™

Frivacy - Terms

65



Batch Search

s s e

characteristic of this toxicity database is that the 617 tested industrial organic chemicals were expressly chosen to serve as a useful training set for development of predictive quantitative structure-activity relationships (QSARs). A second valuable aspect of this database, from a QSAR modeling perspective, is the
inclusion of general mode-of-action (MOA) classifications of acute toxicity response for individual chemicals derived from study results. These MOA assignments are biologically based classifications, allowing definition of chemical similarity based upon biological activity instead of organic chemistry functional

class as most commonly employed in QSAR study. MOA classifications should strengthen the scientific basis for construction of individual QSARs. However, it is cautioned that the broad MOA categorizations should not be construed to represent a single molecular mechanism; for example, CNS seizure agents

<EPA

United States

Environmental Protection

Agency
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and respiratory inhibitors are known to act through a variety of receptors. The DSSTox EPAFHM database includes information pertaining to organic chemical class assignments (ChemClass_FHM), acute toxicity in fathead minnow (LC50_mg), dose-response assessments (LC50_Ratio, ExcessToxicitylndex),

behavioral assessments (FishBehaviorTest), joint toxicity MOA evaluations of mixtures (MOA_MixtureTest), and additional MOA evaluation of fish acute toxicity syndrome (FishAcuteToxSyndrome) in rainbow trout. All of these indicators, to the extent available, were considered in the determination of MOA and,

additionally, were used to determine a level of confidence in the MOA assignment for each chemical (MOA_Confidence).

Number of Chemicals: 617

n Search Results

Abietic acid
DTXSID : DTXSID7022047
CASRN : 574103

TOXCAST:

F
o]
alpha,alpha,alpha-Trifluor...

DTXSID : DTXSID3022031
CASRN : £17-50-C
TOXCAST :

C

Q
2-Methyl-4-phenylbutan-2-ol

DTXSID : CTXSID32218%1
CASRN : 103-05-%

TOXCAST: 27414
7\,
R\ —
@\
1,2-bis(4-Pyridyl)ethane

DTXSID : DTXSIDS022221
CASRN : 4316-57-8
TOXCAST :

L

OH

L

Cl
cl Cl
Q
1,2,4-Trichlorobenzene

DTXSID : DTXSID0O021965

CASRN : 120-82-7
TOXCAST : 43/30¢

HO

Q

CH

Propargyl alcohol

DTXSID : CTXSID

CASRN :
TOXCAST :

3
7/400

5021883

L

SEND 617 TO BATCH SEARCH

Showing 817 of 617 chemicals

%
/N‘ NH,

0/

Q
4-Nitrobenzenamine

DTXSID : DTXSIDEI209481
CASRN : 100-07-6
TOXCAST : 45/876

I

I

0
\
cl
@
4-Chlorobenzaldehyde

DTXSID : DTXSID2021860
CASRN : 102-82-1
TOXCAST:

L

C}

3-(3-Pyridyl)-1-propanol

DTXSID :
CASRN :
TOXCAST :

CHs

Q

DTXSID5022108
2856-67-8
NH:  CHy

2,6-Diisopropylaniline

DTXSID :
CASRN :
TOXCAST :

DTXSIDS022279
243is0a3
23/618

L

(Z)-3-Hexen-1-ol
DTXSID : DTXSI0E022137
CASRN : 325-96-"

TOXCAST : 3/435

CI/\/\CI

o]
1,3-Dichloropropane
DTXSID : DTXSI0S022004
CASRN : 742-28-9

TOXCAST: 5/408

L

L

A EXPORT = | PREFERRED VIEW = E Q
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Batch Search SER

Agency
CompTox Chemicals Dashboard Home  Search ¥  Lists *  About ¥  Tools ~ Submit Comments Search all data
Batch Search
@ Select Input Type(s) @ Enter Identifiers to Search
. Substance Identifiers Please enter one identifier per ling and limit the number of identifie
: g;zr;;fa'”ame DTXSID7022047 =
ol DTXSID3021851
I InChiKey

DTXSID0021965
M DSSTox Substance 1D

0SS Tox O 31D DTXSID8020961
________ Q8 o [elaine) D) DTXSID5022198

InChiKey Skeleton DTXSID6022137
M8-Ready Formula(e) DTXSID3022031

______________________ DTXSID5022221

o 4 DISPLAY ALL CHEMICALS ar @ CHOOSE EXPORT OFTIONS

YO0

Customize Export Results

(4] Please select output format.

csv

SDF v2000 MOL Format (.sdf)

SDF v3000 MOL Format (.sdf)

Frivacy - Terms

67
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Batch Search

(4] Your file will be exported in Microsoft Excel Format (xlIsx)

|| select All columns available

Chemical Identifiers Metadata

Curation Level Details

[] cashn [ ] Dats Sources
(] Include ToxVal Data Avallabiity

Ll assm

Structures (] PubChem Data Sources
D Mal File CPDat Product Occurrence Count
[[] smiLes IRIS
[] wmohisting ) eRETy

[[] MsReady SMILES

[] Include links to ACToR reports

.................... Enhanced Data Sheets

--------------------- [] ToxPrint single fingerprints

------------------------- [] Abstract Sifter Input File

LS A (] Synenyms and Identifiers

Il Pnysicochemical Property Values

Download Export file for the chemicals selected

o

& DOWNL

Presence in Lists

Description

11O

L0CFRINGE
L0CFRIZE L
ACSREAG LS
AEGLVALUES (2
AGCHEMWEAPONS £
ALGALTOX (2
ALLSURFACTANTS (£
AMINOACIDS (2
AMPHBOLES £
ANITMICROBZ (2
ANTIBICTICS (2

ANTIMICROBIALS (2

JOoOo0o0o0oooooooo o

ACPSTRESSORS (1

-

= 410

EXPORT FILE

List of Adverse Cutcome Pathway Stressors
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* Developed public access of environmental chemical data to support EPA and
partner decision making.

e Provides chemistry, toxicity and exposure information for more than
1.2 million chemicals on the Dashboard.

* The idea is that easy access to data improves efficiency and accelerates
chemical risk assessment.
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Future NAMs Trainings: Potential Topics  *F%...

Agency

Topic Area Specific Products, Including Web Applications, Databases,

Tools and Workflows

oo af o [or 8o T TR ER o E TG BB CompTox Chemicals Dashboard: overview, all sub-modules and their functionality tailored to be
a chemical specific case study approach that is trainee/user-defined

Ecotoxicology ECOTOX Knowledgebase, SeqAPASS
“ CPDat (CPCat, CPCPdb, Ingredient Lists, Functional Use Data, Measured Data), Expocast/SEEM3;
SHEDS HT

Databases relevant to toxicity ToxCast, ToxRefDB, ToxVal, TEST; invitroDB
and bioactivity
Toxicokinetics and dosimetry High-Throughput Toxicokinetics R Package (httk)

(0 (=1 1o | B (AR T e Lol o) oo 1 (o= 518 Toxic Substances Control Act (TSCA) POC, Bioactivity:Exposure Ratio
(POC) workflows

GenRA; phys-chem properties (OPERA models); ENTACT; Non-Targeted Analysis (NTA)

For more information: www.epa.gov/chemical-research/new-approach-methods-nams-training

74


https://www.epa.gov/chemical-research/new-approach-methods-nams-training

Contact

Nisha Sipes, PhD
Assistant Center Director for Research Translations and Program/Regulatory Support
US EPA ORD Center for Computational Toxicology and Exposure

sipes.nisha@epa.gov

For questions about this or future NAMs trainings:

Jessica Daniel

Section Lead | Outreach, Stakeholder Engagement, and Training Section
Research Planning and Implementation Staff

US EPA ORD Center for Computational Toxicology and Exposure

daniel.jessica@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.


mailto:sipes.nisha@epa.gov
mailto:daniel.jessica@epa.gov

<EPA

United States
Environmental Protection
Agency

Thank You!
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