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e 1 OCA AN the need for exposure information

June 2017: 67,709 Chemicals on Frank R. Lautenberg Chemical Safety for
the TSCA Inventory the 215t Century Act (June 2016)

« Amends the Toxic Substances Control
Act (TSCA)

—Mandatory requirement for EPA to
evaluate existing chemicals with clear
and enforceable deadlines

Rlsk-Based

—Risk-based chemical assessments

—Increased public transparency for
chemical information

Risk
valuatio

t TSCA section 6(b)(1)(A)
~ — » Exposure potential of the chemical
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e 1 NE Chemicals and Products Database (CPDat)

 Information on generic chemical use and the chemical composition of consumer

products is needed to support modeling-based characterization of population chemical
exposures

—Existing data is widely dispersed and difficult to access

—Data from multiple EPA efforts need to be harmonized and organized
—Data are needed on why a chemical is in a product

« EPA has collected data from multiple sources and consolidated them into an
integrated relational database of chemical and consumer product information:
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United States

e 1 NE Chemicals and Products Database (CPDat)

* Provides a means to organize and disseminate chemical and product information

« Comprised of chemical use and consumer product composition data from a variety of
public sources; includes measured, modeled, and reported data

« Organized around a set of consumer product use categories (PUCs) optimized for
exposure modeling

* Incorporating exposure from near-field sources into health characterization for risk-
based prioritization

 Sustainable way to organize, update, and disseminate these data
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https://comptox.epa.gov/dashboard
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Contents lists available at ScienceDirect e

Toxicology Reports o

v ]
ELSEVIER journal homepage: www.elsevier.com/locate/toxrep

Exploring consumer exposure pathways and patterns of use @M,m
for chemicals in the environment

Kathie L. Dionisio?, Alicia M. Frame" !, Michael-Rock Goldsmith?2,
John F. Wambaugh®, Alan Liddell*-*, Tommy Cathey?, Doris Smith ",
James Vail®, Alexi S. Ernstoff, Peter Fantke®, Olivier Jolliet',
Richard S. Judson ™+

# LIS, Environmental Protection Agency, National Exposure Kesearch Laboratory, 109 T.W. Alexander Drive, MC E205-02,
FKesearch Triangle Park, NC 27708, UsA

b 115, Environmental Protection Agency, National Center for Computational Taxicology, MC E205-01, Research Triangle Park,
NC 27709, UsA

© North Caroling State of ics, Bax 8205, Raleigh, NC 27695-8205, USA

4 Lackheed Martin, Research Triangle Park, NC, LSA

€ i 1g. Technical Uiy of Denmark,
Produktionstarvet 424, 2800 Kgs. Lynghy, Denmark

T Department of Environmental Health Sciences, School of Public Health, University of Michigan, 1415 Washington Heights,
Ann Arbor, MI 48100, USA

Broad categorization of chemical use
—Functional use
—Therapeutic use
—Consumer product-based use
—Industrial process use
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Food and Chemical Toxicology

journal hemepage: www.elsevier.com/locate/foodechemtox

Development of a consumer product ingredient database for chemical @CWM
exposure screening and prioritization

M.-R. Goldsmith **, C.M. Grulke?, R.D. Brooks ", T.R. Transue®, Y.M. Tan?, A. Frame **, P.P. Egeghy °,
R. Edwards “, D.T. Chang®, R. Tornero-Velez®, K. Isaacs®, A. Wang *“, |. Johnson , K. Holm?*, M. Reich’,
J. Mitchell %, D.A. Vallero®, L. Phillips “, M. Phillips®, J.F. Wambaugh °, R.S. Judson?,

T.J. Buckley®, C.C. Dary*

*United States Environmental Pratection Agency (LS. EPA), Office of Research and Development, RTP, NC 27711, United States
b Student Services Contractor at LS. EPA, RTP, NC, United States

“Lockheed-Martin Information Technology, KTF, NC 27711, United States
@ North Caroling State Universicy, 2200 Hillsborough St Raleigh, NC 27695, United States
" Oak Ridge [nstitute for Science and Educarion Fellow, United Stares

f University of North Carolina ot Chapel Hill, Chapel Hill, NC 27514, United States
* Biosystems and Agriculrural Engi ing Michigan Stare Uni . E. Lansing, M| 48824, United States
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Chemical and Products Database

Ingredient
Lists

MSDS-based composition information for

consumer product formulations
Functional

Use Data —Includes range of reported weight

Measured fraCtiOn

Data —Provides quantitative input to

consumer exposure models
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Agency

Joumal of Exposure Science and Environmental Epidemiology (2017) 00, 1-7
© 2017 Nature America, Inc., part of Springer Nature. All rights reserved 1559-0631/17

www.nature.com/jes

ORIGINAL ARTICLE
Consumer product chemical weight fractions from
ingredient lists

Kristin K. Isaacs', Katherine A, Phillips’, Derya Biryol', Kathie L. Dionisio’ and Paul 5. Price’

Assessing human exposures to chemicals in consumer products requires composition information. However, comprehensive
compaosition data for products in commerce are not generally available. Many consumer products have reported ingredient lists
that are constructed using specific guidelines. A probabilistic model was developed to estimate quantitative weight fraction (WF)
values that are consistent with the rank of an ingredient in the list, the number of reported ingredients, and labeling rules. The
model provides the mean, median, and 95% upper and lower confidence limit WFs for ingredients of any rank in lists of any length.
WFs predicted by the model compared favorably with those reported on Material Safety Data Sheets. Predictions for chemicals
known to provide specific functions in products were also found to reasonably agree with reported WFs. The model was applied to
a selection of publicly available ingredient lists, thereby estimating WFs for 1293 unique ingredients in 1123 products in 81 product
categories. Predicted WFs, although less precise than reported values, can be estimated for large numbers of product—chemical

combinations and thus provide a useful source of data for high-throughput or screening-level exposure assessments.
: Journal of Exposure Science and Environmental Epidemiology advance online publication, 8 Nevember 2017; doi:10.1038/jes.2017.29
Keywords: consumer products; consumer ExpoCast; ingredients
on ||

ical and Products Database

Ingredient
Lists

Chemical composition of consumer

products from ingredient lists
Functional

Use Data —Reported ingredients

Measured
Data

—Predicted weight fractions based on
structured reporting rules
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: 5 Toxicology Reports
FLSEVIER journal homepage: www.elsevier.com/locate/toxrep
Characterization and prediction of chemical functions and weight @ ot

fractions in consumer products

Kristin K. Isaacs®*, Michael-Rock Goldsmith ™', Peter Egeghy°, Katherine Phillips®,
Raina Brooks?, Tao Hong", John F. Wambaugh'

# LS. Envirenmental Protection Agency. Office of Research and Development, National Exposure Research Laboratory, 109 T.W. Alexander Drive, Research
Triangle Park. NC 27709, United Seates

8 Chemical Computing Group, Suite $10, 1010 Sherbrooke Street West, Monireal, OC H3A 2R7, Canada

© Dak Ridge Instituge for Science and Fducation, 109 W, Alexander Drive, Research Triongle Park, NC 27708, United States

4 Student Services Contractor, U.S. Environmental Protection Agency, 108 T.W. Alexander Drive, Research Triongle Park. NC 27709, United States

= ICF International, 2635 Meridian Pkwy #200. Durham, NC27713, United States

! LS. Envirommental Protection Agency, Office of Researchand Development, National Center for Computational Toxicology, 109 TW. Alexander Drive,
Research Trigngle Park. NC 27709, United States

Green Chemistry c

Ingredient
Lists

View Article Online
View Journal | View Issue
G ! D a t Crosshari High-throughput screening of chemicals as

ical and Products Database e oo e 200715, funct_lgna! substitutes using structure-based
1063 classification modelst

Katherine A. Phillips,*** John F. Wambaugh,® Christopher M. Grulke,”
Kathie L. Dionisio® and Kristin K. lsaacs®

Functional
Use Data

Categorization by functional use

—Reported functional use

Measured
Data

—Harmonized functional use

—Predicted functional uses based on
_ ngtlicoenc:lc Ef;giﬂcr: azge2$:ﬁlfapbr2$;2ry, Computational Exposure Division St rU Ct U re
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Y!#cg&mecﬁn"um% & Cite This: Environ. Sci. Technol. 2018, 52, 3125-3135

Suspect Screening Analysis of Chemicals in Consumer Products

Katherine A. Phi]lipsT Alice Yau,i Kristin A. 133.\rela,i Kristin I Isa.ac:s,Jf Andrew M«:Eachran,§"I
Christopher Gmlke,‘{ Ann M. Richard,‘I Antony ]. Williams,” Jon R. Sobus,f Russell S. Thomas,”

and John F. Wambaugh*,ll

"National Exposure Research Laboratory, Office of Research and Development, U.S. Environmental Protection Agency, 109 T. W.

Alexander Drive, Research Triangle Park, North Carolina 27711, United States
*Southwest Research Institute, San Antonio, Texas 78238, United States
*0ak Ridge Institute for Science and Education (ORISE), Oak Ridge, Tennessee 37830, United States

'National Center for Computational Toxicology, Office of Research and Development, U.S. Environmental Protection Agency, 109

T. W. Alexander Drive, Research Triangle Park, North Carolina 27711, United States

Targeted and non-targeted

measurement of chemicals in consumer

products
—Measured weight fractions
—Confirmed presence
—Tentative identification
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Functional
Use Data

SCIENTIFIC D ATA:

OPEN: Data Descriptor: The Chemical and
§Product5 Database, a resource for
. exposure-relevant data on
. chemicals in consumer products

Received: 16 October 2017 © N . R

Amegad 30 April 2018 : Kathie L. Dlnnlslg , Katherine F;i‘;lllpﬁ", Paul iS. Price”, Ch—lsmpl‘nelr M. Grulke®,

Pblshed: 10 Jly 2015 Antony Williams®, Derya Biryol™", Tac Hong™ & Krstin K. Isaacs
Quantitative data on product chemical composition is a necessary parameter for characterizing near-field
+ exposure. This data set comprises reported and predicted infomnation on mare than 75,000 chemicals and
: more than 15,000 consumer products. The data's primary intended use is for exposure, risk, and safety
+ assessments. The data set includes specific products with quantitative or qualitative ingredient information,
+ which has been publicly disclosed through material safety data sheets (MSDS) and ingredient lists. A single
product category from a refined and hamnonized set of categories has been assigned to each product. The
: data set also contains information on the functional role of chemicals in products, which can informn
predictions of the concentrations in which they occur. These data will be v=eful to exposure and risk
- assessors evaluating chemical and product safety.

« Broad categorization of chemical use

« Comprehensive hierarchical
categorization of chemical usage by
consumer product type

e Functional use of chemicals

« Quantitative chemical composition for
consumer products
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Agency
Broad Chemical
Categories
CPCat
Reported
Chemicals in
Products

Ingredient
Lists

BCPDat

~ | o X
Chemical and Products Database

A
Functional
Use Data
Measured
Chemical Role Data

|dentification of
Compounds

in Products
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30,000-60,000 chemicals
16,000 products

~200 consumer product
categories



I . Chemical Information

< EPA : ) .
Yt ... Information linkages in CPDat

HyC
\
“\1ED ST4}€® P

0]
/ / HO—(: :)—<
N4 O

"y PRO"'(.’

HIA
GNOHIANy .

/

(o] L]
¥ agenct

e")

Reported Product
Chemistry Dashboard Reported Function Category (PUC)
< Name (in product)
/
I Reported I
|

CASRN Occurrence
(Detected/Reported)
DTXS/ Product

Weight Fraction
Reported (Measured/Reported/Predicted)
AUREERE Data Source

Chemical
Broad Use . Reported
Harmonized Terms In Name
Functions PrediCted
. Product
Functions

Product Information



I . Chemical Information

< EPA : ) .
Yt ... Information linkages in CPDat

HyC
\
“\1ED ST4}€® P

0]
/ / HO—(: :)—<
N4 O

"y PRO"'(.’

HIA
GNOHIANy .

/

(o] L]
¥ agenct

e")

Reported Product
Chemistry Dashboard Reported Function Category (PUC)
< Name (in product)
/
I Reported
|

CASRN Occurrence
(Detected/Reported)
DTXS/ Product

Weight Fraction
Reported (Measured/Reported/Predicted)
AUREERE Data Source

Chemical
Broad Use . Reported
Harmonized Terms In Name
Functions PrediCted
. Product
Functions

Product Information



<EPA

United States
Environmental Protection
Agency

General
Category

Product Family

Product Use Categories (PUCs) in CPDat

Arts and
crafts/Office Home maintenance Pesticides Vehicle
supplies
Cleaning products Landscape/Yard Pet care

and household care

Electronics/small

Personal care

Sports equipment

~~—

appliances
Dishwasher Dental care
and dishes ~
Dish soap Toothpaste

!

Office of Research and Development
National Exposure Research Laboratory, Computational Exposure Division

« PUCs group
products based on
—Meeting a
common need
—Having similar
routes of
exposures

* PUCs are
consistent with
harmonized OECD
system of product
categorizations for
chemical reporting

 Hierarchy based
system
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Z| facial cleansing and moisturizing
...LWN Y

Home Maintenance

-

/PUC Level

Level 1 ——
Level 2 ----
Level 3 none

\

Number of
Unique Chemicals

I 200
© 150
100
50

-

Electronics
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Agency

Ethylparaben Correct chemical identification is
120-47-8 | DTXSID9022528 important (and difficult!)

Searched by Synonym from Valid Source.

Potential for errors in chemical identification due to:

N —Synonym chemical names
3

o—/  Ethyl 4-hydroxybenzoate
H04©_<0 » Benzoic acid, 4-hydroxy-, ethyl ester

 Ethyl 4-hydroxybenzoate

—Misspelled chemical names

—Deleted and synonym CAS
—Conflicts between CAS and chemical name

_ Office of Research and Development
National Exposure Research Laboratory, Computational Exposure Division



= CNEMICAl identification

Correct chemical identification is

H o . I
Ethylpa important (and difficult!)

raefr
-47-8( DTXSID9022528
Searched by SynonTsiggm Valid Source

120-47-8 DTXSID provides unique identifier for each chemical

structure

—All chemical information provided by source (CAS,
chemical name) used to map substance to a DTXSID

0—/ —Conflicts are resolved
HO—(: :>—<
O

CPDat
49,000 unique CAS
68,000 unique chemical names
31,000 unique substances (by DTXSID)
(+27,000 substances not yet curated)

_ Office of Research and Development
National Exposure Research Laboratory, Computational Exposure Division
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Agency

Broad Chemical

Categories
CPCat
Reported
Chemicals in
Products
\ 4
Ingredient . r D D At
Lists \\f 4 ‘-\9 | & Williams et al., J. Cheminfo., 2017
Chemical and Products Database
A
SSS8000000000000
So0s000000000E
Functional C I Yy
unctiona ADSostaattaNNE
Use Data 1 111 )
_ UEERIIEL https://comptox.epa.gov/dashboard
Chemical Role Data

|dentification of
Compounds
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Agency

<« C' @& https;//comptox.epa.gov/dashboard & Q4 »x U e :

: Apps D My Workplace-EPA W Bookmarks '@ ILCD handbook - EP (&) iCss @ HEM myBalsamiq o GitHub Hemisphere (21 Chemistry Dashboa Archive Personal

o United States
\" Environmental Protection Home Advanced Search Batch Search Lists w Predictions Downloads
Agency

765 Thousand Chemicals

Product/Use Categories  Assay/Gene

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

Latest News

Read more news

Full list of release notes for Version 3.0 now available
September 26th, 2018 at 9:42:43 AM

In August 2018 we released version 3.0 of the CompTox Chemicals Dashboard and we hope you are enjoying our latest release
and we welcome your feedback. We can now point you to the release notes here.

<«

R ' e oo https://comptox.epa.gov/dashboard

National Exposure Research Laboratory, Computational Exposure Division
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Agency

< C' @& https://comptox.epa.gov/dashboard/downloads & @ % O 0 : :

=== Apps D My Workplace-EPA 9 Bookmarks /@ ILCD handbook - EP (&) iCSS @ HEM myBalsamiq Q GitHub Hemisphere (&) Chemistry Dashboa

Archive Personal

o 1 United States :
\" inwronmental Protection Home Advanced Search Batch Search Lists v Prediction Downloads _
gency

researchers a view of the literature landscape for a set of entities such as chemicals or genes and makes it easy to dive deeper into areas of interest.

Tandem Mass Spectrometry Fragment Summary File Posted: 08/22/2017

A new “Tandem Mass Spectrometry Fragment Summary File” has been added to the downloads page for our mass spectrometry users. This file contains DTXSIDs, structural
and neutral mass information from the CompTox Chemistry Dashboard mapped to precursor and MS/MS fragment summaries from mass speciral records submitted to

European MassBank (MassBank EU) and contained within the MASSBANKREF and MASSBANKEUSP lists. For more details download the ZIP file and examine the
README file.

The Chemical and Products Database (CPDat) Posted: 08/13/2018

emicals and Products Database (v1.0, 10/5/2016) in spreadsheet form. This includes information on general chemical use
categoneﬁ chemical functional uses, and consumer product ingredients. An example R script for accessing the chemical data for a particular product category is included.

Calculated Collision Cross Section for lon Mobility Mass Spectrometry File Posted: 09/26/2018

Calculated Collision Cross Sections for the protonated, deprotonated, and sodiated adducts of DSSTox compounds. Calculations were performed as described in Colby et al.
2018 (https://arxiv.org/abs/1809.08378) and CCS calculations for more datasets, such as the HMDB, are available here (https://metabolomics.pnnl.gov/).

_ ngtiicoeng]lc Ef;giﬂcrz ?{chielzf::lfapbn;f:ttc)ry, Computational Exposure Division h ttpS : //CO m ptOX - e p a' - g OV/d aS h b O ard/d Own I O ad S



SER Using the CompTox Chemicals Dashboard to access CPDat

Agency

s 1 United States
\-’ Environmental Protection Home Advanced Search Batch Search Lisis +  Predictions Downloads

Agency
762 Thousand Chemicals

(% B Product/Use Categories  Assay/Gene

I Identifier substring search

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

Latest News

Read more news

Version 3 of the Dashboard released August 10th 2018
August 12th, 2018 at 2:46:01 PM
Anew version of the CompTox Dashboard has been released to the community. Other than just searching for chemicals, this
version includes new searches for product and use categories and assays and genes associated with ToxCast and Tox21 assays.
P Bioactivity curves are now viewable for assays associated with the Endocrine Disruptor Screening Program (EDSP21). A detailed >
list of new functionality will be forthcoming.

L
Ty Discover. Connect. Ask.
fud 7,
g % About/Disclaimer ACToR Contact
% 6;} Accessibility DSSTox Help
N - Privacy Downloads

_ Office of Research and Development |
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Vit e S€Arching by chemical

Agency

Protection Home Advanced Search Batch Search Lisis +  Predictions Downloads

762 Thousand Chemicals

(o7 (s B Product/Use Categories  Assay/Gene

L ldentifier substring search
see what people are saying, read the dashboard comments!
Cite the Dashboard Publication click here

Anew version of the CompTox Dashboard has been released to the community. Other than just searching for chemicals, this
version includes new searches for product and use categories and assays and genes associated with ToxCast and Tox21 assays.
P Bioactivity curves are now viewable for assays associated with the Endocrine Disruptor Screening Program (EDSP21). A detailed >

list of new functionality will be forthcoming.

L
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o 7,
g % About/Disclaimer ACToR Contact
02 6; Accessibility DSSTox Help
N - Privacy Downloads
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762 Thousand Chemicals

m Product/Use Categories  Assay/Gene

lQ hexadecang|

Hexadecanoic acid
DTXSID2021602

HEXADECANOIC ACID DER (FR. LAVANDULA) A
DTXSID50321651

HEXADECANOIC ACID NONYLESTER
DTXSID30437345

Hexadecanoic acid—-butane-1,4-diol (1/1)
DTXSID40722193

Hexadecanoic acid, (15)-1-(((1, 1-dimethylethyl)amino)methyl)-2-({4-(4-morpholinyl}-1,2 5-thiadiazol-3-yljoxy)ethyl ester, propanedioate (1:1)

DTXSIDS0164969
«
Hexadecanoic acid, (2, 2-dimethyl-1, 3-dioxolan-4-yl)methyl ester
DTXSID90337271
Hexadecanoic acid, (2E)-3,7-dimethyl-2 6-octadienyl ester
DTXSIDTO74404
Hexadecanoic acid, (3, 5-dioxo-4-(3-ox0-3-phenylpropyl)}-1,2-diphenyl-4-pyrazolidinyl)methyl ester
DTXSIDI0195015
Hexadecanoic acid, (3, 5-dioxo-4-(3-oxobutyl}-1,2-diphenyl-4-pyrazolidinyl)methyl ester
DTXSID10195012
oS :
R Discover. Connect. Ask.
m .
’sf 2 About/Disclaimer ACTOR Contact
=
% oy Accessibility DSSTox Help
o -
Uy, - Privacy Downloads
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Agency

o ) United States
w’ inv' onmental Protection Home Advanced Search Batch Search Lists »  Predictions Downloads Submit Comment
gency

Hexadecanoic acid
57-10-3 | DTXSID2021602

Searched by DSSTox Substance Id.

EXECUTIVE SUMMARY Palmitic acid, or hexadecanoic acid in IUPAC
nomenclature, is the most common saturated
PROPERTIES fatty acid found in animals, plants and

microorganisms. Its chemical formula is
CH3(CH2)14CO0H, and its C:D is 16:0. Az its
name indicates, it is a major compenent of the oil
from the fruit of oil palms (palm oil). Palmitic acid

ENV. FATE/TRANSPORT

HAZARD HO o can also be found in meats, cheeses, butter, and
dairy products. Palmitates are the salts and
» ADME esters of palmitic acid. The palmitate
A4
» EXPOSURE Read more
» BICACTIVITY
Intrinsic Properties -

SIMILAR COMPOUNDS

i, Molecular Formula: CygH320z
GENRA (BETA)
X MolFile  Q Find All Chemicals

RELATED SUBSTAMNCES
I, Average Mass: 256.43 g/mol

SYNONYMS lsil Isotope Mass Distribution
» LITERATURE I, Monoisotopic Mass: 256.24023
a/mol

LINKS

COMMENTS .
Structural Identifiers 1
Linked Substances 1
Presence in Lists 1
Record Information 1

: |
_ Office of Research and Development
National Exposure Research Laboratory, Computational Exposure Division
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Searched by DSSTox Substance Id.

EXECUTIVE SUMMARY Palmitic acid, or hexadecanoic acid in IUPAC
nomenclature, is the most common saturated
PROPERTIES fatty acid found in animals, plants and

microorganisms. Its chemical formula is
CH3(CH2)14CO0H, and its C:D is 16:0. Az its
name indicates, it is a major compenent of the oil
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Intrinsic Properties -

SIMILAR COMPOUNDS

i, Molecular Formula: CygH320z
GENRA (BETA)
X MolFile  Q Find All Chemicals

RELATED SUBSTAMNCES
I, Average Mass: 256.43 g/mol

SYNONYMS lsil Isotope Mass Distribution
» LITERATURE I, Monoisotopic Mass: 256.24023
a/mol
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COMMENTS .
Structural Identifiers 1
Linked Substances 1
Presence in Lists 1
Record Information 1
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Searched by DSSTox Substance Id.

DETAILS Product and Use Categories (PUCs) o

EXECUTIVE SUMMARY

& Download w

PROPERTIES Columns 10
ENV. FATE/TRANSPORT N N v
HAZARD PUC a9
» ADME personal care: hand'body lotion PUC 38
+ EXPOSURE personal care: nail polish FUC 30
persenal care: shaving cream PUC 17
PRODUCT & USE CATEGORIES
personal care: mascara PUC 12
CHEMICAL WEIGHT FRACTION
personal care: hair conditioner PUC 1
CHEMICAL FUNCTIONAL USE
personal care: shampoo PUC 10
TOXICS RELE NVENTORY personal care: face cream/moisturizer PUC 3
MONITORING DATA personal care: body wash PUC 7
EXPOSURE PREDICTIONS lubricant CPCat Cassette 7

FRODUCTION VOLUME

== = n 2 3 4 5 ] T 3 9 o = == Last
» BIOACTIVITY

Showing 1 to 10 of 105 records
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(diamond soap) for
hraiz dazzlin beauty set
1

air_freshener_1

air_freshener_4

aveeno positively
smooth shave gel 4

axe messy look paste
whatever 4

baby_socap_2

haby_scap_4

haby_scap_5

harbasol aloe shave gel
1

Product Use
personal care: 0.100
har soap

- 242e-6
- 4.36e-6
personal care:

shaving cream

personal care:

hair styling

- 5.30e-6
- 1.82e-6
= 2.31e-5

personal care:
shaving cream

2.42e-6

4.36e-6

5.30e-6

1.82e-6

2.31e-5
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Collected Data on Functional Use €)
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Columns ~

Harmonized functional use

fragrance

fragrance

fragrance
fragrance
fragrance
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Predicted Probability of Associated Functional Use @)
QSAR Version/Date: 2015-11-06

& Download w

Columns ~ 10w

Harmonized functional use
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emulsion stabilizer
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COLORANT
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762 Thousand Chemicals

Chemicals B0 IEIECENG N GE  Assay/Gene

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

August 12th, 2018 at 2:46:01 PM

Anew version of the CompTox Dashboard has been released to the community. Other than just searching for chemicals, this
version includes new searches for product and use categories and assays and genes associated with ToxCast and Tox21 assays.

P Bioactivity curves are now viewable for assays associated with the Endocrine Disruptor Screening Program (EDSP21). A detailed >
list of new functionality will be forthcoming.

L
Ty Discover. Connect. Ask.
o 7,
g % About/Disclaimer ACToR Contact
05’ ,_; Accessibility DSSTox Help
N - Privacy Downloads
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CPDat PRODUCT category: personal care hair color
hair colors and dyes characterized as permanent

CPDat PRODUCT category: personal care hair color
hair colors and dyes charactenzed as for professional use

CPDat PRODUCT category: personal care hair color
hair colors and dyes characterized as temporary

CPDat PRODUCT category: personal care hair color
hair coloring products not otherwise categonzed

CPDat PRODUCT category: personal care hair color activator
chemical activators for hair coloring products

CPDat PRODUCT category: personal care hair color developer
chemical developers for hair coloning products

CPDat PRODUCT category: personal care hair color toner
chemical toners for hair coloring products

CPDat PRODUCT category: personal care lip color
colored lip products, exciuding glosses

CPCat USE category: colorant
term wsed for colorants, dyes, or pigments; includes colorants for drugs, textiles, personal care products {cosmetics, fatoo inks, hair dye), food colorants, and inks for printing; modifie

CPCat USE category: colorant_ ACToRUseDB
specific term assigned only to sowrces from the ACToR UseDE relafed to colorants or dyes (note the ™_ACToRUseDE" ferms are assigned to more general groups and thus may not i

Privacy Downloads
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2167 chemicals
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0 related chemical
structures with this
substance

Iron manganese oxide ((Fe Mn)203)
DTXSID: DTXSID00104976
CASRM: 75864-23-2

TOXCAST. 0

0 related chemical
structures with this
substance

C.1. Direct Brown 13

DTXSID: DTXSID00108777

CASRM: 8003-52-5
TOXCAST. 0

2+
Mg
cl cl

HO H,0 H,0
H0 HO0 HO

Magnesium chioride hexahydrate
DTXSID: DTXSID0020739
CASRN: 7791-18-6

TOXCAST. 3/113

TOXCAST. 26/589
.
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Show info: [ELEE TOXCAST

Filter by:

Name or CASRN

-

Hide

Select all

q

0 related chemical
structures with this
substance

1-Maphthalenesulfonic acid, 5-hydroxy-,...

DTXSID: DTXSID00105105
CASRN: 79873-34-0
TOXCAST: 0

0 related chemical
structures with this
substance

Poly{oxy-1,2-ethanediyl). alpha-tridecyl-...

DTXSID: DTXSID00110077
CASRN: 69011-36-5
TOXCAST 0

CI/\CI

Dichloromethane

DTXSID: DTXSID0020868

CASRN: 75-08-2
TOXCAST. 171113
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0 related chemical

structures with this

substance

Lignin, alkali. reaction producis with dis...

DTXSID: DTXSID00105562
CASRN: 105859-97-0
TOXCAST: 0

HBKD
a NH,

3-Chloro-4-methylaniline
DTXSID: DTXSID0020256
CASRN: 95-74-%

TOXCAST. 5/287

,/N

=
0 N

0

Na

Sodium nitrite
DTXSID: DTXSID0020541
CASRN: 7632-00-0
TOXCAST. 3/537

0 related chemical
structures with this
substance
Octadecanoic acid. 12-hydroxy-, homop...

DTXSID: DTXSID00106172
CASRMN: 124575-12-7

TOXCAST: 0
H,N
H3C cl
HCI

4-Chloro-2-methylaniline hydrochlonide
DTXSID: DTXSID0020258
CASRMN:- 3165-83-3
TOXCAST. 9276

2-Methoxy-5-nifroaniline
DTXSID: DTXSID0020943
CASRN: 99-58-2

TOXCAST. 14/572

0 related chemical

structures with this

substance

Maphthalenesulfonic acid, methyl-, poly...

DTXSID: DTXSID00108419
CASRN: 81065-51-2
TOXCAST: 0

2 4-Dinitrophenol

DTXSID: DTXSID0020523

CASRN: 51-28-5
TOXCAST. 32/508

QL

4,4 Owydianiline
DTXSID: DTXSID0021094
CASRN: 101-80-4

0 related chemical
structures with this
substance
C.|. Direct Blue 42

DTXSID: DTXSID00108772

CASRMN: 6426-71-7
TOXGAST 0

O

Ethylene oxide
DTXSID: DTXSID0020600
CASRN:- 75-21-8

TOXCAST- 0

1 related chemical
structure with this
substance
Polysorbate 80

DTXSID: DTXSID0021175

CASRMN: 9005-55-6
TOXCAST. 10/297
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£ factotum x o+ E Data Group Detail: Home Depet % +
&« C @ Notsecure | factotum.epa.gov a a O 6 : €« C @ Notsecure | factotum.epa.gov/datagroup/72/ a ¥ O 6
# Apps [ MyWorkplace-EPA ¢ Bookmarks '@ ILCD handbook - EPL (&) iCSS (@ HEM myBalsamiq ) GitHub Hemisphere () Chemistry Dashboa Archive Personal i Apps  [3 MyWorkplace-EPA  J Bockmarks @ ILCD handbook - EPL (&) iC35 (@ HEM myBalsamig €} GitHub Hemisphere (&) Chemistry Dashboa Archive Personal

factotum = e
# Welcome to Factotum Home Depot - ICF MSDS Extract

Data Source Home Depot - ICF

Chemical Search Description From the M5DS Extract folder. Unclear if files in the MSD5 Extract folder are a subset of files from the MSDS all

folder. Note that files in MSDS Extract and MSDS All which have the same filename are NOT the same file.
Downleaded by ICF

n

Sources Groups Documents Documents With URL )
Extracted Text Group Type Composition

25 29 103548 36% ottty

Date Downloaded March 29, 2016, midnight

Scraper Seript URL Home Depot (download)

Products Products Linked Extracted DSS Tox Extrastion Seript URL Home Depot (extraction)
To PUC Chemicals Chemicals Last updated 0Oct. 4, 2018, 9:37 2.,

275545 422 200306 2867

Documents Uploaded By Date .
1236 documents registered, 1236 matched, 1236 extracted

[ 2
w8
90,000
50000 Title * Matched Extracted  Product
70000 RO3P R6P R14P R 20P 6F22 Z inc-Manganese Dry Battery B < (] <]
60.000 Vermiculite B ] ] [x]
50,000 VersaBond Flex Modified Thinset Mortar By L [ ]
40,000 VersaBend Fortified Thin-Set Mortar By L] (] ]
30.000 Victor V Repels Sonic Pestchaser Ba L] (] ]
33322 VisiClear Display & Electronics Screen Cleaner B L] © 9
08/09/17 09/01/17 1001117 M01M7 1210117 01/011138 02/01/18  03/01118 04/01118 05/01118 06/01/18 0701718 08101718 09/01/18 10/01/18 10724118
Date WA 600 Adhesive B (] (] [x]
Washing Machine Cleaner B ] ] [x]
Documents Uploaded By Menth . Watco Cherry Danish Oil 275 VOC By ] (] Q
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i Product 189900; Seventh Gener= X [ Select puc to change | Djangosit X | +

<« C @ Notsecure | factotum.epa.gov/product/183909/ a % 0 @ : seventh 7TH GEN 950z. ULTRA POWER PLUS LIQUID LAUNDRY -

° SAFETY DATA SHEET

Apps [0 MyWorkplace-EPA b Bookmarks ‘W ILCD handbook - EPL (&) iCSS  (©) HEM myBalsamig () GitHub Hemisphere (&) Chemistry Dashboa Archive Personal generation FRESH SCENT / (Unllever) =
== T T — — — | Deta Source it
P P ——— | Data Group
Py v s matme | Data Group Type mposition
Seventh Generation Laundry Detergent, Natural, Ultra Power ) ' vt s e '
T r 1 Data Document Type Sos .
h ! i
Scent i | Products Extracted Text
732913229277 = e S ] | Pyt Nasie
oo oy Tt [1-003014279 l | Doc Date
PUC m 95 oz QTY 4With added PlantTech stain-lifting enzymes. Caring .v\ vt thesehours 00055, 1934 Khemivg | i
_ today for seven generations of tomorrows, 25% more stain 1 | o
Cleaning products and household = |
fighting power (compared to equal amount of our Original |
care - laundry and fabricwestment [l (3 T8 o e For stanciard and 1
atural Laundry Detergent). 54 loads, For standard and He
laundry detergent v Deterg SAFETY DATA SHEET seventh |
machines. USDA Certified Biobased Product; Product 97%. Our -at
generation
PUC Tags Promise to You: It works. Formulated with PlantTech for 25% |
more stain fighting power (compared to equal amount of our —S ] s oo — e
Original Natural Laundry Detergent), It's natural: USDA o i B Composition detail
Brand Name = =T Ty
Certified Biobased Product (97%). We Care: Clinically proven ran = =3 S ;
hypoallergenic. Non-toxic, biodegradable formula contains no Seventh Generation s e o o 140 mane
dyes, synthetic fragrances or optical brighteners. Plants are Manufacturer e e o
powerful, 5o say goodbye to those impossible stains thanks to unknown e wt . = e
the science of PlantTach, our proprietary blend of advanced Model Number froeme [ st e ax 100 mehs =D e —
i - E— > = e anctial e oy (POERRRI -y
:\am t‘na?d enz‘ymes;Tms ultra powberlmdsﬁlm flghnr\fq1 SEV22927 e e — —’ Raw e Raw
ormula deep cleans to remove our broadest range of stains e PSR- s 5 -
and leaves y:ur clothes fresh and clean. All that jeamng Size [ o 8 st etrac e e »2000 mes e = o
3 — — } <composition: ‘composition:
power, and it's hypoallergenic and non-texic too! No Color — proiesth ) BT PRI
phosphates, Learn More at seventhgeneration.com. For all Other paliEsy R
water temperatures cold & hot. Measure with the cap. Not T G i o o o | g e Unit gp —— =
tested on animals: no animal ingredients. Empty & replace cap. e \ ‘
Plastic bottle - howtorecycle.info. Gluten free. This bottle is i . S e s o, o et s S o S Bt B s
made from 80% post-consumer recycled plastic (excluding
colarant). Seventhgeneration.com or contact us at 800-211-
4279, Made in USA.
Linked Docuthents Type Extracted
7TH GEN 950z. ULTRA POWER PLUS LIQUID LAUNDRY - FRESH SCENT / (Unilever) Unidentified o

Link to SDS composition |
and functional

use data

Product UPC &

Product category Resulting in improved data
(PUC) assignment Lo

qua“ty and avallablllty! I —
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e . WHAL'S NEXE?

Currently available In progress
16,000 products 31,000-58,000 chemicals >100,000 products ?? chemicals
« Composition data for formulations (curation ongoing)

. * Increased product scope for composition data
* Functional use data "
o . —Additional product category coverage
» Broad categorization of chemical use o _ ,
_ —Building materials and articles
« Consumer products assigned to SHEDS-

HT product categories (Isaacs et al. 2014) > (VSIS @ oeee) se EEEEon) Heris

« Improved, revised, hierarchical consumer
product categories with associated
manuscript

« Additional QA
« Additional mapping of chemicals to DTXSID

* Improved ability to update data available on
I s o DR TNt putatonalExposure Divisin the Dashboard
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Visit the CompTox Chemicals Dashboard to explore our data:
https://comptox.epa.gov/dashboard
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