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The CompTox Chemistry Dashboard

 Apublicly accessible website delivering access:

~760,000 chemicals with related property data

Experimental and predicted physicochemical property data
Experimental Human and Ecological hazard data

Integration to “biological assay data” for 1000s of chemicals
Information regarding consumer products containing chemicals
Links to other agency websites and public data resources
“Literature” searches for chemicals using public resources
“Batch searching” for thousands of chemicals

Real time prediction of physchem and toxicity endpoints

DOWNLOADABLE Open Data for reuse and repurposing
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CompTox Chemistry Dashboard SEPA
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Atrazine
1912-24-9 | DTXSID9020112

@ Searched by Approved Mame: Found 1 result for 'atrazine’.

Q | @ B & O-

Wikipedia

Atrazine is an herbicide of the fiazine class. Afrazine is used to prevent pre- 2nd postemergence broadies’ weeds in crogs such 2=
maize {com) and sugarcane and on turf, such as golf courses and residential lawns. It is one of the most widely used herbicides in
US and Australian agricufture. It was banned in the European Union in October 20032, when the EU found groundwater levels
exceeding the limits set by regulators, and Syngenta could neither show that this could be prevented nor that... Read mare
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Advanced Searches

United States
Erreircnmientsl Protection
Agancy

Advanced Search@

Mass Search e

+ MinMax M L

Mazs D= + Errar Da | ppm Search O

Maolecular Formula Search e

Moteeular Enrmuls # M5 Ready Formula €h Saarch Q4
Exact Formula €k

Mass D= + Error Da | ppm Search Q

Default Options: C[1-50] H[0-100] O[0-20] M[0-20] P[0-20] S[0-10]
Include Halogens: & F[0-20] CI0-20] Br{0-20] I[0-20]

Options =
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Batch Searches SEPA
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[ Batch Searche

Step One Step Two Step Thres Step Four Step Five Step Six

Step One: Select Input

Select Input Type(s)
Chemical Name €)
CASRN ﬁ Enter ldentifiers to Search (z=2arches should be limited to <1000 dentifiers)
InChiKey €9 | Skeleton €)
DSSTox Substance 1D €
MS-Ready Formula(e) €
Exact Formula(e) €)

Monoisotopic Mass




Real-Time Predictions
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96 hour fathead minnow LC50
48 hour D. magna LC50

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

Ames mutagenicity

Estrogen Receptor RBA
Estrogen Receptor Binding
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Marmal boiling point
Melting point

Flash paint

\apor pressure
Density

Surface tension
Thermal conductivity
Viscosity

Water solubility




Real-Time Predictions

United States

Agency

Property

96 hour fathead minnow LC50

48 hour 0. magna LC50

48 hour T. pyriformis 1GC50

Oral rat LDS0

Bioaccumulation factor

Developmental toxicity
Ames mutagenicity

Estrogen Receptor RBA

Estrogen Receptor Binding

Experimental

Consensus

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

-Log10{mal/L)
mag/L

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

e

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

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

1.797 Logl10
62.700

false

false

Hierarchical clustering

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

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

3731 -Logl0{malsL)
38668 mg/L

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

2.202 Logl0
159.310

false
false

-3.078 Loglo
8.255710™

true

Prediction
Single model

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

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

1.287 Logl10
18.346

false

-3.720 Loglo
1,907+10

true

Group contribution

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

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

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

1.181 Logl10
15,157

false

Mearest neighbor

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

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

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

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

2.520 Log10
330.834

true
false

-2.42T7 Logld
0.004

true
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Real-Time Predictions

Predicted Water solubility at 25°C for OC(C=1C=CC=CC1)COCCCCC from Consensus method

Prediction results

Endpoint Experimental value | Predicted value
Water solubility at 253°C -Logl0(molL) 246
Water solubility at 25°C mg L 72326

Individual Predictions
Predicted value
Method ~Log10(mol/L)
Hierarchical clustering 242
Group contribution 232
Nearest neighbor 264

Predictions for the test chemical and for the most similar chemicals

L@ Prediction results {colors defined in table below)
5.0

MAE = 0.34

=
un

United States
Erreircnmientsl Protection
Agancy

*
[=]

Chemicals

MAE~*

w
un

Entire set

<
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oo

Similarity coeffictent =035 | 0.34

Pred. Water solubility at 25°C -Log10{mol/L)
m ra w
(=] L [=]

H
il

5 2.0 2.5 3.0 35 4.0 4.5 5.0
Exp. Water solubility at 25°C -Logl0{mol/L)

*Mean absolute error in -Log10{molTL)

Similarity | Experimental value |Predicted value
Lt Structure |- ficient| -LoglO(molL) |-Logl0(mol/L)
0C(C=1C=CC=CC1)ICOCCCCC | ~mm, [ NA > 16
(test chemical) .\ﬁ.l
104-40-5 B T 0.68 430 4.60
1219-38-1 7 T 0.67 422 426




What's under the Data Tabs?
Focus on Hydraulic Fracturing Chemice (R

() P United Stat
\'I"E A Environmental Prote Home Advanced Search Baich Search Lists Predictions Downloads

"

Chem| @ Dashbc}ard I EPAH FR Submit Comment Share = Copy = d3w | A= Al -

Caffeine
58-08-2 | DTXSID0020232

@ Searched by D55Tox_Substance_ld: Found 1 result for ' DTXSID0020232".

@ | B - Q-

Wikipedia

Caffeine is a cenfral nervous system (CHS) stimulant of the methylxanthine class. It is the world's most widely consumed
psychoactive drug. Unlike many other psychoactive substances, it is legal and unregulated in nearly all paris of the world. There

H3C N
\ ~I are geveral known mechanisms of action to explain the effects of caffeine. The most prominent is that it reversibly blocks the
N action of adenosine on its recepior and consequently prevents the onset of drowsiness induced by adenosine. Caffeine...Read
\ N more
0 \
CH, - .
N Intrinsic Properties
HsC 6]
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Linked Substances
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Quality Control Notes
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Surfacing Lists of Chemicals

o Specific subsets of chemicals, “lists”, can
be displayed on the dashboard

 If there are chemicals that map together

then these link to existing:
— Property data

— Hazard data

— EXxposure data

— In vitro bioassay data

— Documents and Literature
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EPA’s Hydraulic Fracturing Site

https://www.epa.gov/hfstudy

Mo IE"ui'.E:I Siates FE——
nvinonmental Froteciion
WEPA =
Environmental Topics Laws & Regulations About EPA Search EPA.gov q,

CONTACT US

EPA's Study of Hydraulic Fracturing for Oiland ®® @
Gas and Its Potential Impact on Drinking Water —
Resources

c . . * Read EPA's blog on the
Hydraulic Fracturing for O1l and Gas: Impacts final assessment.

from the Hydraulic Fracturing Water Cycle on

Drinking Water Resources in the United A * View the presentation
States slides from EPA's

December 14, 2016 public
webinar.

11



Draft Database

« Early draft database Is available
associated with the June 2015 draft report

e Contained list of CAS Numbers/Names
aggregated from various sources

12



United States

What were the original sources?

Agency

Text Box 9-2. The EPA’'s List of Chemicals Identified in Hydraulic Fracturing Fluids and/or
Produced Water.

This chemical list progressed through multiple iterations as the EPA's hydraulic fracturing study was
developed, culminating in the list of 1,606 chemicals presented in this report.

The first iteration of this chemical list was published in the interim progress report (LS. EPA, 2012h), and
included 1,026 chemicals that were identified from ten sources of information. Seven of these information
sources were documents from federal and state governmental units—including the EPA (LL.5. EPA, 2011a, g,
2004a; Material Safety Data Sheets), the 11.5. House of Representatives (House of Representatives, 2011), the
New York State Department of Environmental Conservation (NYSDEC, 2011), and the Pennsylvania
Department of Environmental Protection (PA DEP, 2010a)—which obtained data directly from industry. This
includes a list of chemicals provided directly to the EPA by nine well operating companies, representing
chemicals used in hydraulic fracturing fluids between 2005 and 2009, and a list of chemicals detected by
these companies in produced water from 81 wells. The remaining three sources are as follows: a technical
report prepared by the Gas Technology Institute for the Marcellus Shale Coalition, which is a drilling industry
trade group (Haves, 2009); a peer-reviewed journal article by Colborn et al. (2011); and the FracFocus
Chemical Disclosure Registry, which is a national hydraulic fracturing chemical registry developed by the
Ground Water Protection Council and the Interstate 0il and Gas Compact Commission (GWPC, 2012).

o http://ofmpub.epa.qgov/eims/eimscomm.getfile?p download id=530159

13
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http://ofmpub.epa.gov/eims/eimscomm.getfile?p_download_id=530159

Delivering a Better Database

 An improved database would provide:

— Curated CAS Number-Name mappings
— Chemical structures
— Access to related data of interest

14



Registration and Curation

e Consolidation and registration of the original
chemical lists into the underlying database
(DSSTox)

e Careful (and time-consuming) curation
— Confirming mappings of chemical names and CASRNSs

15



Names to CASRN Mappings

Source Casm

(1 of 66)

Source Name

Substance Mapping

Hit Substance_ID

Hit Casmn

Hit Name

United States
Agency

o 193938-89-1

0 112926-00-8

0 124-28-7

0 1330-43-4

o 13492-26-7

0 135-37-5

4-Decene

silica gel, cryst. -
free

1_
Octadecanamine,
N,N-dimethyl-

Boron sodium
oxide

Mono- and di-
petassium salts
of phosphorous
acid

Glycine, N-
(carboxymethyl)-
N-(2-
hydroxyethyl)-,
disodium salt

DTXSID50876156

DTX5IDS0259851

DTXSID4027026

DTXSID20343838

DTXSIDS035561

DTXSIDE042008

19689-18-0

112926-00-8

124-23-7

1330-43-4

134592-26-7

135-37-5

4-Decene

Hydrated silica

N, N-Dimethyl-1-
octadecanamine

Sodium
tetraborate

Phosphenic acid,
potassium salt
(1:2)

Ethanoldiglycine
disodium salt

Remove
Validation
Remove
Validation
Remove
Validation
Remove
Validation

Remove

Validation

Remove

Validation

[EEN

6
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“4-Decene”

HSC\\/\\/\\/\/\CHS HEC\//\W\CHS
19398-89-1 19689-18-0

E/Z-stereochemistry E-stereochemistry
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Registration and Curation

— CASRN checking — Active, Alternate and Deleted

18



CAS Registry Numbers

HO

OH

CH;

1.2-Propylene glycol

F'n:-pane—i:i-c:t:é

1.2-Propanedicl

57556 [T

alpha-Propylens ghycol

(+/-} 1,2-Propanediol
(R5}-1.2-Propanediol
dlI-Propylene glycol
3-01-00-02142

1, 2-Fropanediol

i+ J-1, 2-Fropanedic!

i+ |-Propyiens glycol

United States
Erreircnmientsl Protection
Agancy

Propylenglycol

Sentry Propylene Ghyco
Trirnethyl glycal

Ugar 25

a-Progylansa ghyco
alpha-progylensglycol
methyl glycol

methylethyl ghyco
1184045-20-2
120813-75-8 m
4254-15-4 m
G2525-56-0
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Registration and Curation

— Misspellings, alternative synonyms, misassociations

20



Alternative Synonyms

(10f66) | '« <

Substance Mapping

United States
Erreircnmientsl Protection
Agency

19398-89-1

112926-00-8

124-28-7

1330-43-4

13492-26-7

135-37-5

4-Decene

silica gel, cryst. -
free

1_
Octadecanamineg,
N, N-dimethyl-

Boron sodium
oxide

Mono- and di-
potassium salts
of phosphorous
acid

Glycine, N-
(carboxymethyl)-
N-(2-
hydroxyethyl)-,
disodium salt

DTXSID50876156

DTXSID9029851

DTXSID4027026

DTXSID2034388

DTXSID9035961

DTXSID8042008

19689-18-0

112926-00-8

124-28-7

1330-43-4

13492-26-7

135-37-5

4-Decene

Hydrated silica

M, N-Dimethyl-1-
octadecanamine

Sodium
tetraborate

Phosphonic acid,
potassium salt
(1:2)

Ethanoldiglycine
disodium salt

Remove
Validation

Remove
Validation

Remove
Validation

Remove
Validation

Remove
Validation

Remove
Validation
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Registration and Curation

— Iterative checking on how the list was assembled

22



Environmental Protection

e EPA United States
\’ Agency

Chemistry Dashboard

A List of Lists of Chemicals

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

United States
Erreircnmientsl Protection

Advanced Search Batch Search Lists Predictions Downloads

Select List
N

»  Number of
List Name Chemicals List Description
40CFR355 354 Extremely Hazardous Substance List and Threshold Planning Quantities; Emergency Planning and Release Notification Requirements;
Final Rule. (52 FR 13378)
Algal Toxins 54 A set of algal toxins of interest
Androgen Receptor Chemicals 1o The list of chemicals used to identify references with in vitro AR binding . From Kleinstrauer et al
hitp:/ipubs.acs.org/doifabs/10.1021/acs.chemrestox.6b00347
ATSDR Toxic Substances Portal Chemical 200 The Agency for Toxic Substances and Disease Registry (ATSDR)is a federal public health agency of the U.5. Department of Health and
List Human Services.
Bisphenol Compounds 52 This list represents a collection of Bisphenol Compounds
California Office of Environmental Health 972 The OEHHA Chemical Database is a compilation of health hazard information including reference exposure levels, California public health
Hazard Assessment goals, child-specific reference doses, Propos. 65 safe harbor numbers, seil-screening levels, and fish advisories
Chemicals with interesting names 17 This is a list of chemicals with interesting and fun names
EPA Integrated Risk Information System 510 EPA's IRIS Program identifies and characterizes the health hazards of chemicals found in the environment. Each IRIS assessment can
(IRIS) cover a chemical, a group of related chemicals, or a complex mixture.
EPAHFR - EPA Chemicals associated with 1640 EPAHFR lists chemicals associated with hydraulic fracturing from 2005-20013, as reported in EPA's Hydraulic Fracturing Drinking Water
hydraulic fracturing Assessment Final Report (Dec 2016)
EU Cosmetic Ingredients Inventory 2878 EUCOSMETICS contains the Combined Inventory of Ingredients Employed in Cosmetic Products (2000, SCCNFP/0389/00 Final) and
(Combined 2000/2008) Revised Inventory (2006, Decision 2006/257/EC), prepared for NORMAN by P. von der Ohe (UBA) and R. Aalizadeh (Uni. Athens).
EU Toxrisk Dataset 230 Compounds of interest to the EU-ToxRisk Case Studies.
French Menitoring List 171 FREMNCHLIST contains substances for prospective monitoring activities in France, developed in cooperation with the NORMAN Network

Working Group 1 on Prioritization. Provided by Valeria Dulio, INERIS, France. Further details on the website.




The EPA List of
Hydraulic Fracturing Chemicals

(2 ) United States :
-\*’ Environmental Protection Home Advanced Search Batch Search Lists Predictions Downloads

Agency

Chemistry Dashboard | EPAHFR sav | A2 | Aaa
¥ .
EPAHFR - EPA Chemicals associated with hydraulic fracturing

Search EPAHFR Chemicals Q

List Details

Description: Chemicals used in hydraulic fracturing fluids and/or identified in produced water from 2005-2013, corresponding to chemicals listed in Appendix H of EPA’s Hydraulic Fracking Drinking
‘Water Assessment Final Report (Dec 2016). Citation: U.S. EPA, Hydraulic Fracturing for Qil and Gas: Impacts from the Hydraulic Fracturing Water Cycle on Drinking Water Resources in the United
States (Final Report). U.S. Environmental Protection Agency, Washington, D.C. EPA/G00/R-16/236F, 2016. hitps:/hwwww epa.gow/histudy

*Mote that Appendix H chemical listings in Tables H-2 and H-4 were mapped to current DSSTox content, which has undergone additional curation since the publication of the original EPA HF Report
{Dec 2016). In the few cases where a Chemical Name and CASRN from the original report map to distinct substances (as of Jan 2018), both were included in the current ERAHFR chemical listing for
completeness; additionally, 34 previously unmapped chemicals in Table H-5 are now registered in DSSTox (all but 2 assigned CASRN) and, thus, have been added to the current EPAHFR listing.

Number of Chemicals: 1640

1640 chemicals
Download / Send ~ Sortby: DTXSID « i Hide: - Select all
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The List as “Structures”

Chemistry Dashboard | EPAHFR

Download / Send +~ Sortby: DTXSID

- it

Cyclohexyl merczpioac
16320-85-2

CH,

1640 chemicals

NH,

Ammoniem chioride
12125-02-9

Hide:

Select all

United States
Erreircnmientsl Protection
Agancy
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Home Advanced Search

Chemistry Dashboard | EPAHFR

U

Ethylene axide
75-21-8

Batch Search

Lists

1 related chemical
structure with this
substance

Zirconium(\V} sulfate

14644-61-2

Magnesium c

H,0 H0 H0

hexahydrats

Cl—CHj

Chloromethane
74-87-3

Browsing the List of Chemicals

Dichloromethane

7308-2

ghyeol

Z-Methyl-1-propano
T78-83-1

Safrole
24-38-7

n-Hexane
110-54-3

United States

Erreircnmientsl Protection

Agency
— cl‘l
* | fa | baa
-
-
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Erreircnmientsl Protection
Agancy

Detailed Chemical Pages SEPA

Protection

Chemistry Dashboard | EPAHFR Submit Comment | | Copy= | | Aav | Aa | Aaa

1,2-Propylene glycol s

o97-55-6 | DTXSID0021206

i@ Searched by DSSTox_Substance_|d: Found 1 result for '0TXSID0021 206"

Q W B - Q-

Wikipedia

Propylene glycal (IURAC name: propane-1,2-digl) is 3 synthetic organic compound with the chamical formula
C3IHZ0Z It iz 3 viscouws colorless liquid which is neary odorless but possesses & faintly sweet taste. Chemically i#
0 H is classed as a diol and is miscible with a broad range of solvents, inciuding water, acetone, and chloroform. It is

produced on a large scale and is primarily used in the production of polymers, but also sees use in food. . Read
more

H O Intrinsic Properties
Structural Identifiers
CH;

Linked Substances

Presence in Lisis

Record Information

Quality Confrol Motes

Chemical Properties Env. FateTransport Hazard ADME (Betz) Exposure Bioassays Similar Compounds Related Substances Synonyms Literature Links Comments
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Access to Chemical Hazard Data

™ United States
\"’ Environmental Protection Home Advanced Search Batch Search
A N

Chemistry Dashboard | EPAHFR

Lists

Predictions

Downloads

Agency

Submit Comment Copy - Ao Az Ad -
Chemical Properties Env. FateTransport Hazard ADME (Beta) Exposure Bioassays Similar Compounds Related Subsiances Synonyms Literature Links Comments
Exposure Limit
Download table as: | TSV el Hurman Eco
Lethality Effect Lewvel
Risk
Point of Depariure " o Assessment ) Study Exposure )
Priority Type Subtype Class @\"alues Units Type Route Species Subsource  Source
Touicity Walue
rs
g MOEL Cardiowa... subchronic 50000 mg'kg-day subchronic arzl rat Walleet PPRTV (...
g MOEL Endocrine subchronic 50000 mg'kg-day subchronic arzl rat Walleet .. PPRTV (.
2 LOEL Hematal. .. subchronic 2500.0 mg'kg-day subchronic arzl rat Vallzet PPRTV (.
g LOEL Hepatic subchronic 25000 mg'kg-day subchronic orzl rat Valleet . PPRTW (.
g MOEL Immune rmnnunot. .. 50000 mg'kg-day subchronic orzl rat Valleet . PPRTW (.
g MOEL Renal subchronic 50000 mg'kg-day subchronic arzl rat Walleet PPRTV (..
g LOEL Systemic subchronic 25000 mg'kg-day subchronic arzl rat Walleet .. PPRTV (.
2 MOEL Hematal. .. subchronic 15000 mg'kg-day subchronic arzl rabbit Vallzet PPRTV (...
g MOEL Systemic subchronic 15000 mg'kg-day subchronic orzl rabbit Valleet . PPRTV |...

United States
Erreircnmientsl Protection
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In Vitro Bioassay Screening

ToxCast and Tox21

Protection

United States
Erreircnmientsl Protection
Agancy

Chemistry Dashboard | EPAHFR submit Gomment || Gopy= || se~ [ED Aca
Chemical Properties Env. FateTransport Hazard ADME (Beta) Exposure Bioaszays Similar Compounds Related Subsiances Synonyms Litersture Links Comments
Chemical Activity Summary ﬂ

PubChem @ ToxCast Data [}@ i) ASSEI‘;." Details
N ACS0 [uM}: 016 & -
26= ) s
@ — — Scaled top: 1.41 |
; - Assay Name: MWVE_MR_hFAR_Antagonist
24+ 3-' e Assay Description: 718
3 nuclear receplar Gene Symbol: MR1H4
23 cell cyce Organism: hurnan
besciground measurement Tissue: NA
a0 Assay Format Type: biochemical
=7 Biclogical Process Target: receptor binding
Detection Technology: TR-FRET
1.6 Analysis Direction: positive
Intended Target Family: nucsar receptor
16 Description: Data from the assay component
MWE_MR_hFXR_Antagonist was analyzed imto
14 o 1 assay endpeint. This assay endpaint,
MNWE_MR_hFXR_Antagonist, was analyzed in
1 the positve fitting directon refative to OME0 as
=7 the negative cortrol and baseline of activity.
ACED (ul) Using a type of binding reporter, loss-of-signa
1-5— T T T T LI T T T TTTI1IT T T T TTITIT T T T T T T T T r1omm ac,j-.-iqrcaw:aJsect-:ur'derEtar'dcnangas"|
b Lot b b ! o 1w 1aca the binding as they relate to the gene MR 1H4. -
Download as: | TSV Excal | Show | |nactve Background
Assay Name Assa... €W SegA.. ADP Link AOPEve.. EHitCal. €97T... Scale.. €%... log... € Target Family
F Y
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Sources of Exposure to Chemicals

Product & Use Categories

Chemical VWeight Fraction

Chemical Functional Use

Bioassays Similar Compounds Related Substances Synonyms Literature

Product & Use Categories (PUCs) ﬂ

Eml-:l-:l States

FrEroin
Agency

Link

5

mental Protection

Comments

Monitoring Data

Exposure Predictions

Production Volume

Categorization type Number of Unique Products .
PUC 758

PUC 208

PUC 17

PUC 107

PUC 107

PUC 101

PUC 101

PUC 20

PUC ]
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ldentifiers to Support Searches SEPA

Erreircnmientsl Protection
Agancy

Chemical Properties Env. FateTransport Hazard ADME (Beta) Exposure Bioaszays Similar Compounds Felated Substances Synonyms

Found 78 synonyms

Legend: Valid Synonyms Good Synonpms Other Ej.f'li‘,-"i I Copy all Synonyms

1.2-Propylene glycol
Propane-1,2-dicl
1.2-Propanediol
57-65-6 m
alpha-Propylens glycol
{+i-) 1,2-Propanedicl
{R5}-1,2-Propanediol
dl-Propylene glycol
2-01-00-02142

1, Z-Fropanediol

{.+- -1, 2-Fropanedicl
{-+-)-Propyiene glycol

1, 2-{R5)-Fropsnediol

1, 2-DIHYDROXYFPROPANE

1, 2-FROPANDIOL
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Literature Searches and Links

(Google Scholar

PubMed Abstract Sifter

FPubChem Aricles

PubChem FPatents

PPRTV

IRIS

Exposune

Bioaszays Similar Compounds

ery then 2) click on Retrieve. |

: to sift abstracts. u

jarsties: 3 systematic review of available studies on hes. .

Related Substancas Synonyms Litersture

United States

Erreircnmientsl Protection

Agency

Links Comments

Optionally, edit the query before refrieving.
{"57-55-5" OR "1,2-Propylene glycol" OR "Propylene Ghyeol") ANMD (MOAEL or

12 of 13 arlicles loaded...

NOEL OR LOEL or Rid OR: "

"adverse effect level"Ttiab] OR "cancer slope factor'[fab])

Authors

Zulkifli; Abidin; Abidin; Amer Mordin: Pravesns; Sye...

Download ! Send to...

Journal

Reviews on environmental health

ference dose” OR! "reference concentration” OR

Rev

assessment of 3 profolype e-cigaret device and three 7.

Werley; Kirkpatrick; Cidham; Jerome; Langston; Lill ..

Inhalation toxicology

nonitoring Equivaients for selected E- and P-senas glyc...

Posat; Ball; Hays

International joumnal of ygiens and environmental ...

miful hes'th effects of inhaling nicotine-free shisha-penv...

Kiznhuis; Sostaman-Hermandez; Bos; Cremears; Kl .

Tobaceo induced diseases

le: Dewveloprnental and reproductive toxicity potential of ..

Glynn; Jo; Minowa; Sanada: Mejishima; Matsuuwchi; ..

Reproductive toxicology (Elmsford, MY}

afety assessment of Efinaconazole Solution (10%) foro...

Jo; Glynn; Mejishima; Sanada: Minows; Calvarese: ...

Regulatory toxicology 2nd phamacology : RTP

:d formulations for intravenous mouse pharmacokinetic .

Thackabemy: Wang: Schweger; Messick; Valle; De_.

Xenobeotica; the fate of foreign compounds in bioleg. ..

safety and pharmacokinetic evalustions of propgylens gly...

Werey: McDonald; Lilly; Hirkpatrick; Wallery; Byron;...

Toxicology

wn the safety assessment of methoxyisopropanol and m...

International jounal of toxicology

logically-b=sed phamacokinetic modeling to address n__.

Firmnan; Sweeney; Corley; Gangas

Risk analysis : an official publication of the Sociaty ...

of 2-methoxypropionic acd formed from beta-propylene. ..

Camey; Pottenger; Johnson; Liberacki; Tomesi; Dry. ..

Toxicological scsences. - an official jounal of the Soc .

e

Al 1] Download Sifter for Excel [1]
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External Links to Data and Services

Lag
Chemical Properties Env. Fate/Transport Hazard
General Toxicology

(#) EPA Substance Regisiry ...

4 Household Products Dafa...

& PubChem
&) CPCat
# DrugBank
W Wikipedia
Q MS3D5 Lookup
ChEMEL

Q Chemical Vendors

EER HIOSH Chemical Safety ...

B ToxPlanet
[ ACS Reagent Chemicals

W Wikidata

EJ chemHat: Hazards and A...

% Wolfram Alpha

%) ACToOR

ox, DrugPortal
Ba ccris

& | ChemView
@cCTo

® =ChemPortal
B Gene-Tox
B HsOoE

# | ToxCast Dashboard 2

! International Toxcity Esti. .

@ ATSDR Toxic Substances...

%) ACToR PDF Repori

CREST

ADME (Beta)

Exposure Bioassays

Publications

Bl Toxiine

Em Environmental Health Per...

mm MIEHS

[k Mational Toxicology Progr...

& Google Books

& Google Scholar

& Google Patents

% PPRTVWEB

[l Publded

2 IRIS Assessments
(#) EPA HEROD

&€ RSC Publications
o BioCaddie DataMed
&) Springer Materials

Federal Register

Similar Compounds

Analytical

€ R3C Analytical Absfracis
J}_ Tox21 Analytical Data

a MOMA: MassBank North ..

N&T NIST IR Spectrum

N&ET MIST MS Spectrum

Related Substances

Uniled Stales
Ervsiranmientsl Protection
Agency

Synonyms Literature Links

Prediction

& 20 NMR HSQCHMEC Pr....
¥ Carbon-13 NMR Prediction
) Proton MMR Prediction

4" ChemRTP Predictor

& LSERD

33




Integrated Linkouts

Cat

IgBe

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

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

e

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

Agency

United States
Erreircnmientsl Protection

0 _MSDS | ookun Gene-Tox GG
The International Chemical Safety Cards (ICSC) summarize essential bp
health and safety information on chemicals for their use at the
—- — g P
EER HIOSH Ghemi!ljl Safety ... ! & IR
. - il i _ Lad i LT e T b —
mllj = Fi TUTY l AT
€l Comparative Toxicogenomics Database is a robust, publicly available A
-, database that aims to advance understanding about how environmental
exposures affect human health.
at —— S
Bank @CiD & Google Books
| A 34
hedia ®: mPortal & Google Scholar




United States

Integrated Linkouts
Comparative Toxicogenomics DB et ot

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

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

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

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

Disease categories [Show chart]

Disease category ————— rAssociation type
Filter by (ALL v (ALL v ]
1-50 of 240 results.
||"‘First 4 previous 1|2|3|4|5|F Next|HLast|
Direct Enrichment Inference
Chemical Disease Evidence Analysis Inference Network Score References
1. Propylene Drug-Related Side Effects and Adverse | [+ 1Gol+!] €3 2 genes: ascca | ascca 4.09 5
Glycol Reactions
2. Propylene Acute Kidney Injury M| [+ 1Gol+] €3 2 genes: 1.5 | TaFB1 3.78 3
Glycol
3. Propylene Chemical and Drug Induced Liver Injury [ 4TG0l €3 2 genes: ascca | 1Le 2.82 5
Glycol
4. Propylene Kidney Diseases (M | 1 gene: TGFB1 2.54 4
Glycol -
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Batch Access to Dashboard Data SEPA

United States
Erreircnmients
Agancy

Cownload ! Send - Sortby: DTXSID : it 1640 chemicals

Hide:

iy -
i S
S5 W

18849-08-3

':l |:|
CH,
|
I. N-“I-I \_Q
LH;

bryt-d-mesiylcyclabexane

] mmonium chioside Benry chionde
15216-11-8 AT26-56-1 12125029 100-44-7
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Batch Search Through Dashboard

Batch Search@

Step Four

United States
Erreircnmientsl Protection

Step Six

Please enter one identifier per line

Select Input Type(s)
Chemical Mame €9

#| DS5Tox Substance 1D €
MS-Ready Formulale) €9
Exact Formulale) €3
Monoisotopic Mass

Display All Chemicals Downlead Chemical Data

Step One: Select Input

Enter Identifiers to Search (searches should be limited to <1000 identifizrs)

DTASID001558934
DTASID00168573
DTASID00150078
DTASID00151945
DTASID001585644
DTASIDO0158716
DTASID00190733
DTASID0020073

DTASID0020153

DTASIDO0020232

37




Batch Search Through Dashboard

Select Output Format

Excel I} ¥

Customize Rezults
¥ Select All

Select All In Lists

Chemical ldentifiers
J i
. i
* CAS-RN €
¥ InChikey €
¥ JUPAC Name €}

¥ Synonyms and |dentifiers

Structures
i)
¥ SMILES €}
¥ InChl Siring €}

Intrinsic And Predicted Properties
¥ Molecular Formula £
¥ Average Mass €)
¥ Monoisotopic Mass €
¥| OPERA Model Predictions €
¥ TEST Model Predictions €

Metadata
#| Curation Level Details §)
¥ Data Sources €
¥ Assay Hit Count §)

United States
Erreircnmientsl Protection
Agancy

Include links to ACToR reporis - SLOW! (BETA) €D

¥ NHAMES/Predicted Exposure €3
¥ Include ToxVal Data Availability )
¥ Number of PubMed Articles €9

¥ Abstract Sifter Input File (Beta) €

7 RIS
7 PPRTV

¥ PubChem Data Sources
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Batch Access to Dashboard Data

United States
Erreircnmientsl Protection

Agancy

iDTXSID PREFERRICASRN INCHIKEY IUPAC_NAME MOLECULAVERAGE_MONOISO EXPOCAS EXPOCAS DATA_SOLTOXVAL_L TOXCAST TOXCAST,

i DTXSIDO0M2,2.3,3-Tetr 13475-81- RMQHJMM 2,23 3-Tetrameth C10H22 142.286
i DTXSIDOM Cyclohexyl 16849-98- DHQYDRHYI Cyclohexyl sulfan CBH14025 174.26
i DTXSIDOM 2-Methoxyfi 25414-22- OXCGHDN 2-Methoxyfuran  C5HBO2 98.101
iy DTXSIDOM Simonellite 27530-79- XZDCNNO™ 1,1-Dimethyl-7-(p1 C19H24 252.401
» DTXSID0014-Propylhe 3178-29-8 ABYGSZMC 4-Propylheptane  C10H22 142 286
» DTXSIDO0M 7-Tetradecy 35216-11- AFNWSIIBE Tetradec-7-yne  C14H26 194 362
iy DTXSIDO01 1-Ethyl-4-rr 3728-56-1 CYISMTMR: 1-Ethyl-4-methylc COH18 126.243
iy DTXSIDO0Z Ammonium 12125-02- NLXLAEXVIAmmonium chlori CIH4N 53.49
i DTXSIDO0Z Benzyl chlo 100-44-7 KCXMKQU (Chloromethyl)ber CTHTCI 126.58
i DTXSIDO0Z Caffeine . 58-08-2  RYYVLZVU 1,3, 7-Trimethyl-3, CBH10N40  194.194
i DTXSIDO0: Ethylene ox 75-21-8  IAYPIBMAS Oxirane C2H40 44053
i DTXSIDO0Z Indole 120-72-8 SIKJAQJRF 1H-Indole C8HTN 17.151
i DTXSIDO0: Magnesium 7791-18-6 DHRRIBDT Dichloridomagnes CI2H12MgC 203.3
i DTXSIDO0Z Dichlorome 75-09-2  YMWUJEA Dichloromethane CH2CI2 84.93

s DTXSID00z Sedium nitr 7632-00-0 LPXPTNMV Sodium nitrite~ NNaO2 68.995
5 DTXSID00zOzone  10028-15- CBENFWS Trioxid-2-en-2-iur O3 47.997
s DTXSID00z Polysorbate 9005-65-6 - - -

s DTXSID00Z Ethyl glycyli627-74-7 LFAVEINQL Ethyl glycylglycmsCBH12N2O 160.173
; DTXSID00Z 1,2-Propyle 57-55-6  DNIAPMSP Propane-1,2-diol C3H802 76.095
s DTXSID00ZSafrole 94597  ZMQAAUBT5-(Prop-2-en-1yl)C10H1002  162.188

T WM T o mdbe s i s CED22 A0 W T I Tl m b e leimd s crlms @0 13 A4 ANz a0

142 17215 -
174.07145 -
98.036779 -

252 1878 -

142 17215 -

194 20345 -
12614085 -
53003227 -

126 0223632 39206
194 080382 42205
44 026215 -
117.05785"9.05e-06
201.98614 -
83.9533562.02e-06
£8.982673"3.28e-05
47984744 -
- '0.000158
160.08479 -
76.052429'6 29¢-05
162 0680871 75e-07

ane nacn7B a7 no

¢ < <

14 -
G-
16 -
G-
13 Y
8-
12Y
51Y
94 Y
17y
85 Y
82 Y
25 Y
110'Y
B8 Y
49'Y
54 Y
4l-
110 Y
76 Y

[ = I ¥

% g5

" 68
" 65
.88
.56

GRY
? 04
R 47

Fi 74

3113
211546

5297
3113
11113
3537

10/287

11/538
B8/546

L Ny s

39




Many Hydraulic Fracturing
Chemicals are “Complex”

0 related chemical 0 related chemical 1 related chemical
+ —
/\ structures with this structures with this structure with this
07" CH; Cu |
substance substance substance
Acetaldehyde Amines, dicoco alkyl Amines, coco alkyldimethyl Cristobalite Copper(l) iodide
75-07-0 51789-76-2 51788-93-0 14464-45-1 T681-65-4
0 related chemical 1 related chemical 0 related chemical RN
structures with this structure with this structures with this F e ﬁ
me—? N & e,
substance substance substance S
Alcohols, C12-13, ethoxylated Alcohols, C12-15, ethoxylated Alcohols, C14-15, ethoxylated ron Acetyltriethyl citrate
66455-14-9 58131-39-5 68951-67-7 7439-89-6 77-89-4
i’ C|> 0 related chemical 2 related chemical %_):
O—Si—0 structures with this structures with this HO o
|_ 24 substance substance N
o @G :(_ \_<
(4aS,8aR)-4a-Methyloctahydronaphthal... Dicalcium silicate Diethylenetriamine reaction product wit. .. Di-sec-butylphenol Disodium ethylenediaminetetraacetate ...
938-06-7 10024-77-2 68647-57-4 31291-60-8 6381926
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UVCB Chemicals

Chemical Substances of Unknown
or Variable Composition, Complex
Reaction Products and Biological
Materials (UVCB Substance) on
the TSCA Inventory

This paperis a compendium of information related to the broad class of chemical substances referred
to as UVCBs for the Toxic Substances Control Act (TSCA) Chemical Substance Inventory. These
chemical substances cannot be represented by unique structures and molecular formulas.

41



Di-sec-butylphenol

CAS Representation

1. 31291-60-8 <

31 P 4 l"

P /I\/CH3
CH

Cid Hll 0

Phenol, bis{1-methylpropyl)-

D1—0OH

3

D1

United States
Erreircnmientsl Protection
Agancy

Dashboard Representation

Di-sec-butylphenaol
31291-60-8 | DTXSID5049574

€ Searched by DSSTox_Substance_|d- Found 1 result for 'DTXSID5049574'

Presence in Lists

Record Information

Quality Control Notes

Related Substances Synenyms

Download / Send -

Searched Chemical

Links

Sort by:

2 related chemical

structures with
substance

Di-sec-butylphensl
31291-60-8

this

Bioassays Exposure Hazard

Relationship « i

Representative Isomer
CH,
OH

CH,

HC
CH,

2 4-Di-sec-butylphenol
1849-18-9

Chemical Properties Literature

J chemicals

Representative Isomer

LHy o4y

3,5-Bis(1-methylpropyljphenol
14556-13-9
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“Markush Structures”

https://en.wikipedia.org/wiki/Markush_structure

CH;

HsC

Xylenes
1330-20-7

CHy

Methylnaphthalene
1321-04-4

Alkyl

(C10-C16) Alkylbenzenesulfonic acid
Ga584-22-5

HO—520

CH;

HyC

Sodium xylenesulfonate
1300-72-7

United States
Erreircnmientsl Protection
Agancy

QVW“-

n-Maonyiphenol
25154-52-3

Diizononyl phihalate
28553-12-0
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AFTER CURATION

1640 Chemicals

o 528/1640 chemicals without explicit structures

e 483/1640 chemicals examined in ToxCast — 94
not active in any assay

e 1036/1640 chemicals with Hazard Data

e 141/1640 chemicals with IRIS Assessment
Reports (Integrated Risk Information System)
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Curated Database for Download

https://www.epa.gov/hfstudy

CONTACT US

EPA's Study of Hydraulic Fracturing and Its
Potential Impact on Drinking Water Resources

Hydraulic Fracturing Study

ome Compilation of Physicochemical
rinalfssessment and Toxicological Information

EPA Published Research

— About Hydraulic Fracturing-
aesionssansersabont - R@lated Chemicals (Draft

the final assessment

Multi-agency collaboration Database)

on unconventional oil and
gas research

EPA Hydraulic Fracturing - ] )
Agency Main Page History Downloads

Additional Information

Caroline E. Ridley

Notice

email: ridley.caraline@epa

45



Download Files from EPA Site

Al

0o~ G Ln & Wwin

11
12
13
14
15

United States
Erreircnmientsl Protection

Agency

b 5 Hyiraulic Fracturing Chemicals
A B C E F G H
ic Fracturing Chemicals
Fracturing Structure Structure_D Molecular
Fluid (FF) Chemical Name CASRN Molecular sfined | ¢ ructure_SMILES SMILES Formula
Flowback (FB) Weight Organic (desalted format) (desalted
= - Form - - format)
FFFB Ethylbenzene 100-41-4 106.1656|parent CCclcceec? CCcicceect C8 H10
FF Styrene 100-42-5 1041491 |parent C=Cclcccect C=Cclccceet C8H8
FF Benzyl chloride 100-44-7 126 58356|parent CICc1cceee CLCciccecce C7 H7 CL1
FB Benzyl alcohol 100-51-6 108.1378|parent OCc1cccect OCc1cececd C7 H8 Of1
FF Methenamine 100-97-0 140.1863|parent C1N3CN2CN({CN1C2)CIN12CNICN(CN(C1)qCB H12 N4
FF Diphenyl oxide 101-84-8 170.2072|parent ciccece1Qc2ececc?  [c2eccec20cicecce|C12 H10 O1
FF 2,2'-(Octadecylimino)diethanol 10213-78-2 357.6141 |parent QCCHN{CCCCCCCCCC|{C(OICN(CCO)CCC]C22 H4T N1 O2
FF 2,2-Dibromo-3-nitrilopropionamide 10222-01-2 241.8688|parent BrC(Br)(CE#N)C(N)=0 |C(#N)C(Br){Br)C(=0[C3 H2 Br2 N2 O1
FB Heptachlor epoxide 1024-57-3 389.3171|parent CIC3=C(CI)C4(Cl)C2C((C4(CL)C2(CL)C3C(qC10 H5 CLT O1
FF Triethanolamine 102-71-6 149.1882|parent OCCN(CCO)CCO OCCN(CCO)CCO |CBH15N1 O3
FF 2-(Dibutylaminojethanol 102-81-8 173.2957 |parent CCCCN(CCCC)CCO  [OCCN(CCCC)CCC(C10 H23 N1 O1
FF D-Lactic acid 10326-41-7 80.0779|parent Q=C(O)C@@H](C)0 |0=C(Q)C(O)C C3 He 03
FB Propylbenzene 103-85-1 120.1916|parent CCCc1ccecect c1(CCC)cceect COH12
3 1 Property Data Background 2 Property Data Sources 3 EpiSuite™ 515 4 EpiSuite™ Glossary 5 QikProp_515 & QikProp Glossary 7 LeadScope® 515 8 Leads

™ = e
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Suspect Screening and Non-Targeted

Analysis Workflow

Suspect Screening

Raw Samples

Non-Targeted Analysis

v

Extracted Samples

v

Raw Features

v

“Molecular Features”

v

DSSTox Chemical Database

Processed Features

Color Key

v

Prioritized Features

v

Predicted Formulas

v

Red = Analytical Chemistry

Blue = Data Processing & Analysis
Purple = Mathematical & QSPR Modeling

Green = Informatics & Web Services

Candidate Structures

v

v

Sorted Structures

Matched Formulas

v

Mapped Structures

v

Prioritized Structures
(using ToxPi)

v

Predicted Retention Times

v

Predicted Mass Spectra

v

Predicted/Observed Functional Use

v

v

Confirmed Structures
(using ToxCast standards)

Predicted/Observed Media Occurrence

v

v

Methodological Concordance

Predicted Concentrations

v

Top Candidate Structure(s)

Content from J. Sobus, US-EPA-NERL

rrvironmental Protection

o AAAAETTEEERRRRTA




The Dashboard to Support

MS-Analysis

Mass Searche

+ Min/Max M A
las Da i E Da | ppm
Molecular Formula Search @
ecular Formula ® M$ Ready Formula €)
Exact Formula €)
Generate Molecular Formula(e) e
- WiniMax Step One Step Two

W

United States

Agency

MS-Ready
Structures
Underpin
Analysis

Step Four Step Five Step Six

Da

Default Options: C[1-50] H[0-100] O[0-20] N[0-

Please enter one identifier per line
Include Halogens: L) F[0-20] CI[0-20] Br[0-20]

Select Input Type(s)
Options = o
o
i i)
0
¥ MS-Ready Formula(e) €)
[1)

Display All Chemicals Download Chemical Data

Step Five: Choose Data Fields to Download

Enter Identifiers to Search (searches should be limited to <1000 identifiers)

C14H22N203
C10H12MN20
C14H13N403
C12HIINT
CEHINOD2Z

Erreircnmientsl Protection



Specific Data-Mappings o
“MS-Ready Structures”

A) Molecular lon B) MS-Ready Form C) Mappings from MS-Ready

LH 3 Diphenhydramine
C,,H,,NO | 255.1623
DTXSID4022949

. . Diphenhydramine citrate
m/z= 256.1702 monoisotopic mass= 255.1623 C,oH,oNO, | 447.1893
237729 8 .
Ci7H,NO O DTXSID80237211
DTXCID802949 .

HCI

3 .
N/ 0 OH
O~ v Lo
O CH3 o o

Diphenhydramine
hydrochloride
Cy7H5,CINO | 291.1390 Diphenhydramine salicylate

DTXSID4020537 C,4H,;NO, | 393.1940
DTXSID10225883
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MS-Ready Mappings

e Input Formula: C10H16N208
e EXACT Formula Search: 3 Chemicals

AHy
3 1_. -r H
H |':;
MO HO™ 3 \—v(
Haj' ".-'I I
M, N-Ethylenedi-L-aspartic acid Dimethyl 2, 7-dinitrooctanedioate Ethylenediaminetetraacetic acid
20845-91-7 G7404-09-5 G0-00-4
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MS-Ready Mappings SEPA

Erreircnmientsl Protection
Agancy

« Same Input Formula: C10H16N208
« MS Ready Formula Search: 88 Chemicals

Trisdine EDTA, -::zp,:er_ssi: Magnesium so 22
123354-04.0 12276-01-8
\ ¥
) o o *
g A A
! \ f =2
\ T
- 4 | i [z) N T
¥
v iplbis[N. PUBCHEM_54311885
17090-81-0 22238-30-1
T Il
r : : y A
e T - A
A & e A
L N-Et a Amm Cadmate(2-), [M.N-1 2-ethanediylbis[N EDTA chromium
15708-29-9 24660-13-4
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Complexity to Simplicity -
88 Chemicals — 7 in EPAHFR

1 |[INPUT DTXCID_INDIVIDI FORMULA_ SMILES_IDTXSID CASRN EXPOCAST_MEXPOCAST DATA_SOURCITOXVAL_CTOXCAST_TOXCAST_# OF PUBMED PUBCHEMJEPAHFR
2 |C10H16M208 DTXCID802977  C10H16MN2( OC(=0)CI DTXSID602297T  60-00-4 "7 96e-05 Y my 2 65 313 | 25251_'

3 |C10H16M208 DTXCID902977  CA0H16N2COC(=0)Cr DTXSID3027073  139-33-3 - - 4y - - 26251

4 |C10H16M208 DTXCID902977  C10H16MNZCOC(=0)Cr DTXSID3026350 64-02-8 - - vy - -

5 |C10H16M208 DTXCID902977  CA10H16NZC OC(=0)Cr DTXSIDT020556 150-38-9 - - Y - -

6 |C10H16M208 DTXCID902977  CA10H16N2(OC(=0)CrDTXSIDA049609 67989-88-2 - - 20 - - -

7 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)Cr DTXSIDA049576 6381-92-6 - - 19Y - - 25251

8 |C10H16M208 DTXCID902977  C10H16N2COC(=0)Cr DTXSID0034564 12276-01-6 - - 1 - - - -

9 |C10H16M208 DTXCID902977  C10H16NZCOC(=0)Cr DTXSIDA027774 15708-41-6 - - 48 Y .98 6/303 241

10 |C10H16M208 DTXCID902977  CA10H16N2C OC(=0)Cr DTXSID2036409  62-33-9 4 642-06 Y vy o 0/64 25251

11 |C10H16M208 DTXCID00197424 C10H16N2C OC(=0)C(DTXSID1051852 20846-91-7 - - 36 Y - - 89

12 |C10H16M208 DTXCID302977  C10H16N2C QC(=0)CI DTXSID6042107 15375-84-5 - - 28y - - 97

13 |[C10H16M208 DTXCIDI02977  C10H16N2C OC(=0)Cr DTXSID3036442 5964-35-2 - - 23Y - - 25251

14 |C10H16M208 DTXCID00197424 C10H16N2C QC(=0)C(DTXSID1051806 178949-82-1 - - 2Y - -

15 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)Cr DTXSID00656Y6  14025-21-9 - - 22y - -

16 |C10H16M208 DTXCID302977  C10H16N2C QC(=0)Cr DTXSID30276813 20824-56-0 - - 21 - - -

17 |[C10H16M208 DTXCIDI0Z2977  C10H16N2C QC(=0)Cr OTXSID30278156 21265-50-9 - - 207 - - 241

18 |C10H16M208 DTXCIDI02977  C10H16N2CQC(=0)Cr DTXSID5058272 17421-79-3 - - 19y - - 25251

19 |C10H16M208 DTXCIDI02977  CA0H16N2C OC(=0)Cr DTXSID3058612  2001-94-7 - - 18 Y - - 25251

20 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)CI DTXSIDB027820 22473-78-5 - - 16Y - -

21 C10H16M208 DTXCID902977  C10H16N2COC(=0)CI DTXSID8058324 175672-97-3 - - 16/- - - - -
22 |C10H16M208 DTXCID902977  C10H16NZ2COC(=0)Cr DTXSID8028343 67859-561-2 - - 14 - - - 5-
23 |C10H16M208 DTXCID902977  C10H16NZCOC(=0)Cr DTXSID4051328 13235-364 - - 14 - - - - 18 -
24 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)Cr DTXSIDE0T0980 68015-77-0 - - 14y - - - 13 -
25 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)CI DTXSID3058317 15934-01-7 - - 1 - - - - 5|-
26 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)CI DTXSID0066163  17099-81-9 - - 11 - - - 241 14 -
27 |C10H16M208 DTXCID902977  C10H16NZ2COC(=0)CI DTXSID1068988 54959-35-2 - - 11 - - - 241 14 -
28 |C10H16M208 DTXCID902977  C10H16NZC OC(=0)Cr DTXSIDA074266 60816-63-9 - - 1 - - - 1 10 -
29 |C10H16M208 DTXCID902977  C10H16NZC OC(=0)Cr DTXSID4048197 39208-15-6 - - 10 - - - - 28 -
30 |C10H1BM208 DTXCIDI02977  C10H16N2C OC(=0)CI DTXSID2065830 14931-83-0 - - 10 - - - 47 9-
31 | C10H16M208 DTXCID302977  C10H16N2C QC(=0)Cr DTXSIDT0189997 36499-65-7 - - 10 - - - 25298 26 -
32 |[C10H16M208 DTXCIDI02977  C10H16N2CQC(=0)CrOTXSIDT051420 61916-40-3 - - 9 - - - - 4 -
33 |[C10H16M208 DTXCIDI02977  C10H16N2CQC(=0)Cr DTXSID2051425 73513470 - - 8 Y - - - 3-
34 |C10H16M208 DTXCIDI02977  CA10H16N2C QC(=0)CrDTXSIDT051426 73637191 - - 8 Y - - - 5-
35 |[C10H16M208 DTXCIDI02977  C10H16N2C OC(=0)CI DTXSID2051427 73637-204 - - 8y - - - - -
36 |C10H16M208 DTXCID302977  C10H16N2C QC(=0)CI DTXSID3058741 10378-23-1 - - 8 Y - - - 3 -
37 |[C10H16M208 DTXCIDI02977  C10H16N2COC(=0)Cr DTXSID6065925 15708-48-2 - - 8 - - - - 19 -
38 |C10H16M208 DTXCIDI02977  CA0H16N2C OC(=0)Cr DTXSID20217976 6766-87-6 - - 8 - - - 13-
39 |C10H16M208 DTXCIDI02977  C10H16N2C QC(=0)Cr DTXSID5065807 14689-29-3 - - T- - - 12)-
40 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)CI DTXSIDE069408 6A0544-70-9 - - T- - 12)-
41 |C10H16M208 DTXCID902977  C10H16N2C OC(=0)CI DTXSID00153984 123354-94-9 - - T- - 2 6
42 |C10H16M208 DTXCID902977  C10H16NZ2COC(=0)Cr DTXSIDT0190705 37209-61-3 - - T- - 6 9-
43 1C10H16M208 DTXCID902977  C10H1GNZ2COC(=0ICIDTXSIDT051424  67401-60-7 - - 6 - - 4.-




Complexity to Simplicity
88 Chemicals — 7 in the list

Qc CPDat Number of PubChem Data PubMed Data Monoisotopic
Structure DTXSID Preferred Name CASRN Level Count Sources Source Source Mass
DTXSID0034564 EDTA, copper salt 12276-01-6 Level1 10 1 g 0 413.918561 ()
w» - -
ol i
b DTXSID3026350  Ethylenediaminetetraacetic acid tetrasodium salt G4-02-8 Level 1 1227 T 57 0 380.018442 .;'_:;.
.- _\\ -
A \\. 4
—y
e DTXSID5049576  Disodium ethylenediaminetetraacstate dihydrate 6381-92-6 Levael1 93 19 31 25251 372075683 ()
:‘.
'.'J !
DTX5ID50496809  Ethylenediaminetetraacetic acid, diammonium copper salt G67980-858-2 Level2 9 20 & 0 387.057712 ()
DTXSIDE022977  Ethylenediaminetetraacetic acid 60-00-4 Level 1 346 71 158 25251 292.090865 ()
= ={ —
. Y
F, L
b e,
- { DTXSIDT020556  Trizedium ethylenediaminetetraacetate 150-38-9 Level 1 85 an 33 0 358.036498 ()
= —{
DTXSIDI027073  Ethylenediaminetetraacetic acid, disodium salt 139-33-3 Level 1 1358 4 56 25251 336.054554 (T
o . -
I‘w-..,
A |




Searching batches

Formula (or mass) searching

United States
Erreircnmientsl Protection
Agancy

z F G
1 [INPUT DTXSID CASRN PREFERRED NAME MOL FORMULA MONOISOTOPIC MASS DATA SOURCES
2 [C14H22N203  DTXSID2022626 29122-66-7  Atenoldl C14HZZN203  '266.163042576 16
3 |C14H22N203  DTXSID0021179 6673-354  Practolol C14H22M203  '266.163042576 "32
4 |C14H22N203 DTXSID4048854 B41-73-6  Bucolome C14H22M203  '266.163042576 20
§ |C14H22N203 DTXSID1045407 13171-25-0  Trimetazidine dihydrochlaride C14H24CI2N203 ™338.116398 19
6 |C14H22N203 DTXSID0045753 56715-13-0  R-(+)-Atenolol C14H22N203  "266.163042576 19
7 |C14H22N203  DTXSID2048531 5011-34-7  Trimetazidine C14H22M203  '266.163042576 "4
8 |C14H22N203 DTXSID10239405 93379-564-5  Esatenolol C14H22M203  '266.163042576 "2
9 |C14H22N203 DTXSID50200634 52662-27-8  N-(2-Diethylaminoethyl)-2-{4-hydroxyphenoxy)acetamide C14H22N203  "266.163042576 7
10|C14H22N203  DTXSID4020111 51706-40-2  di-Atenolol hydrochloride C14H23CIN203  302.1397203 B
11|C14H22N203 _ DTXSID1068693 _51963-82-7 _ Benzenamine_ 2 5-diethoxy-4-(4-morpholinyl)- C14H22M203 266 163042576 %5
12 [C18H34N206S DTXSID3023215 154-21-2  Lincomycin C18H34N206S  '406.213757997 "5
13 |C18H34N206S DTXSID7047803 859-18-7  Lincomycin hydrochloride C18H35CIN206S 442 1904357 22
14 |C1BH34N206S DTXSID20849438 1398534-62-7 PUBCHEM 71432748 C18H35CIN206S 442 1904357 §
15[C10H12N20  DTXSID1047576 486566 Cotinine C10H12NZ0 "176.094963014 40
16|C10H12N20  DTXSID8075330 50-67-9 Serotonin C10H12N20 "176.094963014 22
17|C10H12N20  DTXSID8044412 2654571  4-Methyl-1-phenylpyrazolidin-3-one C10H12N20 "176.094963014 "8
18|C10H12N20  DTXSID80165186 153-98-0  Serotonin hydrochloride C10H13CINZO  212.0716407 1
19|C10H12N20  DTXSID2048870 29493-774  (4R.55)4-methyl-5-phenyl-4 5-dihydro-1,3-oxazol-2-amine C10H12N20 "176.094963014 10
20|C10H12M20  DTXSID10196105 443312  6-Hydroxytryptamine C10H12N20 "176.094963014 %
21|C10H12M20  DTXSID90185693 31822-84-1  1.4.5 6-Tetrahydro-5-phenoxypyrimidine C10H12N20 "176.094963014 7
22|C10H12M20  DTXSID40178777 2403669  2-Benzimidazolepropanol C10H12N20 "176.094963014 7
23|C10H12M20  DTXSIDBO157026 13140-86-8  N-Cyclopropyl-N-phenylurea C10H12N20 "176.094963014 %
24 |C10H12M20 _ DTXSID30205607_670-14-9 _ 4-Hydroxytryptamine C10H12N20 "176.094963014 B
25 |C14H18MN403 DTXSID5023900 17804-352 Benomyl C14H18N403  290.137890456 58
26 |C14H18M403 DTXSID3023712 738705  Trimethoprim C14H18N403 290 137890456 51
27 |C14H18M403  DTXSID40209671 60834-30-2  Trimethoprim hydrochloride C14H19CINAD3  "326.1145682 ¢
28 |C14H18MN403  DTXSID70204210 55687495  Benzenemethanol, 4-{(2 4-diamino-5-pyrimidinyl)methyl}-2, C14H18N403  290.137890456 %
29 |C14H18MN403  DTXSID20152671 120075-57-2  6-Methoxy-4-(3-{(M.N-dimethylamino)propylamina)-5.8-quin: C14H18N403  290.137890456 ¢l
30 |C14H18N403 DTXSID30213742 63931-79-3  1H-1.2.4-Benzotriazepine-3-carboxylic acid, 4 5-dihydro-4- C14H18N4O3  "290.137890456 £
31|C14H18N403  DTXSID30219608 69449-07-6  2.4-Pyrimidinediamine, 5-{(3.4,5-trimethoxyphenyl)methyl} C14H20N4O4  "308.14845514 £
32 |C14H1BN403 DTXSID20241155 94232-27-6  L-Aspartic acid, compound with 5-{(3.4.5-trimethoxyphenyl C18H25NS07  "423.175398165 &
33 |C14H1BN403 DTXSID80241156 94232287  L-Glutamic acid, compound with 5-{(3.4 5-trimethaxyphemy C19H27NSO7  "437.191048229 &
34 C14H1BN403 _ DTXSID20143781_101204-93-7 _ 1H-Pyrido(2.3-e)-1 4-diazepine-2.3 5-trione_4-(2-{diethylar C14H1BNAO3 __ "290.137890456 "
36[C12H1IN7  DTXSID6021373 396-01-0  Triamterene C1ZH11NT %263.107593362 %52
36|C12H1IN7  DTXSID00204465 5567-93-9  Ampyrimine C1ZH11INT 53107593382 7
37|C12H1IN7  DTXSID5064621 7300-267  Benzenamine, 4-azido-N-{4-azidophenyl)- CAZHINT "51.091943318 ¢l
38|C12H1IN7  DTXSID00848025 90293-82-6  Sulfuric acid—6-phenylpteridine-2.4.7-triamine (1/1) C12ZH13N7O4S  '351.074973101 "
39|C12H11N7___ DTXSIDA0675293 92310-83-3 _ (1E)}-M-Phenyl-1.2-bis(1H-1.2 4-triazol-1-yljethan-1-imine _ C12H11N7 53107593382 "
40 |CBHINO2 DTXSID2020006 103-90-2  Acetaminophen CBHINO2 "151.063326534 75
A4 madaklima MTYSINMENIEERT 424 3N 2 RAntlne B mmnimakhoam—=ns + Mok r1£1 AE2I2I2E24 rEI"I



« The CompTox Chemistry Dashboard Is

useful for delivering access to lists
— The EPA Hydraulic Fracturing Chemical List
— The ToxCast Bioassay Screening List

— NIOSH International Chemical Safety Cards
— Algal Toxins

 Lists can be updated with new chemicals
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* Registering chemical lists gives access to:
— Human and Ecological Hazard data
— ToxCast/Tox21 in vitro screening data
— EXxposure data — consumer products & functional use

— Physicochemical and environmental fate and
transport experimental and predicted data

— Integrated mappings into multiple public sites

« Curation Is time-consuming, iterative and
high-value
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