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* National Center for Computational Toxicology — part of EPA’s
Office of Research and Development

 Research driven by EPA's Chemical Safety for Sustainability
Research Program
— Develop new approaches to evaluate the safety of chemicals

— Integrate advances in biology, biotechnology, chemistry, exposure
science and computer science
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Exposure Data Cannot Keep Pace

with Regulatory Needs

TSCA: > 84,000
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Introducing Our Latest Dashboard
https://comptox.epa.gov
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CompTox Dashboard

‘ bispheno|

Bisphenal

Bisphenal A

Bisphenol A (BPA)

BISPHENOL A ANHYDRIDE
Bisphenol A bis(2-hydroxyethyljether

Bisphenol A bis(2-hydroxyethyl ether) diacrylate
Bisphenol A bis(2-hydroxyethyl ether) dimethacrylate
Bisphenol A bis(2-hydroxy-3-methacryloxypropyl) ether
Bisphenol A bis(2-hydroxy-3-methacryloyloxypropyl ether)
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Erreircnmientsl Protection
Agancy

Bisphenol A SEPA

:

CompTox Dasl

Submit Comment Share - Copy ~
Bisphenol A
80057 | DTXSID7020182
€ Searched by Approved Name: Found 1 result for 'bisphenol A'.
Q B - Q-
Intrinsic Properties
Molecular Formula: C15H1602 Q, Find All Chemicals || Iy
HsC CH;
Average Mass: 223.291 g/mol L&}
Monoisotopic Mass: 228 115030 g/mol L&}
Structural Identifiers
HO OH
Record Information
Chemical Properties External Links Synonyms Product Composition ToxCast in Vitro Data Exposure Analytical PubChem Comments
o About Contact s ACTOR = DSSTox Privacy Accessibility Help -




Erreircnmientsl Protection
Agancy

Physicochemical Properties SEPA

2 d -
- EPA Environmental Protection Home CompTox Dashboard Q
\’ Agency

Submit Comment Share - Copy ~
Chemical Properties External Links Synonyms Product Composition ToxCast in Vitro Data Exposure Analytical PubChem Comments
Summa
v Download as: = CSV | Excel = SDF

Octancl-Water
Ej;'g;}” o Average Median Range Average Median Result

Property (Exp.) (Exp.) (Exp.) (Pred.) (Pred.) Range (Pred.) Unit
Water Solubility Octanol-Water Partition Coefficient 3.38 (2) 343 343 342 (2) 242 320 to 3.64 .
Melting Point (LogP)

B . Water Solubility 5.26e-04 (1) 5.26e-04 526e-04 2.22e-03(2) 2.22e-03 7.56e-04 to mol/L
Beiling Point
3.68e-03

Vapor Pressure Melting Point 155 (7) 156 15310158 138 (2) 138 13210 144 °C
Soil Adsorption Boiling Point 200 (1) 200 200 349 (2) 349 334 to 364 °C
Coefficient

Vapor Pressure - - - 7.06e-08 (1) 7.06e-08 - mmHg
QT TR REIT Soil Adsorption Coefiicient - - - 292 (2) 292 274t03.10
Coefficent

Octanol-Air Partition Coefiicent - - - 8.39 (1) 8.39 - -
Atmospheric
Hydroxylation Rate Atmospheric Hydroxylation Rate - - - -10.4 (1) -10.4
Biodegradation Half Biodegradation Half Life - - - 151 (1) 151 - days
Life Bioaccumulation Factor - - - 173 (1) 173
Bioaccumulation Bioconcentration Factor 1.64 (1) 1.64 1.64 820(3) 820 1.38t0 173 -

o About Contact s ACTOR = DSSTox Privacy Accessibility Help -




ToxCast Bioassay Screening Data
Useful Meta Data

mpTox Da

O E=n

Submit Comment Share - Copy ~
Chemical Properties External Links Synonyms Product Composition ToxCast in Vitro Data Exposure Analytical PubChem Comments
Chemical Activity Summary
1 Show/Hide All
E - ::E‘E nuclear receptor .
ol 7 iz background measurement
E .z cell mamphaolagy I
. B dna binding
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Download as:  C3V | Excel = Show Inactive
o About Contact s ACTOR = DSSTox Privacy Accessibility Help -




Functional Use and Composition Y
VERY Useful Meta Data

Submit Comment Share - Copy -
Chemical Properties External Links Synonyms Product Compesition ToxCast in Vitro Data Exposure Analytical PubChem Comments
Product Composition i
Product Percent Composition | Manufacturer
BISPHENOL-A (BPA) 100% GENERAL ELECTRIC COMPANY
EPOXY PASTE PIGMENTS, 3402-3408 =100%PPM SYSTEM THREE RESINS
ISOPROFYLIDENEDIPHENOL, 99+%, 23965-3 99%+ ALDRICH CHEMICAL CO
BISPHENOL A (RESIN GRADE) (43106) 97.8% SHELL OIL COMPANY
4 4-ISOPROPYLIDENEDIFHENOL, 97%, 13302-7 97% ALDRICH CHEMICAL CO
ICO-PATCH EPOXY RESIN HARDENER, PART B  80% INTERNATIONAL COATINGS CO
ADHESIVE-SCOTCH-WELD (R) 2216 B GRAY 72% 3M COMPANY
EPOCAST HARDENER 946, FPC 5000 45% CIBA-GEIGY CORP
EPOLITE 1350 HANDEMNER 35-50 HEXCEL CORP, RESINS GROUP
EL-CHEM NO 200 PRIMER PARTB 32.5% ELECTRO CHEMICAL ENGINEERING &

o About Contact s ACTOR = DSSTox Privacy Accessibility Help -



Dashboard: External Links to

Analytical Methods and Data

Chemical Properties

General

(&) EPA Substance Registry Service
wg MIST Chemistry Webbook

4 Household Preducts Database
£ PubChem

(&) CPCat

a MSDS Lookup

Q ToxPlanet

@ ChemHat: Hazards and Altema...

 Consumer Product Information ..

External Links

Synonyms Product Composition

Toxicology

(@) ACToR

o DrugPortal

B CCRIS

(@ ChemView
@CiD

1@ eChemPortal

(&) EDSP Dashboard
Bl Gene-Tox

g HSDB

(&) ToxCast Dashboard 2

ToxCast in Mitro Data

Exposure

Publications

Bl Toxline

m# Envirenmental Health Perspecti..
m NIEHS

mm» Mational Toxicology Program

G Google Books

& Google Scholar

G Google Patents

m PubMed

q BioCaddie DataMed

PubChem Comments

Analytical

@ Mational Envirenmental Method. ..
@ RSC Analytical Abstracts

2 MOMA MassBank Morth America
c* Tox21 Analytical Data
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@ Proten NMR Prediction

@ Carbon-13 NMR Prediction

@ 2D NMR HSQC/HMBC Prediction
@ ChemRTP Predictor



National Environmental Methods Inde

4 NEMI

National Environmental Methods Index
NWQaMC

Your search for "80-05-7" returned: 3 results.
Method ID Method Source Descriptive Method Name
0-1433-01 USGS-NWQL Wastewater compounds in water by SPE and GC/MS

0-4434-12 USGS-NwaQL Steroid Hormones in Unfiltered Water by GC-MS/MS5

0-4433-06 USGS-NWQaL Wastewater Compoundsin Water by CLLE and GC-MS

Your search for "80-05-7" returned: 3 results.

Submit a method Row
NWQOMC

ACWI
science for a changing world

Get Method

Download full method now (PDF file)

P
—
E Download full method now (PDF file)
P

Download full method now (PDF file)

Terms of use

Privacy

United States
Erreircnmientsl Protection

Agency

Page1of 1

Search Ranking

Page1of 1




Previous Work with Suspect-Screeni

United States

Agancy

Environment International 58 (3016) 269-280

Contents lists available at Sciencaliract a

ircnmeil
AL

A E Al

Environment International

journal homapage: www.elseviar.com/locate/aenvint ‘

Linking high resolution mass spectrometry data with exposure and @cmmk
toxicity forecasts to advance high-throughput
environmental monitoring

Julia E. Rager ?, Mark |. Strynar °, Shuang Liang *, Rebecca L. McMahen #, Ann M. Richard ©,
Christopher M. Grulke ¥, John F. Wambaugh ©, Kristin K. Isaacs °, Richard Judson ©,
Antony |. Williams €, Jon R. Sobus "*

* Dak Ridge fnsiimure for Scence ond Educanion [ ORISE) Participarnr, 109 TW. Alexander Drive, Beseanch Triongle Park, NC 27709, United Stares
b US. Environmental Protection Agency, Office of Research ard Development, Nationa! Exposure Bessarch Laboratory, 109 T.W. Alexander Drive, Research Triongle Park, NC 277045, United States
® LA Emvirorumental Protection Agency, Office of Research and Development, Natiopal Center for Compurational Toxdcoology, 109 TW. Alexander Drive, Research Triangle Park, NC 27709, United

Srmtes
A Lockheed Mornin, 109 TW. Alexander Drive, Research Triangle Park, NC 27709, United Stares

ONE ASPECT of the dashboard is to
support Non-targeted Analysis

Erreircnmientsl Protection



Rank-Ordering of “Known-Unknowns”

using ChemSpider

RESEARCH ARTICLE

Identification of “Known Unknowns” Utilizing
Accurate Mass Data and ChemSpider

Table 1. Scarching ChemSpider by Elemental Compositilon then Sortmg by Mumber of Associated References

Class of compounds Mumber compounds i class Position of compound sorted i de
#1 #2 #3
Dirugs 45 43 | 1
Pesticides i 7 l
Toxins 2 2
Polymer anioxidants 15 15
Polymer UV stabilizers 10 5 l |

Polymer clanfying agent (Irgaclear M)
Polyurethane additives

Matural products

Herbicide (clofibnc acid)

Araficial sweetener (sucralose)
Total compounds ChemSpder

Total compounds CAS Regstry [1]

4 3
4 l

EE e a
EE——I-\JI-\J

J. Am. Soc_ Mass Spectrom. (2012) 23:178-185
DOI: 10.1007/513361-011-0265-y



Some history...

e 2007 A Hobby Project

e 2009 ChemSpider Acquired

 May 2015 Joined EPA — what
we are showing Is very new

hl resclver, recently launched m partnership with

“What ariginally started a5
a hobby project o give
back something to the
chemistry community has
becama ona of the primary
internat resources for
Chemistry, And this from
home bullt computers in a
basement, with no funding
and a team of voluntesrs,
With the resources,
reputation and vision of the
RESC to support
ChemSpider our long term
goal is to deliver the
primary online platferm

United States
Erreircnmientsl Protection

12



Advanced MS Searches SEPA

Erreircnmientsl Protection
Agancy

al Protection Home

CompTox Dashboard

Advanced Search

Mass Search

* Win/hlax
Mass amu + Er ami Search Q
# Single component lgnore isotopes
Generate Molecular Formula(e)
* Win/hax
amu + Er amu Search Q
Opticns =
Molecular Formula Search
Molecular Formula Search Q
lgnore isotopes
N : -
About Contact a=scsACToR e e DSSTox Privacy Accessibility Help hd

13



Formula Search

United States
Erreircnmientsl Protection
Agancy

Molecular Formula Search

Found 8 results for 'C8H14CIN5S

Number of

‘ C8H14CIN5 | sources 1 Search Q

Hide Isotopes Hide Multicomponent Chemicals

o 59
» _</4\<\ Atrazine
H.r.—< \=< 1912-24-9 DSSTox Low 215.093773 v
CH H\_\
CH,
;e GS 18183
KT 34333-27-2 Public Medium 215.093773 =

. CH;
P W
g M a3
HiC H H

1 6-Chloro-N-ethyl-N*-pr_ _
W ey 90952-64-0 Public Low 215093773 Ci
1L.ﬂ““v/“"“rl"JI\'lJ"'/J\"\/\“'-:M
Contact we = ACTOR N Privacy Accessibility Help



Monoisotopic Mass Search

Download as:

Structure

Mass Search

L

L= e
¥ kit
TR RN S

¥ Single componemnt

hlin Ml

i

+

N OiNG
(PR P

amu
lgnore isotopes Number of
_ _ Sources |
© Searched by Mass and single component chemicals: Found 344 res '
SOF =
Mass Difference
Preferred Name CASRN QC Level mnoisotopic Mass
Atrazine
1912-24-3 DSSTox Low 5.083772 0.0022
Furcarbanil [1S0]
28562-T01 Public Medium 5.004629 00014
5-Phenylpyrrole-2-propionic acid
e prop 79720-70-0

Public Medium

rrvironmental Protection

Found 344 results for '215.096 = 0.005 amu'

Search O



Download to Excel

Download as:

BEH S E

CSV~

Excel -

SDF «

CompToxAdvancedSearch_2016-08-14_23-46-20.xls - Excel

[}
+ O I:[><

BH H

Insert Delete Format

Cells

H
SMILES

1£—3

[

2328.2910004 COC1=CC2=CC=C(CCC(C)=0)C=C2C=C1

Z AutoSum ~

2] Fill -

¢ Clear~

CIC@@H]1CCC2=C(C)C=C30C(=0)C(C)=C

228.2910004 COC1=CC(CCC2=CC=CC=C2)=CC({0)=C1

228.2910004 COC(OC)(C1=CC=CC=C1)C1=CC=CC=C1

228.2910004 C({OCC1=CC=CC=C1)0CC1=CC=CC=C1

228.2910004 COC1=CC=C{CC2=CC=CC=C20C)C=C1

United States
Erreircnmientsl Protection
Agancy

?EH - 9 X

Williams, Antony ~

v ik

Sort & Find &
Filter - Select -
Editing A

I -

INCHI KEY

228.2910004 CC(C)(C1=CC=C(0O)C=C1)C1=CC=C(D)C=C1 IISBACLAFKSPIT-UHFFFAOYSA-N

228.2910004 CC(C)(C1=CC=C(0)C=C1)C1=C(0)C=CC=C1 MLCQXUZZAXKTSG-UHFFFAOYSA-N
228.2910004 CCC(C1=CC=C{0)C=C1)C1=CC=C{0)C=C1 YKPAABNCNAGAAI-UHFFFAQYSA-N

BLOOMDCKKHMEKV-UHFFFAQYSA-N

228.2910004 CC1=CC(CC2=C(O)C=CC(C)=C2)=C({0)C=C1 XZXYQEHISUMZAT-UHFFFAOYSA-N

OGIFTAVVQOMGIG-MRVPVSSYSA-N

HPEFWCAKFRCLED-UHFFFAOQYSA-N

NYRVXYOKUZSUDA-UHFFFAQYSA-N

JCTHGPXOXLMSDK-UHFFFAOQYSA-N

KVCVHSGCINIKCE-UHFFFAQYSA-N

CC(C)C1=C2C=C(C)C(=0)C(=0)C2=C(C)C=

FILE HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW ESRI MAPS ACROBAT
L CK) Cut - . At m = =0 . = |::-—|
P D B Copy - Calibri 1 A A == & =¢ Wrap Text General ] d— -~ ’;‘J %j
= = = Pi— 3— .0 .00
avste ~ Format Painter B I U- Q- A === =% = Merge & Center = $ ~ % e Foor:nalgionnga' ?I':EIE;:ES St}fleESv
Clipboard ] Font ] Alignment ] MNumber ] Styles
E2 - Jr | cisHis02
A B C D E F G
1 DTXSID CAS RN PREFERRED NAME IUPAC NAME FORMULA MONOQISOTOPIC  AVERAGE MASS
4,4'-(Propane-2,2-
2 |DTXSID7020182 B80-05-7 Bisphenol A diyl)diphenol C15H1602 228.1150238
Phenaol, 2-[1-(4- 2-[2-(4-
DTXSID7042275 837-08-1 hydroxyphenyl)-1- Hydroxyphenyl)propan-2- C13H1602 228.1150298
4 |DTXSID3044594 1576-13-2 4,4'-Propane-1,1- 4,4"-(Propane-1,1- C15H1602 228.1150238
4-({6-Methoxynaphthalen-
5 |DTXSIDA045472 42924-33-8 Nabumetone 2-yl)butan-2-one C15H1602 228.1150298
Phenal, 2,2™- 2,2"-Methylenebis(4-
6 |DTXSID0062923 3236-63-3  methylenebis[4-methyl- methylphenol) C15H1602 228.1150298
(5R)-3,5,8-Trimethyl-6,7-
7 |DTXSID50154143 123914-43-2 Gweicurculactone dihydroazuleno[8,5- C15H1602 228.1150298 228.2910004 3C=C12
& |DTXSIDB0170114 17635-59-3 Phenol, 3-methoxy-3-(2- 3-Methoxy-5-(2- C15H1602 228.1150298
1,1- 1,1
9 |DTXSID90176884 2235-01-0  (Dimethoxymethylene)lb (Dimethoxymethylene)di C15H1602 228.1150298
1,1
[Methylenebis{oxymethy
10 |DTXSID60181905 2745-70-4  Preventol D2 lene)]ldibenzene C15H1602 228.1150298
1-Methoxy-2-((4- 1-Methoxy-2-[(4-
11 |DTXSID00184652 30567-87-4 methoxyphenyl)methyl) methoxyphenyl)methyl]lb ClsH1602 228.1150298
1,2-Maphthalenedione,  3,8-Dimethyl-5-(propan-2-
12 |DTXSID80204286 5574-34-5  3,B-dimethyl-3-(1- yl)naphthalene-1,2-dione C15H1602 228.1150298 228.2910004 C1
13 |DTXSID10206935 5819-93-2  Methane, bis-(o- 1,1-Methylenebis(2- C15H1602 228.1150298
14 |DTXSIDA0208245 59586-27-5 4-Hydroxy-3'- 4-[2-(3- C15H1602 228.1150298

CompToxAdvancedSearch_2016-08-1

F
@
&)

A

228.2910004 COC1=CC=CC=C1CC1=CC=CC=C10C
228.2910004 COC1=CC=CC{CCC2=CC=C(0)C=C2)=C1

GREWISSEUGRGIT-UHFFFAQYSA-N
DPRFNHUMLZIXNR-UHFFFAOYSA-N
QHWSNPUNTSCHIE-UHFFFAOYSA-N |~
3

M -——+—+ 100%




Download as SDF file

United States
Erreircnmientsl Protection
Agancy

Download as:

CSV~ Excel =

SDF ‘
All Results

Selected Chemicals

View Selected

Hide Multicomponent Chemicals

HyC
C
H:C
ll B N CH; H-,C\
g e R ey c 0
Q O L O gl L e
L " HO" o O
4 CH,
Bisphenol A Nabumetone 4 4-Propane-1,1-diyldi. .. Gweicurculactone 1,1-(Dimethoxymethyl. ..
80-05-7 42924-53-8 1576-13-2 123914-43-2 2235-01-0
b bl b
/Q L e CHy H,C CH,
L) L"l H,C
“ *' (1
- A HyC
O :
= R o g
. | L, HyC CH; "’f o] CHy
Preventol D2 4-Hydroxy-3"-methoxyb_ .. Stahlianthusone CHLORANTHALACTO. .. 1,2-Naphthalenedione,. ..
2749-70-4 59586-27-5 87018-26-6 66395-02-6 5574-34-5
v v o,
o N
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Does the Dashboard Add Value?

ChemSpider [SY/¥Te

Search and share chemistry

chemical structures

(&} CompTox Dashboard 721k structures

18



Does the Dashboard Add Value?

e Remember:

— Focus on high quality data and curation

— Data sources include EPA data sources and a focus on
environmental chemistry

* No “dilution” by chemical vendors

< Data Sources

Data Source Count Date —

B ] — Created Updated
Aurora Feinchemie 25268289 13/04/2009 12/06/2016
PubChem 108681750 15/04/2008 25/06/2015
AKos 6226932  15/04/2008 15/06/2016
Mcule 5649548  21/01/2014  30/10/2015

Molport 5292029  09/02/2010 02/09/2014 19



Dilution Example...
Morphine Skeleton

Found 32 results - =
Search tem: BQJCRHHNABKAKU (Found by InChlkey (skeleton match))

|Fir51| < | = |L551|

Hil HO
¥}
—CH,
“H
III::I‘“l HO !
CH-HMorphine 17T-Methyl-7, B-didehydro-4 5 {Balpha Balpha}-17

epoxymonphinan-3, 8-diol [~2~H 3 Methyl-T E-di
4 S-epoxymorphinan-3,

HO W HO
:%H ! I =T H
1 o 1 f |
" Ho* no*
[Bbeta Gbeta Balpha, 13alpha, 143l

{Balpha Balphal-17-Methyl-7,8- [Balpha Balpha)-17-Methyl-T 8- (Gizlpha}-17-Methyl-T 8-
didehydro-4 B-eposymorphinan- didehydro-4, 5-eposymorphinan- didehydro-4 S-epoxymorphinan-
epoxymorphinan-3, G-diol epoxymonphinan-2, S-diol 3 B-diol 3 B-diol 3 B-diol

(Ealpha Balpha, Balpha)-17-
ineh

Methyl-7 B-didehydro-4 5

l HO
9 Searched by Inchikey Skeleton: Found 3 results for 'BQJCRHHNABKAKU'.

i

H,C}‘ HI

Download as: | csv~ | Excel~ SDF »

Preferred Name CAS-RN QcC Level Number of Sources | Monoisotopic Mass

[Bbeta}-17-Methyl-T B-did
4 B-epoxymorphinan-3,

HO

o

Morphine Morphinan-3,6-d... Morphinan-3,6-a...

57-27-2 16206-77-2 67293-88-3



ChemSpider 6982 Results!!!

Search for C15H15N302

Found 6982 results

Search term: MF ='C_{15}H_{15)}N_{3}0_{2}'

D Structure

BN NN

Maolecular Formula

Molecular Weight

# of Data Sources w

0

2644 Q
wN H

\J O, ! 'Iuh j‘“‘]’l
W [5’ h
10468668

[N
ol

H

C15H15N302

C15H15N302

C15H15N302

269.2985

269.2985

269.2985

86 Tacedinaline

85

33

Methyl Red

C.lI Disperse
Yellow 3

21




Same top hits — different ranking

90 hits only versus 6926 hits

Search Results

9 Searched by Molecular Formula, ignoring isotopes:|Found 90 results for 'C15H15N302".

Structure Preferred Mame CAS-RN QC Level Number of Sources T Monoisctopic Mass

C.I Disperse
. I . |.-'| i Yel I 05\, 3 2832-40-8 DSSTox Low 1 8 269116427
EI’“ " Lz j > Meth Yy | Red 493-52-7 DSSTox Low 1 7 269.116427
l":". Ta.C ed I n al I ne 112522-64-2 Public Medium 4 268.116427
T

22



sing Meta-Data to Sort Candidates

Tacedinaline

112522-64-2 | DTXSIDE0150095

Anti-cancer Drug

0 Searched by Approved Name: Found 1 result for 'tacedinaline’.

Q W B - Q-
Intrinsic Properties
Molecular Formula: C15H15N302 Q Find All Chemicals || Iy
T
O NH Average Mass: 269.304 g/mol L&}
Monoisotopic Mass: 269116427 g/mol L&}
Structural Identifiers
o N
Record Information
CH;
Chemical Properties ~ Extemal Links ~ Synonyms  Product Composition ~ ToxCast in Vitro Data~ Exposure  Analytical ~ PubChem  Comments

© Frequent Uses and Functions

No product compasition data found.

C.I. Disperse Yellow 3

2832-40-8 | DTXSIDE021450 o

Textile/Product Dye

€ Searched by Approved Name: Found 1 result for 'C | Disperse Yellow 3.

alw B & a-

Intrinsic Properties

Molecular Formula: C15H15N302 Q Find All Chemicals | | Ity

Average Mass: 269.304 g/mol

=

Monoisotopic Mass: 269.116427 g/mol

o
-

H N Structural Identifiers

Record Information

Chemical Properties ~ Extemal Links ~ Synonyms  Product Compesition | ToxCast in Mitro Data ~ Exposure  Analyical ~ PubChem  Comments

© Frequent Uses and Functions

consumer_use_ACToRUseD3
persons|_care cosmetics prohibited_ASEAN
personal_sare cosmetios hair_dys

colorant

Methyl red

493-52-7| DTXSID1042154 o

© Searched by Approved Name: Found 1 result for 'Methyl red'.

Q wB & Q-
Intrinsic Properties
Molecular Formula: C15H15N302
Average Mass: 269.304 g/mol
N
N4 Monoisotopic Mass: 269.116427 g/mol
CH
_-CHy
Ho ° T Structural Identifiers
CHy
Record Information
Chemical Properties External Links Synonyms Product Composition ToxCast in Mtro Data

© Frequent Uses and Functions

inen_ACToRUseDB
industrial_manufacturing_ACToRUseDB
toys lawn_garden

chamical laboratory

pesticide iner_ingredient

Exposure Analytical

PubChem

United States

Erreircnmientsl Protection

Agency

Microbiological
Indicator Dye

Q Find All Chemicals | | Iy

[

e

Comments

UNIVERSAL INDICATOR SOLUTION 0.05%
UNIVERSAL INDICATOR SOLUTION 0.05% %
UNIVERSAL INDICATOR SOLUTION,38826-16 0.05%
0098 TOTAL ALKALINITY TABLETS 0.04%
84-8265 BOGEN UNIVERSAL INDICATOR 0.0185%

SOLUTION
HTH 5-Way Test Kit - Hardness Indicator
HTH 5-Way Test Kit - Cyanuric Acid Reagent

HTH 5-Way Test Kit - Cyanuric Acid Reagent

CENTRAL SCIENTIFIC CO

SCIENCEKIT

CENTRAL SCIENTIFIC CO

INDUSTRIAL MUNICIPAL EQUIP INC

CAROLINA BIOGOLICAL SUPPLY CO

Arch Chemicals, Inc.

Arch Chemicals, Inc.




Chemical Identification

Dashboard vs ChemSpider

Monoisotopic Mass (+/- 0.005 amu) Search

Sorted by number of references (ChemSpider) or data sources (Dashboard)

Position of compound sorted

Source of List # of Search Tool Mean Median
Compounds Position | Position #1 #2 #3 #4 #>+

McEachran et al 34 [ChemSpider 1.8 | 1 28 5 0 0 1
Wastewater

Dashboard 1.3 1 31 2 0 0 1
Misc. NTA Compounds 13 [ChemSpider 2 1 7 5 1

Dashboard 1.7 1 10 2 0 0 1
Bade et al (2016) 19 ChemSpider 2.1 1 11 2 5 0 1

Dashboard 1.6 1 12 3 3 1 0
Rager et al (2016) 24 ChemSpider 2.25 1 15 2 1 2 4

Dashboard 1.08 1 22 2 0 0 0




Dashboard vs ChemSpider

Ranking Summary

e Selected peer-reviewed publications
162 total individual chemicals in search

Mass-based Searching Formula Based Searching
Dashboard ChemSpider Dashboard  ChemSpider

Cumulative Average
Position 1. 3 1.2
% in #1 Position 85% 70% 88% 80%



Active vs Deleted CASRN SEPA

Erreircnmientsl Protection
Agancy

Found 23 synonyms

Legend:  Malid Synonyms  Good Synonyms  Other Synonyms Ity Copy all Synonyms

7,7-Dimethyl-3-[(4-methylphenyl)methylidene]bicyclo[2.2.1]heptan-2-one a
bicyclo[2.2.1]heptan-2-one, 7,7-dimethyl-3-[(4-methylphenyl)methylene]-
Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-3-[(4-methylphenyl)methylene]-

36861-47-9 AT

UNI-8I3XWY40L9

EINECS 253-242-6

Eusolex 6300

Uvinul MBC 95

Parsol 5000

Neo Heliopan MBC
3-{p-Methylbenzylidene)camphor
3-(p-Methylbenzylidene)-DL-camphor
3-{4-Methylbenzylidene)camphor
3-{4-Wethylbenzylidene)-DL-camphor
3-(4'-Methylbenzylidene)camphor
3-(p-Methylbenzylidene)bornan-2-one
1,7, 7-Trimethyl-3-(4-methylbenzylidene)bicyclo(2 2 1)heptan-2-one
4-Methylbenzylidenecamphor
p-IMethylbenzylidenecamphor

38102-62-4 EEE Iw £ 217

840556-65-2 PEES IV LX:T 26




Collisions in CAS Numbers

Enzacamene
3686147-9 | DTXSID804/89%6 e

€ Searched by
Q wm B

CAS-RN: Found 1 result for '36861-47-9'.

-‘!'ﬂv Qv

CH5

Enzacamene
3686147-9 | DTXSID804789%6 e

€ Searched by

Deleted CAS-EM: Found 1 result for '38102-62-4".

Q w B

‘J'ﬂv Qv

CH5
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But there are MANY CASRNS! SEPA

Erreircnmientsl Protection
Agancy

o http://web.stanford.edu/group/swain/cinf/c
asreg/snumber.html

4.1 Other Registry Number Fields

A, Deleted Registry Mumber

B. Replacing Reqgistry Mumbers
. Preferred Reaistry Number
0. Alternate Reagistry Number

An answer may contain other Begistry Number fields: Deleted Registry Number (DR), Replacing Registry Number (RR), Alternate Registry
Mumber (AR), and Preferred Registry Number (PR). Their definitions follow.

A. Deleted Registry Number — & Registry Number assigned to a substance but later changed to another Registry Number, The record for
this deleted number contains only the replacing Registry Mumber, RE. All of the substance information is contained in the replacing Registry
Mumber record. The deleted Registry Mumber displays in the replacing Registry Mumber record in the DR display field. Examples of substances
that are deleted include trade names that appear in the literature with no structural information but are later elucidated to a registered
substance.

B. Replacing Registry Number — The Registry Mumber for a substance. Other Registry Mumbers have been deleted to this number, These
deleted Registry Numbers display in the DR display field. This Registry Mumber displays in the RR field for the deleted Registry Number record.

C. Preferred Registry Number — The Registry Number assigned to the more preferred structure of a substance that has more than cne
structural representation. The Registry Number of the alternate structure appears in the AR display field, The preferred Registry Mumber
displays in the PR display field of the substance record of the alternate structure.

D. Alternate Registry Number — & second Registry Mumber generated for a second structural representation of a substance. These records
have a more preferred structure that is the structure usually encountered in the literature. The record of this less preferred structure will
hawve the Registry Number of the more preferred substance in the PR display field. The record of the preferred substance has the Registry
Mumber searched as if it were an BN, Examples of substances that have AR's include fluorescein dyes which have the spirc form as the
preferred registration and the closed form as the alternate registration.

All of these Registry Mumbers are searched when SEARCH NMMMMNM-MNMN-MN/BN or DISPLAY ACC is specified. If you SEARCH with a Deleted
Registry Mumber, the Replacing Begistry Mumber record is automatically located, If you SEARCH with an alternate Registry Number, the

Preferred Registry Mumber record is automatically located. If you DISPLAY ACC on a Deleted Registry Number, its record contains only the
Deleted Registry Mumber in the BN field and the Replacing Begistry Mumber in the RR field.



http://web.stanford.edu/group/swain/cinf/casreg/snumber.html

How Bad Can It Get??

Bisphenol A/ Epichlorohydrin resin

25068-38-6 | DTXSID0050479 e

€ Searched by CAS-RN: Found 1 result for '25068-38-6'

Q o B & Q-

HiC_ CHs
HO OH
cl
0

Intrinsic Properties

Melecular Fermula: C18H21CIO3
Average Mass: 320.81 g/mol

Menoisotopic Mass: 320.117922 g/mol

Structural Identifiers

Record Information

Legend:  Valid Synonyms

1096473-97-0
110158-22-0
11097-80-6
11098-13-8
11098-40-1
11100-23-5
11108-41-1
11120-31-3
11121-19-0
11126-36-6
1114797-08-8
111517-59-0
114013-37-5
115902-32-4
117216-90-7
117786-92-2
118340-04-8
1189565-70-5
1190235-62-1
1190729-68-0
1192045-32-1

United States
Erreircnmientsl Protection

Found 664 synonyms

Iy Copy all Synonyms
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How Bad Can It Get?

Thisone s Deleted CASR

CAS Registry Number: 25068-38-6
(C15 Hyg Oz . C3 H5 CI O)y
Phenol, 4,4'-(1-methylethylidene)bis-, polymer with 2-(chloromethyl)oxirane

Polymer

Polymer Class Terms: Epoxy resin

Alternate CAS Registry Numbers: 26402-79-9 |

Deleted CAS Registry Numbers: 1336-88-5, 1337-15-1, 8000-31-5, 9015-99-0, 9049-54-1, 9050-21-9, 9081-91-8, 9083-76-5, 9084-94-0, 9086-62-8,
9087-26-7, 9087-76-7, 11097-80-6, 11098-13-8, 11098-40-1, 11100-23-5, 11108-41-1, 11120-31-3, 11121-19-0, 11126-36-6, 20232-24-0, 35038-60-9,
36344-96-4, 36347-13-4, 36347-14-5, 37184-50-2, 37184-52-4, 37208-29-0, 37217-92-8, 37230-74-3, 37243-66-6, 37243-67-7, 37251-33-5, 37265-21-
7,37270-82-9, 37291-75-1, 37293-07-5, 37294-18-1, 37305-82-1, 37307-45-2, 37317-45-6, 37325-21-6, 37338-63-9, 37342-17-9, 37345-34-9, 37348-
56-4, 37348-57-5, 37357-73-6, 37360-93-3, 39277-59-3, 39288-99-8, 39296-08-7, 39296-09-8, 39296-11-2, 39296-15-6, 39315-77-0, 39349-91-2,
39354-86-4, 39362-25-9, 39362-45-3, 39373-81-4, 39378-29-5, 39378-55-7, 39389-49-6, 39405-18-0, 39412-57-2, 39419-66-4, 39453-22-0, 39454-54-
1, 39454-69-8, 39470-62-7, 42612-34-0, 42618-03-1, 50642-36-9, 50642-55-2, 50642-78-9, 51158-20-4, 51273-81-5, 51329-73-8, 51393-99-8, 51394-
03-7, 51553-00-5, 52011-87-7, 52038-45-6, 52051-70-4, 52051-82-8, 52052-16-1, 52232-05-0, 52232-75-4, 52276-55-8, 52365-33-0, 52519-66-1,
52519-67-2, 52627-94-8, 52907-38-7, 53027-88-6, 53127-14-3, 53200-30-9, 53238-86-1, 53238-87-2, 53239-67-1, 53239-68-2, 53570-97-1, 53570-98-
2,53681-78-0, 53858-93-8, 54018-73-4, 54352-05-5, 55464-96-5, 55584-55-9, 55585-07-4, 55818-73-0, 56258-35-6, 56449-43-5, 56509-48-9, 57107-
66-1, 57284-90-9, 57534-21-1, 57693-04-6, 58052-05-4, 58128-38-4, 58392-89-5, 58392-92-0, 58516-14-6, 58572-71-7, 59029-19-5, 59459-14-2,
59473-30-2, 59948-36-6, 60202-19-9, 60267-31-4, 60382-89-0, 60606-56-6, 60800-54-6, 60831-77-8, 60894-16-8, 61036-82-6, 61287-42-1, 61356-27-
2,61711-38-4, 61763-30-2, 61991-18-2, 62169-28-2, 62169-29-3, 62601-75-6, 62601-76-7, 62887-23-4, 63055-40-3, 63172-55-4, 63799-24-6, 63993-
57-7, 63993-58-8, 64086-14-2, 64086-16-4, 64176-52-9, 64176-61-0, 64176-66-5, 64177-03-3, 65233-49-0, 65931-38-6, 65931-39-7, 66995-96-8,
67185-62-0, 68821-97-6, 69899-40-7, 70179-83-8, 70213-44-4, 70726-45-3, 71965-91-8, 72514-40-0, 73413-19-1, 74504-20-4, 74564-76-4, 75831-44-
6, 78564-77-9, 79585-43-6, 80702-61-0, 81458-12-0, 81843-57-4, 81843-58-5, 81855-87-0, 82197-12-4, 82197-46-4, 83202-85-1, 84286-97-5, 84683-
04-5, 84931-29-3, 85537-69-5, 86090-60-0, 88385-37-9, 88528-19-2, 88651-18-7, 89750-00-5, 91727-28-5, 91727-29-6, 92481-37-3, 95327-25-6,
96420-31-4, 96510-68-8, 97568-16-6, 97709-01-8, 99400-50-7, 101027-12-7, 102256-87-1, 103599-13-9, 103599-14-0, 104364-97-8, 104491-99-8,
105521-57-1, 106207-08-3, 106856-89-7, 107991-47-9, 108556-05-4, 108728-21-8, 110158-22-0, 111367-08-9, 111517-59-0, 114013-37-5, 115902-
32-4, 117216-90-7, 117313-45-8, 117786-92-2, 118340-04-8, 120146-74-9, 120797-43-5, 121181-85-9, 121273-37-8, 121547-73-7, 123939-44-6,
125147-87-7, 127176-80-1, 127176-81-2, 128281-71-0, 132822-20-9, 132893-73-3, 135976-90-8, 137545-29-0, 138157-20-7, 138361-18-9, 139554-
29-3, 142540-11-2, 144046-24-2, 144046-25-3, 144855-66-3, 149013-58-1, 150825-32-4, 157321-42-1, 157481-46-4, 158725-45-2, 160674-45-3,
161937-12-8, 162031-55-2, 167972-06-7, 168042-08-8, 179607-24-0, 183581-68-2, 183890-12-2, 187619-11-0, 188448-56-8, 189282-49-3, 191606-
83-4, 220090-06-2, 222835-65-6, 222835-66-7, 222835-68-9, 222835-69-0, 222835-70-3, 222835-72-5, 222835-74-7, 222835-77-0, 309945-96-8,
339530-81-3, 353239-57-3, 367523-08-8, 383889-26-7, 383889-27-8, 395069-05-3, 470462-49-8, 681001-41-2, 848887-61-6, 913745-83-2, 917483
69-3, 922728-11-8, 934588-09-7, 945610-97-9, 950907-45-6, 1033821-54-3, 1034342-45-4, 1068160-75-7, 1082736-74-0, 1096473-97-0, 1114797-
08-8, 1189565-70-5, 1190235-62-1, 1190729-68-0, 1192045-32-1, 1195324-26-5, 1196030-95-1, 1198291-96-1, 1199811-18-1, 1203835-26-0,
1206700-05-1, 1228639-00-6, 1245563-83-0, 1271727-39-9, 1300093-58-6, 1300102-07-1, 1305321-17-8, 133807 1-08-1, 1446691-72-0, 1450839-98-
1, 1620807-39-7, 1641551-32-7, 1807886-28-7, 1815624-46-4, 1815624-47-5
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Our OPEN Data Is available...

e Various types of data at FTP download site:

ftp://newftp.epa.qov/ COMPTOX/Sustainable Chemistry
Data/Chemistry Dashboard

Index of /COMPTOX/Sustainable Chemistry Data/Chemistry

Name Size Date Modified

% [parent directory]

PHYSPROP Analysis 9/6/16, 10:30:00 AM
_| DSSTOX _MS Ready Chemical Structures.zip 280 MB 10/7/16, 1:32:00 PM
| DSSTox Mapping_20160701.zip 32.9MB 8/25/16, 9:31:00 AM
| DSSTox Predicted NCCT Model.zip 343 MB 9/29/16. 10:13:00 AM
O DSSTox SDF File 20160720.sdf.gz 162 MB 8/25/16, 9:34:00 AM
] DS STox Synonyms 20161018.zip 145 MB 10/21/16, 3:31:00 PM
| Dsstox CAS number name xlsx 32.1 MB 8/25/16. 9:36:00 AM
_| PubChem DTXSID mapping_file.txt 23.1 MB 9/27/16, 9:46:00 AM
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Batch Searching Names/CASRN

e \WWhat are these chemicals?

533-73-3
95-54-5
108-73-6
108-45-2
2051-85-6
106-50-3
128-95-0
83-56-7
27581-07-3
5697-02-9
90-15-3
89-25-8
92-44-4
15086-94-9
615-05-4
5862-77-1

84540-47-6
84540-47-6
149330-25-6
606-20-2
§23-40-5
582-17-2
16867-03-1
16867-03-1
603-85-0
603-85-0
96-91-3
95-85-2

1,5-Naphthalenediol
2,7-Naphthalenediol
4-amino-o-creso]

Disperse Blue 3

Disperse Blue 377
3,4-Dihydroxyaniline
2,E—Dih¥drnxyethy1aminntn1uene
Catecho
1-Acetoxy-2-methylnaphthalene
Fast Green FCF

Acid Red 14
6-Nitro-2,5-pyridinediamine
Pyridine

HC Orange 2

m-Aminopheno]

p-Aminopheno]
2-Methyl-4-nitroaniline
o-Phenylenediamine

Acid Blue 1
2,3-IndoTlinedione
1,2,4-Trihydroxybenzene
solvent Red 23
2-Chloro-4-phenylenediamine
2-Chloro-p-phenylenediamine
p-FPhernylenediamine

solvent Red 43

Acid violet 9

Direct Blue B&
4-Hydroxyindole
2,5,6-Triamino-4-pyrimidino’
solvent Red 1

HC yellow 10

Oxazine 1
2,4-Diaminotoluene
m-Phenylenediamine

United States
Erreircnmientsl Protection

Agancy
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List Search

Please enter one identifier per line

Select Input Type(s)

¥ Chemical Name

# CAS-RN
InChlKey
DSSTox Substance 1D
Exact Melecular Fermula

Select Output Format

Download as... ¥

Coming December 2016
Batch Searching...

Enter Identifiers to Search

10228-03-2
10228-03-2
99-98-9

99-98-9

575-38-2
104903-43-3
150-75-4

Solvent Red 140
Solvent Red 3
Solvent Red 73
Solvent Yellow 29
Solvent Yellow 33
Solvent Yellow 44
Tetrahydro-6-nitroguinoxaline

Customize Results

Chemical Identifiers Structures Intrinsic Properties
" Melecular Formula
] SMILES Average Mass
CAS-RN INChl String Monocisotopic Mass
InChlKey
IUPAC Name
Metadata

Curation Level Details
Data Sources

Download &

United States
Erreircnmientsl Protection
Agancy
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Coming December 2016
Download to Excel

United States
Erreircnmientsl Protection
Agancy

H - B CompToxAdvancedSearch 2016-11-02_08-84-17 xls [Compatibility Mode] - Excel
GO HOME  INSERT  PAGELAYOUT — FORMULAS  DATA  REVIEW  VIEW  ESRIMAPS  ACROBAT
- E&'C”t Arial o <A s == B SwapTed General - |:=—| ’__‘),‘J Normal
ER Copy - ; _ M
L [ <0 .00 e
PR omsparer B U E DA S == e ElMeseacome - § - %+ %53 Condion Formatas [checkcell | Note -
Clipboard [ Font s Alignment [F] Number [F] Styles
A1 - Je | weut
A B c D E F G H I J K

97 |84540-50-1 DTXSID80233531 5-Amino-6-chloro-o-cresol 84540-50-1 XYRDGCCCBJITBH-UHFFFAOYSA-N 3-Amino-2-chloro-6-methylphenol CC1=C(0)C(Cl)=C(N)C=C1 InChI=1S/C CTHBCING "57.597518M57.0204416
98 |2635-98-5 DTXSID20162594 6-Amino-m-cresal 2835-96-5  HCPJEHJGFKWRFM-UHFFFAOYSA-N  2-Amino-5-methylphenol CC1=CC{OFCN)C=C1 InChI=18/C CTHIND 123 154998123 066413914
99 |17672-22-9 DTXSID80170179 6-Amino-o-cresol 17672-22-9 ALQKEYVDQYGZDN-UHFFFAQYSA-N 2-Amino-6-methylphenol CC1=C(O)C(N)=CC=C1 InChI=1S/C CTHING  ™23.154998M23.068413914
100|2380-86-1 DTXSID20178497 6-Hydroxyindole 2380-86-1 XAWPKHNOFIWWNZ-UHFFFAQYSA-N 1H-Indol-6-al 0C1=CC2=C(C=CN2)C=C1  InChI=18/C CBHTNO "33.149993M33 052763849
101/69625-83-6 DTXSID30220113 6-Nitro-2.5-pyridinediamine 69825-83-8 DRSOPPBVZYEMNZ-UHFFFAQY SA-N 6-Mitropyridine-2,5-diamine NC1=NC(=C(N)C=C1)[N+]{[O-] InChI=1S/C CEHEN4OZ2 "54.128997154.049075449
102|69825-83-8 DTXSID30220113 6-Nitro-2.5-pyridinediamine 69825-533-8 DRSOPPBVZYEMNZ-UHFFFAOQYSA-N B-Mitropyridine-2,5-diamine NCA=NC(=C(N)C=C1)[N+]{[O-] InChI=1S/C C5HBN4O2 "54.128997M54.049075449
103|287248-2 DTXSID1062677 9 10-Anthracenedione, 1 4-diamino-2-meth 2872-46-2 TUXJTJTXCHUEL-UHFFFAOYSAN 1.4-Diamino-2-methoxyanthracen COC1=C{N)C2=C{C(N)=C1)C(- InChi=1S/C C15H12N2(268 272003266 084792254
104|67674-26-4 DTXSID2070550  9.10-Anthracenedione, 1-[(2-hydroxyethyl): 67674-26-4 XWIBNOGPNKMAPE-UHFFFAOYSA-N 1-[(2-Hydroxyethyljamina]-4-[{3-h OCCCNC1=C2C({=0)C3=C(C=(InChI=15/C C19H20N2C"340.378997340.142307132
105|67674-26-4 DTXSID2070550  9.10-Anthracenedione, 1-[(2-hydroxyethyljc 67674-26-4 XWIBNOGPNKMAPE-UHFFFAOYSAN  1-[(2-Hydroxyethyljamina]-4-[{(3-h OCCCNC1=C2C[=0)C3=C(C=!InChi=1S/C C19H20N2(340 376997 340.142307132
106/3087-16-9  DTXSID4046577  Acid green 50 3087-16-3 WDPIZEKLIKBSOZ-UHFFFADYSA-M Sodium 4-{[4-{dimethylamino)phe [Na+].CN(C)C1=CC=C({C=C1)CInChI=1S/C C27TH25N21"576.609985'576.10008778
107|6252-76-2 DTXSID3044968 Acid Violet 9 6252-76-2 UWMZZSRDUVJJIDP-UHFFFAQYSA-M Sodium 2-[3-(2-methylanilino}-6-{ [Na+].CC1=CC=CC=CINC1=C InChI=1S/C C34H25N2M612 630004612 13310199
106|915-67-3  DTXSID2021232 Amaranth 915-67-3 WLDHEUZGFKACJH-FAIYXUOWSA-K Trisodium 3-hydroxy-4-[(Z)-(4-sulf [Na+].[Na+].[Na+].0C1=C{C=CInChI=15/C C20H11N2M604.460021'603.92689092
109|2465-27-2 DTXSID9020114  Auramine hydrochloride 2465-27-2 KSCQDDRPFHTIRL-UHFFFAOYSA-N 4 A-Carbonimidoylbis(M.N-dimeth CL.CN(C)C1=CC=C(C=C1)C(=F InChI=18/C C17H22CIN"303.829986™303.1502254
110|2580-66-5  DTXSID0038889  Basic Blue 26 2580-56-5 | LLWJPGAKXJBKKA-UHFFFAOYSAN  4-{(4-Anilinanaphthalen-1-yl)[4-{di [CI]. CN(C)C1=CC=C(C=C1)C{ InChI=18/C C33H32CING06.089996 505 2284757
111[12217-43-5 DTXSID10153531 Basic Blue 47 12217-43-5 IVFRHOQHKQWEHJ-UHFFFAOYSA-N 1-Amino-4-{4-[(dimethylamino)me CN(C)CC1=CC=C(NC2=C3C(= InChI=15/C C23H21N3C371.440002371.163376928
112|2390-60-6 DTXSID5038686 Basic Blue 7 2390-60-5  ROVRRJSRRSGUOL-UHFFFAOYSA-N  4-{[4-{Diethylamino)phenyl][4-(eth [CI-]. CCNC1=CC=C[C{C2=CC= InChl=18/C C33H40CING 14150024513 291076
113/|2390-59-2 DTXSID5036913  Basic Violet 4 2390-59-2  JVICFMRAVNKDOE-UHFFFADYSA-M 4-{Bis[4-{diethylamino)phenyl]me [CI-]. CCN(CC)C1=CC=C(C=C1 InChI=15/C C31H42CIN192.149993"191.3067261
114/1694-09-3 DTXSIDT021441  Benzyl Violet 4B 1694-09-3  AXMCIYLNKNGHNOT-UHFFFAOYSA-M Sodium 3-({[(4Z)-4-{[4-(dimethylar [Na+].CCN{CC1=CC(=CC=C1) InChI=1S/C C39H40N3MT733 869995733 22562265
115|2519-304 DTXSID2020183 Black PN 2519-304 GMMAPXRGRVJYJY-TWEFBAQVSA-J Tetrasodium 4-acetamido-5-hydre [Na+].[Na+].[Na+].[Na+].CC(=(InChI=15/C C28H17N5M867.659973'866.92456206
116633034  DTXSID1048700 Billiant Green 633-034  NNBFNNNWANBMT-UHFFFAOYSAM  4-{[4-Diethylamina)phenyl](pheny OS(O-])(=0}=0.CCN(CCIC1=(InChI=1S/C, C27TH34N20'482. 640014482 223928757
117|115-39-9  DTXSID6041682 Bromaphenol blue 116399 UDSAICHUKSCKT-UHFFFAOYSAN 3.3-Bis(3.5-dibramo-4-hydroxypht OC1=C(Br)C=C(C=C1Br)C1(0{ InChi=18/C C19H10Br4 669_960021665 698247
118|1064-43-8 DTXSID1024415 C.I. Acid Black 1 1064-48-8 AOMZHDJXSYHPKS-DROYEMJCSA-L Disodium 4-amino-5-hydroxy-3-[(F [Na+].[Na+].NC1=C{\N=N\C2= InChl=1S/C. C22H14N6M616.489990'616.00590696
119/860-22-0  DTXSID1020190 C.I. Acid Blue 74 860-22-0  KHLVKKOJDHCIMG-QDBORUFSSAL  Disodium (2E)-3-ox0-2-(3-0x0-5-s [Na+] [Ma+] [0-]S(=0)[=0)C1= InChI=1S/C C16HBM2N.466 350006465 95174613
120|2650-18-2 DTXSID4034310 C.I. Acid Blue 9 2650-18-2  HMEKVHWROSNWPD-UHFFFAQYSA-N  Bisammonium 2-{(Z}-(4-{ethyl[(3-: [NH4+].[NH4+].CCN{CC1=CC( InChI=1S/C C37TH42N4C782.940002'782.21139247
121/1936-15-8  DTXSID6021082 C.I. Acid Orange 10 1936-15-8 HSXUHWZMNJHFRV-QIKYXUGKSA-L Disodium 7-hydrosxy-8-[(E}-pheny [Na+] [Na+].OC1=C{\N=N\C2= InChI=1S/C C16H10N2M452 3599857451 97248158
122/1320-07-6 DTXSIDT041708 C.I. Acid Qrange 24. monosodium salt 1320-07-6 FIKBURFLPVUDAX-UHFFFADYSA-M Sodium 4-({3-[(2.4-dimethylpheny [Na+].CC1=CC=C{N=NC2=C{C InChl=1S/C C20H17N4MN348 4299927148 08173512
123/6373-74-6  DTXSID1021081  C.I. Acid Orange 3 6373-74-6 KKBFCPLWFWQNFB-UHFFFAOYSA-M  Sodium 2-anilino-5-(2,4-dinitroanil [Na+].[O-][N+](=0)C1=CC(=C{ InChI=15/C C18H13N4M152. 3699957452 04026423
124|633-96-5  DTXSID003881 C.1. Acid Orange 7 633-96-5 CQPFMGBJSMSXLP-UHFFFAOYSAM  Sadium 4-[(2-hydroxynaphthalen- [Na+] OC1=C(N=NC2=CC=C(CInChl=1S/C C16H11N21350 320007350 0337223
125|3567-69-9 DTXSID3021225 C.I. Acid Red 14 3567-69-9  YSVBPNGJESBVRM-ZPZFBZIMSA-L Disodium 4-hydrosxy-3-[(E}-(4-sulf [Na+].[Na+].0C1=C({C=C(C2=( InChI=1S/C. C20H12N2M502.420013501.98813164
126(352042-1 DTXSID7021235 C.I. Acid Red 52 362042-1  XJENLUNLXRJLEZ-UHFFFAOYSA-M Sadium 4-[3 6-bis(diethylamino)-Z [Na+] CCN(CC)C1=CC2=[0+]C InChi=18/C C29H33N2M608_700012'608_16265804
127|4430-18-6 DTXSIDGE041717  C.I. Acid Violet 43 4430-18-6 GTKIEPUIFBBXJQ-UHFFFAQYSA-M Sodium 2-[{4-hydroxy-9.10-diexo- [Na+].CC1=CC=C{NC2=CC=C InChl=1S/C C21H14NN:131.390014431.04395263
126|B46-70-8  DTXSID1041718 C.1 Acid Yellow 1 846-70-8 CTIQLGJVGNGFEW-UHFFFAOYSAL Disodium 5,7-dinitro-8-oxidonapht [Na+]_[Na+] [0-]C1=C(C=C(C2 InChI=18/C C10H4N2N:358 190002357 94837483
129|5687-984 DTXSID5041722  C.I. Acid Yellow 36, monosodium salt 567-984  NYGZLYXAPMMJTE-ANVLNOONSA-M Sodium 3-[(E}-{4-anilinophenyl)di: [Na+].[0-]S(=0)}=0)C1=CC=C InChI=1S/C C18H14N3M375.380004 375.06535678
130|587-98-4 DTXSID5041722  C.I. Acid Yellow 36, monosodium salt 587-98-4  NYGZLYXAPMMJITE-ANVLNOONSA-M Sodium 3-[(E}-{4-anilinophenyljdi: [Na+].[0-]S(=0)=0)C1=CC=C InChI=1&/C C18H14N3M375.380004375.06535678
131|532-82-1  DTXSID0024569 C I Basic Oange 2 532-62-1 MCTQNEBFZMBRSQ-UHFFFAOYSA-N  4-(Phenyldiazenyl)benzene-1,3-di CI.NC1=CC=C{N=NC2=CC=C(InChI=1S/C C12H13CIN248 710006248 0626741
132/495-54-5  DTXSID4043856 C.I. Basic Orange 2- parent (Chrysoidine fr 495-54-5  IWRWVPXDHSLTIOC-NXVVXOECSA-N 4-[[Z)Phenyldiazenyl]benzene-1, NC1=CC=CAN=N/C2=CC=CC: InChI=15/C C12H12N4 "212.2559967212.106196402
133|479-73-2  DTXSIDG043845 C .| Basic Red 9 479732 AFAIELJLZYUNPW-UHFFFAOYSAN 4 4-[[4-minocyclohexa-2 5-dien-' NC1=CC=C(C=C1)C{C1=CC={InChi=1S/C C19H17N3 287 365997287 142247559
134|632-99-5 DTXSID6021246 C.I. Basic Violet 14 632-99-5 NIKFYOSELWJIOF-SVFFXJWSA-N 4-[[4-Aminophenyl){4-iminocyclok CL.CC1=CC(=CC=C1N)C(C1=CInChI=15/C C20H20CIN'337.850006™337.1345754
135|632-99-F DTXSIDA021246 C.1 Basic Violet 14 632-99-5  NIKFYOSELWUJIOF-SVFFXJIWSA-N 4-[[d-Aminophenyl){4-iminocyclok CL.CC1=CC(=CC=C1N)C(C1=CInChI=18/C C20H20CIN"37 850006337 1345754
136/4208-804 DTXSID5052092 C.I. Basic Yellow 11 4208-504 QAMCXJOYXRSXDU-UHFFFAQYSA-N 2-[2-(2.4-Dimethoxyanilino)etheny [Cl-].COC1=CC(OC)= =C(InChI=15/C C21H25CIN" "372.1604558




Batch Searching of .
Molecular Formula

Select Input Type(s) Enter Identifiers to Search
3o
Include top hits CA2H25N02
CHHZINO3
C10HINSD
CIH2INOS
#| Exact Molecular Formula C10H14CING2
C12HINO3
C12H13N30
C3H18N30P
CBH14CINS
Select Output Format
Excel v
Customize Results
Chemical ldentifiers Structures Intrinsic Properties
" Maolecular Formula
< # SMILES Average Mass
«| CAS-HN InChl String Monoisotopic Mass

InChlkey
# IUPAC MName

Metadata

Curation Level Details

# Data Sources
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Metadata included for Ranking

United States
Erreircnmientsl Protection
Agancy

A Lt L L# L | w3
1 INPUT DTXSID CASRN PREFERRED NAME IUPAC NAISMILES DATA SOURCES
31| C12HINO3 DTXSID3022087 620-88-2 4-Mitrophenyl phenyl ether 1-Mitro-4-ph [O-][N+][=O}E1=EE=E[OEE 14
12| C12HIMNO3 DTXSID30237084 885-82-5 3-Mitra(1,1-biphenyl}-4-ol 3-Mitro[1,1- OC1=C({C=C(C=C1)C1=CC:" 7
13| C12HINO3 DTXSID00151844 117620-77-6 3-Cyano-7-ethoxycoumarin 7-Ethoxy-2- CCOC1 EEE C E E‘l c=C" 6
34 WMerammndlphenyl ether  4-{4-Aminog N } 14
15 C12H13N30  DTXSIDS0155670 127792-75-0 341,2,5.6-Tetrahydropyrid-4-yl)g 31,2,3,6-T O= E‘INCE C(NC= EEEE c” 6
16| C12H13N30 _ DTXSID10175753 2147-83-3  1.3-Dihydro-1-(1.2.3 6-tetrahydn 1-(1.2.3.6-T O=C1NC2=CC=CC= EgN‘IC -
i7 |[COH1BN30OP DTXSID5020815 57-39-6 Metepa 1.1 1"-Phos CC1CN1P(=0)(N1CCIC)N1" 20
i3 CY9H18N3OP  DTXSID90287166 64457-66-5 1-[bis(aziridin-1-yl)phospharyl]pi 1-[Bis(aziric O=P{N1CC1)}{N1CC1NICC” 2
19 | CBH14CING  DTXSIDS020112  1912-24-9  Atrazine 6-Chlora-N~ CCNCA=NC(NC(C)C)=NC(C" 73
10 | CBH14CINS  DTXSID00187306 34333-27-2 GS 18183 N~2~-tert-B CNC1=NC(NC{C){C)C)=NC(" b

11
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A ACD/ChemFolder: Database Window - [CAUSERS\AWILLIDA\ DOWNLOADS\COMPTOXADVANCEDSEARCH 2016-11-03 07-32-15.50F]

Need for “MS-Ready Structures”

Database View Record Search Lists Plates Optiens ACD/Labs Help
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PREFERRED.NAME: Tenamfetamine hydrochl
DTXSID: DTXSIDN 048017

CASRN: 6282-81-7

DATA SOURCES: 7

Formula: CqgHq4CNO2

PREFERRED.NAME: Homarylamine hydrochior
DTXSID: DTXSIDT0201441

CASRN: 532-10-8

DATA SOURCES: 4

Formula: CqgHq4CNO2

PREFERRED MAME: 4-Mitrophenyl phenyl ethe
TXSID: DTXSID3022087

CASRN: 620-68-2

ATA SOURCES: 14

ormula: CqzHghO5

PREFERRED NAME: 3-Nitro{1 1"-biphenyl)-4-ol
DTXSID: DTXSID30237084

CASRN: 885-82-5

DATA SOURCES: 7

Formula: C43HghO5

PREFERRED.NAME: 3-Cyano-T-ethoxycouma
DTXSID: DTXSID00151844

CASRN: 117620-77-6

DATA SOURCES: &

Formula: Cq5HghO5

PREFERRED.NAME: 3,4 4'-Triaminodiphenyl et
DTXSID: DTXSID1021372

CASRN: 6264-65-0

DATA SOURCES: 14

Formula: Cq5Hq3N30
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PREFERRED .NAME: 3-(1,2,5,6-Tetrahydropyri
DTXSID: DTXSIDE0155670

CASRN: 127752-75-0

DATA SOURCES: 6

Formula: C43Hq3N30

PREFERRED.NAME: 1,3-Dihydro-1-(1,2,3,6-tet
DTXSID: DTXSIDM 0175753

CASRN: 2147-83-3

DATA SOURCES: 5

Formula: C43Hq3N30

PREFERRED.NAME: Metepa
OTXSID: DTXSIDS020815
CASRN: 57-38-6
DATA.SOURCES: 20

Formula: CgHqgh; 0P

PREFERRED.NAME: 1-[bis(aziridin-1-yl)phosp
DTXSID: DTXSID90287 166

CASRN: 64457-66-5

DATA SOURCES: 2

Formula: CgHqgh; 0P

PREFERRED.NAME: Atrazine
DTXSID: DTXSIDS020112
CASRN: 1812-24-3

DATA SOURCES: 73
Formula: CgHq4CINg

PREFERRED.NAME: GS 18183
DTXSID: DTXSID00187306
CASRN: 34333-27-2

DATA SOURCES: 5

Formula: CgHq4CINg

United States
Erreircnmientsl Protection
Agancy

[~

ID: 28 AI28/38 B 40

1-ChemSketch

Last Updated: 03/11/2016 07:45 | Single DB
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"QSAR-Ready Structures”

* For the purpose of building QSAR Models

we already “standardize” structures

— Desalt/Neutralize
— Desolvate
— Remove stereochemistry

e Some minor tweaks gets us “MS-ready
Structures”. ALREADY In our database.

38



"QSAR-Ready Structures”

 Mass and Formula-based searches will be
based on MS-ready structures but
connected to the original chemical (with
name, CAS, rank ordering)

INPUT DTXCID DTXSID CASRN  PREFERRED_NAME  MOL_FORMULA MONOISOTOPI DATA_SOURCES
CEHBO DTXCID01234 DTXSID5021124  108-95-2  Phenol CEHEO 94.04186481 T7
CEHBO DTXCID01234 DTXSID4027072  139-02-6  Sodium phenolate CEH5MNa0 116.023809 19
CEHBO DTACID01234  DTXSID10206632 5793-84-0 Calcium phenoxide  C12H10Ca02 226.030671 3
CRHAMN NTYCINN123A  NTY¥SKANANTTAAT 24R90-A7-3 2 ACurlnhavadiannna CRHAN a4 NA1RRART 4

 MS-ready structures and substance
mappings will be available as Open Data
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Continue to research rank-ordering approaches
Working on “retention time prediction”

Search for adducts (+Na, +K, +NH4) and
handle decarboxylation, loss of water etc

Expand link outs to Mass Spec databases —
Thermo’s mzCloud, Massbank, etc.

Predicting metabolites and degradants
Optimize web services for the community
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