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CompTox Chemicals Dashboard

* A publicly accessible website delivering access:
— ~875,000 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



CompTox Chemicals Dashboard
https://comptox.epa.gov/dashboard

875k Chemical Substances

N United States
\" iﬂvimnmemal Protection Home Advanced Search BatchSearch Lists v  Predictions Downloads
gency

875 Thousand Chemicals

Product/Use Categories  Assay/Gene

Identifier substring search

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

Latest News

Read more news

Journal of Cheminformatics article regarding "MS-Ready structures”

March Sth, 2019 at 1:09:45 PM

A recent article describes "MS-Ready structures”, what they are, how they are generated and details regarding the benefits of these structures in navigating structure

relationships across the dashboard. The article is published in the Journal of Cheminformatics here.

United States
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Agancy




BASIC Search

(o, =" Product/Use Categories  Assay/Gene

| Q Bisphenol

Bisphenaol A

DTXSIDFO20783 @

Bisphenaol A bis(2-hydroxyethyl ether) diacrylate
DTASIDGGET9 1

Bisphenaol A bis{2-hydroxyethyl ether) dimethacrylate
DTXSIDT0E692

Bisphenol A bis{2-hydroxypropyl) ether
DTASIDE0S 1592

Bisphenal A carbonate polymer
DTASIDG02 Tes0

Bisphenaol A diglycidyl ether
DTHSIDG024624

Bisphenaol A glycidyl methacrylate
DTXSIDFOd1841

United States
Erreircnmentsl Protection
Agancy




Erreircnmentsl Protection
Agancy

Detailed Chemical Pages SEPA

2] i
Ny’ EPAEH { " Home Advanced Search Batch Search Lists w Predictions Downloads
A Y4 Agency

Bisphenol A 0
80-05-7 | DTXSID7020182

Searched by DS5Tox Substance Id.

Bisphenol A (BPA)
bizphenols, with two hy

& group of diphenylmethane derivatives and
y soluble in water (0.344 wt % 3t 33 °C).

PROPERTIES BPA iz 3 starting material for the synthesis of plast

Read mars

Intrinsic Properties “ =
» ADME
Mol la: = icals
EXPOSURE

5:228.281 g/mol | il Isotope Mass Distribution
BICACTIVITY
HO OH Monoisotopic Mass: 222,11
SIMILAR COMPOUMDS
6 Structural Identifiers “

& Mol File | Q, Find All €

s

-

-

RELATED SUBSTAMCES

Linked Substances 4
SYNOMYMS e
y LremamuRe Presence in Lists 4
LNk o Record Information 4
COMMENTS
Quality Control Notes 4



THE POWER OF
BATCH

SEARCHING



Batch Access to Underlying Data SEPA

https://comptox.epa.gov/dashboard/dsstoxdb/batch_search Mgy Protsr

Batch Search@

Step 1 Step 2 Step 3 Step 4

Step 5 Step 6

Step One: Select Input
Please enter one identifier per line x

Select Input Type(s)

Enter Identifiers to Search (searches should be limited to <5000 identifiers)
U Identifiers

) Chemical Nameﬂ

L) casrRN €

L InChixey €

|/ D55Tox Substance ID €9
L) DSSTox Compound ID €Y
L inChikey Skeleton €
[ MS-Ready Formulale) €
[ Exact Formula(e) €9
[ Monacisotopic Mass €)

@ Display All Chemicals



United States
Erreircnmentsl Protection
Agancy

Select Input Type(s) Enter ldentifiers to Search (z=arc
Identifiers
Chemical '\a’nsﬂ
CASEN €3
InChiXey €9

D5STox Substance 1D €9 '
& This search is based on what we refer to as "Mass Spec (MS) Ready” structures. All chemicals

D55Tox Compound 1D
InChiKey Skeleton €
M5-Ready Formulale) %

Exact Formulale) €9

within the database are treated in a manner such that all are desalted, mixtures are separated,
and stereochemistry is removed as Mass Spectrometry detects the major components of a salt
or mixture and is insensitive to stereochemistry. As an example, a search for the monoisotopic
mass of phencl will return phenaol, sodium phenclate and calcium phenoxide. See the

| publication for more details: https://doi.org/10.1186/513321-018-0299-2.

] oyl = s T=1aa1l =1 L= wee s.'NalleE=la hemiera 3t

Monaisotopic Mass €)



CAS Numbers...

Step 1

SteE Four: Select Dutﬁut Format

Select Input Type(s)
#| |d=ntifiers
Charmical Mame §)
7 CASAN )
nChiey £
D55Tox Substance [DEY
D55Tox Compound 10 ER
nChlkey Skeleton €}
hi3-Ready Formulal=) )

Exact Formula(s) €Y

N - -y -

@& [isplay All Chemicals

= Download Chemical Data

L=}
ra
[y ]

'
im

L=
(K]

Enter ldentifiers to Search [zearches should b= Imited 1o <5000 4

343586-03-7
36863-02-6
Jaed4d-62-9
T62-04-5
14576-05-0
1e-02-5
4385-65-7
12225-15-2
2T T57-93-5
12236-682-3

United States
Erreircnmentsl Protection
Agency

Step 4 Sep 5 Step O

ritifiers)

10



Erreircnmentsl Protection
Agancy

Display Chemicals SEPA

all am Download = Send to Batch Search Hide chemicals that are: v _ E

oH Hyt CHy

T,

TOMCAST: 30/
PubMed: 0

PubMed 0

1"



CAS Numbers... SEPA

Erreircnmentsl Protection
Agancy

(KX}

-
=

L]

Step 1 ep 2 Ehi

Step 4 Sep 5 Step O

SteE Four: Select Dutﬁut Format

Select Input Type(s) Enter Identifiers to Search [zearches should b= Imited to <5000 identifisrs)
*| |dentifiers 34386-03-7 &
Chemical Name ) 26B63-02-8
38840-52-9
¥ CASRN
O 762049
nChikzy € 14576-08-0
D55Tox Substance [DEY 116-02-9
D55 Tox Compound 10 €W 4395-85-7
nChlkey Skeleton €} 12223-18-2
- 27T5T-95-5
M5-Ready Formulale]
— =0 12236-62-3 -
Exact Formula(s) €Y
Monoisotopic Mazz €8 Select Qutput Format:
@& [isplay All Chemicals »* Download Chemical Data -

TSV ﬁ

AT
Excel
SDF




Possible Outputs...

Chemical ldentifiers
* DTXSID €Y
¥ Chemical Name €}
DTXCID €9
CAS-RN €)
InChikey €)
IUPAC Name €)
Structures
Mol File €)
SMILES €9
InChl String €3
MS-Ready SMILES () —

QSAR-Ready SMILES €9
13



o

United States
Erreircnmiental Protection
Agency

QRO =
ence lechnology

Open Science for Identifying “Known Unknown” Chemicals
Emma L. Schymanski*’% and Antony J. Williams**

h‘ -
- CH, LEGEND: Name, SMILES
| DTXSID | InChikey 1% Block

CAS | Monoiso. Mass | logP | Sources

M
~ Mo, { } Diata on: Toxicity | Exposure | Bioassays
D-Nicotine 8

CN1CCCIC@® @H]1C1=CN=CC=C1 = TH*
Nicotine DTXSID004635 | SNICXCGAKADSCY | N
25162-00-9 | 162.1157| 0.929] 20 =

CH1CCC[CEH])1C1=CN=CC=C1
DTXSID1020930| SNICKCGAKADSCY
54-11-5 | 162.1157| 0.929] 72

Tow: yes| Expo: yes| Bioassay: yes

Tox: no| Expo: yves| Bioassay: yes

CH1 \ HCA

Micotine hydrochloride

CLCN1CCC[C@H]1C1=CHN=CC=C1
DTXSIDE02093 | HDJBTCANMMNEEW

e
1 Q O MS-ready 2820-51-1 | 198.0924 | 0.929] 9
= DL-Micotine Tox: no| Expo: yes| Bicassay: yes
(O
CN1CCCC1C1=CN=CC=C1
"t DTXSID3048154 | SNICXCGAKADSCY
/ 22083-74-5 | 162.1157| 0.952| 9 :

2y
Benzoic acid, 2-hydroxy-, compd. with Tox: yes| Expo: no| Bioassay: 'I"“/ _.H,,'_l,q-f”
3-[(25)-1-methyl-2-pyrrolidiny] pyridine [1:1) Z

DL-Nicotine-d3
OC(=0)C1=C{0)C=CC=C1.CN1CCC|C@H]1C1=CN=CC=C1 X
DTXSID5075319| AIBWPBUAKCMEKNS [ZHIC([ZHIN[2H]INICCCCIC1=CN=CaCl

69980-24-1| 165.1345| 0,929 1
Tox: no| Expo: ne| Bioassay: no

Tow: mo| Expo: yes| Bioassay: no

14



“‘MS-Ready Structures”

https://doi.org/10.1186/s13321-018-0299-2

McEachran et al. J Cheminform [2018) 10:45

https://doiorg/10.1186/513321-018-0295-2 JDU rnal Gf C heminfD rmati CS

METHODOLOGY Open Access

“MS-Ready” structures for non-targeted B
high-resolution mass spectrometry screening
studies

__I

Andrew D. McEachran'*", Kamel Mansouri’*, Chris Grulke®, Emma L SCh}menﬁ-kiq, Christoph Ruttkies®
and Antony J. Williams®

15



MS-Ready SMILES

United States
Erreircnmentsl Protection
Agency

#

A ] L L E E
INPUT FOUND _BYDTXSID PREFERRED _NAME MS_READY SMILES
59572-10-0 CAS-RMN  DTX5ID90<1,3,6,8-Pyrenetetrasulfonic acid, tetrasodium
104-54-1 CAS-RM  DTXSIDS0: 3-Phenyl-2-propen-1-ol OCC=CC1=CC=CC=C1

4395-65-T CAS-EN
12225-18-2 CAS-RN
14576-08-0 CAS-RN
470747-5 CAS-EN
34396-03-7 CAS-EN
2475-46-3 CAS-EN
94133-90-1 CAS-ENM

TR NA O mA&aS ORI

DTXSID90: C.1. Solvent Blue 68

DTXSI090: C_I. Pigment Yellow 97

DTXSID90: Cyclohexene, 4-(1-methoxy-1-methylethyl)-1-
DTXSID30: Methyl 2 4-dihydroxy-3,6-dimethylbenzoate
DTXSI0G90: Silane, timethoxy(2 4 4-trimethylpentyl)-
DTXSI0G90: 1-(Methylamino)}-4-{2-hydroxyethylamino)anth
DTXSI0G90: Sodium 3-[[3-{dimethylamino)propyl][{perfluor

AT IMNON: Niathaod mboAcmbita

« 05(=0)(=0)C1=CC(=C2C=CC3=C(C=C

NC1=C2C({=0)C3=C(C=CC=C3)C(=0)C
COC1=CC{Cl)=C{OC)C=CINC(=0)C(N
1 COC(C)(C)C1CCC(C)=CC
coc(=0)C1=C(O)c(CECoic=C]c
CO[Si](CC{C)CC(C){C)C){OC)OC

k CNC1=CC=C{NCCO)C2=C1C(=0)C1=(
» CN(C)CCCN(CC(0)CS(0)(=0)=0)S(=0|

A il e T e il

16



Possible Outputs...

Intrinsic And Predicted Properties
Molecular Formula €3
Average Mass )
Monoisotopic Mass €3
TEST Model Predictions () q—
OPERA Model Predictions (@) <€ ——————_——

17



TEST and OPERA Predictions

[

&‘u Download Predicted Data -

Source
EPISUITE
NICEATM
TEST

OPERA

.
-

Result

9.93e-4

2.16e-4

447e-4

1.42e-4

Predicted

Calculation Details
Not Available

Not Available

TEST Report

OPERA Model Report [Inside AD]

L1

QMRF

Mot Available

Available

Mot Available

Available

Agency

United States
Erreircnmentsl Protection

L1

18



Transparency for prediction models SEPA

Erreircnmentsl Protection
Agancy

I,\\g- Predicted

& Download Predicted Data w

Source *  Result *  Calculation Details *  QMRF -
EFISUITE .64 Mot Available Mot Available

NICEATM .40 Mot Available Available

ACD/Labs Consensus 3.63 Mot Available Mot Available

ACD/Labs 343 Mot Available Mot Available

OPERA Model Report [Inside AD] Available

OPERA Models: LogP: Octanol-Water

Mearest Meighbars from the Training Sat

Bisphenol A
80-05-7 | DTXSID7020182 L e om

N L)
SN T Y

\_3_\
" =
\u
N
& P
& OMRF \
Weighted KNM model ;
o
s-fold CV (75%) Trainirg (15%)
a ansE [ RIS
asD [ e 1850 | [T




EST Real-Time Predictions

s 1 United States
e En nmental Protection Home Advanced Search  Batch Search
\’ Agency
Afrazing
1 7 g ¢ 100% ¥ L
®
a
L~
a
.
M

H3C N

CH3

Lists »  Predictions Downloads *
A v @ B N *+00
C
CH3
\I\
C
HN

CH3

Chiral

United States
Erreircnmentsl Protection
Agancy

£D e

Select properties to predict

TEAT

#| Toxicological properties
#| 96 hour fathead minnow LC50
#| 45 hour D. magna LC50
#| 48 hour T. pyriformis 1GC50
#| Oral rat LD50
#| Bioaccumulation factor
¥ Developmental toxicity
#| Ames mutagenicity
#| Estrogen Receptor RBA
#| Estrogen Receptor Binding

#| Physical properties
#| Mormal boiling point
¥ Melting point
Flash point
\apor pressure
Density
Surface tension
Thermal conductivity

LONL YL YL NI YL VLS

alculate

20




States
ental Protection

Provider: T.ES.T.

&, Download Summary
Property

96 hour fathead minnow LC50

45 hour D, magna LC30

45 hour T. pyriformis IGCS0

Oral rat LD50

Bioaccumulation factor

Developmental toxicity
Ames mutagenicity
Estrogen Receptor REA
Estrogen Receptor Binding
Nermal boiling point
Melting point

Flash point

\apor pressure

Home

Advanced Search

Experimental Value

Batch Search  Lists +  Predictions
Consensus

TEST Real-Time Predictions

with detailed calculation reports

Downloads

Hierarchical clustering

5.198 -Log10{mol/L)
1.943 mg/L
4,764 -Log10(mal/L)
5.268 mg/L

-Log10{mel/)
1,639 mgy/L
ogl10{mol/kg)
31 maskg

1.209 Log10
16,192

-£A471 Leg10{mmHg}
3.382*10~-7 mmHg

1.157 gfcm

Single model

5.257 -Log10{mol/L)
1.693 mg/L

5.006 -Log10{mol/L)
3.020 mg/L

1.585 Log10
35452

false

Group contribution

5.287 -Log10{mol/L)

1.581 ma/L

4430 -Log10(meal/L)
11.386 ma/L

1.517 Log10
32923

ZN4-C

-T.E17 Log10{mmHg}
2.415%10%-8 mmHg

United States
Erreircnmentsl Protection
Agancy

Mearest neighbor

4.064 -Log1Q{mol/L)
26452 ma/L
3.521 -Log10{mal/L)
92353 ma/L

2.111 -Log10{mol/kg)
2373.843 ma/kg
0.574 Log1d

9,409

-£.A458 Leg10{mmHg}
3.486%10~-7 mmHg

1.197 g/em®

21




TEST Real-Time Predictions
with detailed calculation reports S e

Predidted Vapor pressure at 25°C for CIC=IN=C(N=C(N1)NC(C)CCC(CIHC)NC(C)C from Consensus method

Prediction razults
Endpoint Experimental value | Predicted value!
Vaper pressure at 25°C Logl({mmHs) MNA -5.85
aper pressure at 23°C mmHs MNA 142E-07
Individual Predictions
Predicted value
R Logl0mmBe) | | | |
Hierarchical clusterimg 547 ___"-:. ._I. S Similarity | Experimental value | Predicted value
Group cortribation 762 : =i Stracture |~ fficient| LoglmmHg) |Logl0(mmHz)
Jearest naighber 46 ;
CIC=IN=C=COINCCeceenemeee| i L WA 583
(test chemical) e e -
Predictions for the test chemical and for the most similar chemicals in the external tes
If the predicted value matches the experimental values for similar chemicals in the test set (and the similar che | J287-15-6 .,.I [N 581 -3.86
Pre diction results [colors defined in table below)
E 130339070 B 077 -5.62 -1
% . Chemical: MAE*
8 Entire set 047 21725462 T e] 016 636 701
E i Similarity coefficient = 0.5 | 067
i ; *hlean absolute error in Logl {mmHz)
i - _
3 20028-09-8 [ -1.3% -T.67
£ iy
-Iu:u‘wlﬂﬂﬁﬁ-%D A% -0 -TS5 -70 £5 40 55 50 -
Fxp. Vapor pressure at 25°C LogldimmHg)
B e
101200-48-0 D 541 576
1158738-06-5 -7.23 Al




TEST/OPERA Batch Download

™ ¢ D

United States
Erreircnmentsl Protection
Agency

S 0TXSID90: Methyl 2 4+
51 0TXSID90: 3-Phenyl-2-
S1OTXSIDS0: alpha-Terpir
S OTXSID90: 3,3,5-Trimed
51 OTXSID90: Diethyl pho:
51 0TXSID90: 4-Methylber -
S1DTXSIDY0: Butylene cz -
51 0TXSID90: Silane, trim
S1OTXSIDS0: Linoleic die
51 OTXSIDS0: Cyclohexen
S1OTXSIDS0: C.I. Solvent
S 0TXSID90: C 1. Pigmen
S1OTXSIDS0: C.I. Pigmen
51 0TXSID90: 1-(Methylan

E F (5 H J K L

IYDTXSID PREFERREBIOCONCEBOILING_F48HR_DAP DENSITY_(DEVTOX_T96HR_FATIFLASH_PCMELTING_|A
430527 294167 2.259E-05 1.253 0673 929%9E-05  136.111 96.637
72277 254617 0.0003532 1.053 0.795 6.653E-05 124 886 A7.333
h84 b2 1747 9.772E-06 0.86 0.78 1.462E-05 4396 -39.21
20.2302 197.088 0.0005224 0.885 0.974 0.0003819 76.508 21.347
0.796159 142.81 - 1.023 0.941 - 58.069 42817
221904 0.0001233 1.066 0.517 8.65E-05 ar.033 23.053

167.924 - 1.114 0.447 - 96.795 0.641 -
183.231 187.37 - 0.86 0.343 - 72907 -60.671
h.87489 430153 2.443E-05 0.96 0.454 4.875E-06 255997 40.201
46.3447 197405 4.613E-05 0.892 0.74 0.0001134 73597 -10.519
3914 493758 2 944E-06 1.36 0.87 1.104E-06 262584  211.867
3.02691 - - 1.43 1.074 - 423613  243.017
3.2961 - - 1.686 0.773 - - 275574
14.8936 434621 5129E-05 1.38 0.853 912E-06 292735 212665
216272 285877 3.681E-05 1.105 0.744 1.6E-05  117.032 44 513
ART R13 2 ARAF_NR 1 MRT n agz - 317 R4 127 NA?

S1OTXSID90: Isoamyl sal
S OTYKIMan: A-Paridinaes: -

23



Possible Outputs...

Metadata
Curation Level Details () Qr—
NHAMES/Predicted Exposure )
Data Sources )
Include ToxVal Data Availability €)
Assay Hit Count )
Number of PubMed Articles )
PubChem Data Sources )

CPDat Product Occurrence Count ﬂ

QC Notes €9

24



Curation Level Details SEPA

Agency

* We have full time curators checking data

L\»?R.emrd Information i

Iy Citation: U.5. Enviranmental Protection Agency. Chemistry Dashboard.

hitps:/fcomptox.epa.govidashboard/DTXS5I03031654 (accessed Mar 17th, 2019), Microcystin LR

Data Cuality:

T 1
: Level 1: Expert curated, highest confidence in accuracy and consistency of unigue chemical identifiers :
L o e e e e e e e e e e e e e - —— = o

Level 3: Prograrmmatically curated from high quality EPA source, unigue chemical identifiers have no conflicts in ChemiD and

PubChem

Level 4: Programmatically curated from ChemliD, unigue chemical identifiers have no conflicts in PubChemn

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

25



Possible Outputs...

Metadata
Curation Level Details €}
NHAMES/Predicted Exposure )
Data Sources )
Include Tox\al Data Availability ) e————————
Assay Hit Count )
Number of PubMed Articles )
PubChem Data Sources )

CPDat Product Occurrence Count ﬂ

QC Notes €9

26



Hazard Data from “ToxVal DB”

» ToxVal Database contains following data:
— 30,050 chemicals
— 772,721 toxicity values
—29 sources of data
—21,507 sub-sources
—4585 journals cited
— 69,833 literature citations

27



Access to Chemical Hazar

DETAILS

EXECUTIVE SUMMARY

DataType
PROPERTIES [ Toxici - -
m & Download * Columns ~
P ADME
#  Priority® &
b EXOOSURE Mare Priority™  Type’
E T MEG
B BIOACTIVITY
7

SIMILAR COMPOUNDS

GENRA (BETA)

RELATED SUBSTANCES

SYMONYMS

» LTERATURE

LINKS

COMMIENTS

[ AERE ENE NUEE AENE BORE AR JEEE A
S

Ll

Subtype

Sho m Critical Air
Short-term Marginal Air
Short-tarm Megligible Air
Zoil Megligible Soil

Long-Term, 5L/d Megligible Water

Risk assessment class ¥

short-term

chronic

chronic

chronic

chronic

chronic

chronic

chronic

Value™

S00

100

106000

0.05

0.035

0.05

0.6

0.05

United States
Erreircnmentsl Protection

Agency
Hazard
=
Units ¥ | Study type® Exposureroute ¥ Species¥  Subsource ¥ Source =
- inhalation TG 220 Military Exposure Guidelines Table oo
mg/m3 - inhalation TG 230 Military Exposure Guidelines Table DoD
mg/m3 - inhalation T 230 Military Exposure Guidelines Table oo
mg/kg - soil TG 220 Military Exposure Guidelines Table ooD
gL - ora TG 230 Military Exposure Guidelines Table ooD
mg/kg-day | - oral rat Wignall Wignall
mg'kg-day | - M3C Table & nia DEP ToxValues
mg'kg-day | chronic oral rat IRIS Chiu
mg'kg-day | - ora rat EPAORMLY
mg/kg-day = - oral EPA MNCEA IRIZ

28




Possible Outputs...

Metadata
Curation Level Details €}
NHAMES/Predicted Exposure )
Data Sources )
Include ToxVal Data Availability €)
Assay Hit Count ) Gr————
Number of PubMed Articles )
PubChem Data Sources )

CPDat Product Occurrence Count ﬂ

QC Notes €9

29



In Vitro Bioassay Screening
ToxCast and Tox21

-

DETAILS

EXECUTIVE SUMMARY

EXPOSURE

BICACTIVITY
EDsP21
TOXCAST,/TOX21
PUBCHEM
TOXCAST: MODELS

SIMILAR COMPOUNDS

GEMRA (Bl

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

Chemical Activity Summary 0

© TOXCAST DATA

United States

Erreircnmentsl Protection

Agency

© ASSAY DETAILS

1
oy e

| (| B
!s!l%éi%ﬁ

Shaw Al

|

HHi Ik
HHUE

[

I+

ACS0 [uM)

T T T
o .01

1000

ACSD (uM): 45.36 )
Scaled top: 5.19 f&
Assay Endpoint Name: TOXZ1_CAR_Agonist

Gene Symbaol- MR
Organism: human
Tissue: liver
Assay Format Type: cell-based
Biological Process Target regulztion of
Detection Technology: Luciferase-
Analysis Direction: positive
Intended Target Family: nuclzar
Description: Data from th
ed into 1 assay endpo
an
negat

nscription factor act
P quantitation

EE

ontral and baseline of activity. Using
of indudble repa i m be used to
£ gEns
MR1I3. Furtherm referred to 3z 3 primary
readout, becauzs o 2z only produced 1 assay
ther relstable targsts,

eceptor intended

30




Possible Outputs...

Metadata
Curation Level Details €}
NHAMES/Predicted Exposure )
Data Sources )
Include ToxVal Data Availability €)
Assay Hit Count )
Number of PubMed Articles )
PubChem Data Sources )

CPDat Product Occurrence Count ﬂ e——

QC Notes €9
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Sources of Exposure to Chemicals SEPA

2 ) United States .
\". Environmental Protection Home Advanced Search Baich Search Lisis v
Agency

Bisphenol A
80-05-7 | DTXSID7020182

Searched by DSSTox Substance Id.

DETAILS
EXECUTIVE SUMMARY
PROPERTIES
ENV. FATE/TRANSPORT
HAZARD
» ADME
w EXPOSURE
CHEMICAL WEIGHT FRACTION
CHEMICAL FUNCTIONAL USE
TOXICS RELEASE INVENTORY
MONITORING DATA
EXPOSURE PREDICTIONS
PRODUCTION VOLUME

w BIOACTIVITY

. Download +

Columns ~ 10 ~

manufacturing, metals
adhesive

paint

manufacturing, machines
manufacturing, plastics
building_material, flooring
surface_treatment, metals
construction

stabilizer

manufacturing, chemical

Erreircnmentsl Protection
Agancy

Product and Use Categories (PUCs) o

¥ ¥ Number of Unique Products A
CPCat Cassette 17
CPCat Cassette 17
CPCat Cassette 16
CPCat Cassette 12
CPCat Cassette "
CPCat Cassette 8
CPCat Cassette 8
CPCat Cassetie 8
CPCat Cassette 7
CPCat Cassette 6

== < 2 3 4 ] 6 7 8 9 10 = =»  Last
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Possible Outputs...

Metadata
Curation Level Details €}
NHAMES/Predicted Exposure )
Data Sources )
Include ToxVal Data Availability €)
Assay Hit Count )
Number of PubMed Articles )
PubChem Data Sources )
CPDat Product Occurrence Count ﬂ
RIS () ——
PPRTV €3
QC Notes €9
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™ o
IRIS Report €2 iﬁi% SEPA

INTEGRATED RISK INFORMATION SYSTEM

rch  Batch Search  Lists % Predictions  Downloads

DETAILS

EXECUTIVE SUMBARY

PROPERTIES

TE/TRANSPORT

¥ LITERATURE

PUBMED ABSTRALT SIFTE

PUBCHE

PUBCHEM

Atrazine
1912-24-9

Searched by Approved Mame

DTXSID9020112

-
I S CONTACT US
Atrazine
About IRIS
IRIS Recent Additions CASRN 1912_24_9
IRIS Calendsr
= RIS Summary [PDF)
I IRIS Assessmen » Reregistration Eligibility Decision (RED) {POF} {323 pp, 136 M)
* Status:EPA announced in a 2004 Feders| Register Notics that chemicals used as pesticides would
Advanced Search
ot be re-azseszed by the |RIS Program. Thiz entry in the IRIS datsbase iz prezerved st the request
IRIZ Program Materials of EPA program and regional offices. Additicnal toxicological information may be found under
"Other EPA Information.”
Contact Us
Other EPA -
Informastion Chemical
Structure for
Atrazine
Noncancer Assessment
Reference Dose for Ol Exposure [RFD) (PDF} (12 cr, luabcpdubedt 13/03/2383 .
RiD . Composite = R
System (mglke- Basiz PoD o
day)
[+] NOREL
Other | 35x10% Deersazed body 3 100
weight zain mg kg .
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Integrated Data in Excel Sheet

United States
Erreircnmentsl Protection
Agency

¥DTXSID PREFERRED NAME QC_LEVEL TOXVAL CTOXCAST TOXCAST #PUBMED ARTIRIS LINK QC_NOTES
LDTXSID2026494  Dichlorodiphenylsilane DSSTox_Low Y 1.29 9/210 3 - -
LOTXSIDE026621  Trichlorophenylsilane DSSTox Low Y - - -
| DTXSIDB026797  1,3,5-Tnmethylbenzene DSSTox_Low Y .07 7657 B3 Y
LOTXSIDT026811  Benzenethiol DSSTox_Low Y 5.2 37402 201 -
LDTXSIDBE026672  Butyl isocyanate DSSTox Low Y .95 2121 21 -
LDTXSIDT026940  Ethyl silicon trichloride DSSTox_Low - - - - -
LOTXSID3027033  Silane, dichloroethenylmethyl DSSTox_Low Y - - 1-
LOTXSIDZ2027204  Methyl isothiocyanate 055Tox Low Y %5 85 46/766 60 -
(DTXSIDE027273  Carbon monoxide DSSTox_Low Y - - 18454 -
LOTXSID8027289  Diketene DSSTox_Low Y - - 22 -
|DTXSID3027291  Tetramethyl orthosilicate DSSTox_Low Y 379 8/211 b3 -
LDTXSID0027355  Chlorodimethylsilane DSSTox Low - - - -
LDTXSID3027407  Ethyl dichlorophosphate DSSTox Low Y 2.93 11/376 -
(DTXSID0027482  Trimethoxysilane DSSTox_Low Y - - b8 -
LOTXSID4027529 2 2-Dimethylpropanoyl chloric DSSTox_Low Y .95 21211 T-
LOTXSIDT027627  Propylene dinitrate 055Tox Low Y - - 14 - -
(DTXSIDBE027684  Kerosine DSSTox_High Y M2 - A complex comb
LDTXSID3027746  Pentacarbonyl iron DSSTox _High Y 165 - -
| DTXSIDA029269  Trichloro{octyl)silane DSSTox_Low Y T -
LDTXSID4029301  Trichlorosilane DSSTox Low Y 46 -
LOTXSIDB029672  Sulfur dioxide DSSTox_Low Y 4646 -

Y

|DTXSIDAE029685  Nitric acid DSSTox_Low

1193 -
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Possible Outputs...

Enhanced Data Sheets
MetFrag Input File (Beta) €)
ToxPrint single fingerprints €Y
Abstract Sifter Input File (Beta) ) <————————
Synonyms and Identifiers )
Related Substance relationships €3
ToxPrint fingerprints (ChemoTyper format - CSV/TSV only) €3
Associated ToxCast Assays )
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Literature Searching

Morphine
57-27-2 | DTXSID9023336

Searched by Approved Name.

Abstract Sifter

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

Select a Query Term b4l Retrieve Articles

Select a Query Term
Hazard

Fate and Transport
Metabolism/PK/PD
Chemical Properties
Exposure

Mixtures

Male Reproduction
Androgen Disrupticn
Female Reproduction
GeneTox

Cancer

Clinical Trials

Embryoe and embryonic development
Child {infant through adolescent)
Dust and Exposure
Food and Exposure
Water and Exposure
Algae

Disaster / Emergency

Optionally, edit the query before retrieving.

"57-27-2° OR "Marphine”

United States
Erreircnmentsl Protection
Agency
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Literature Searching

LAlia (inTtant Inrougn adolesCent)

Dust and Exposure
Food and Exposure

Water and Exposure
Algae h

Disaster / Emergency

li“ﬁ‘p-ti-cnrmll'_l,.r, edit the gquery before retrieving.

("27-27-2" OR "Morphine”) AND ((water OR groundwater CR drinking
water) AND Environmental Exposure)




Literature Searching

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

37 of 37 articles loaded...
T

United States
Erreircnmentsl Protection
Agency

Ll i] Download Sifter for Excel [i]

wastewater Spectrometry EPﬂJ Clear Terms
Total PMID Year | Title Authors Journal Rev |~
4 2 0 [ 29274731 | 2017 | Simultaneous analysis of opicid analgesics and thei... | Krizman-Matasic, Kestanjevecki; Ahel; Terzic Joumal of chromatography. A
Li] 1 [i] 1 25768972 | 2015 | Evaluating external contamination of polybrominate... | Poon; Aleksa; Camnevale; Kapur, Goedyer; Koren Therapeutic drug monitoring
0 1 0 1 22544551 | 2012 | Spatial distribution of illicit drugs in surface waters o... | Vazquez-Roig; Andreu; Blasco: Morillas; Pico Environmental science and pollution research inter...
1 1 [i] 2 20801487 | 2010 | Analysis of licit and illicit drugs in waste, surface an... | Berset; Brenneisen; Mathieu Chemosphere
1 1 [i] 2 17935751 | 2007 | Iicit drugs, a novel group of environmental contami... | Zuccatoe; Casliglioni; Bagnati; Chiabrande; Grassi; ... | Water research
2 1 1 4 17607391 | 2007 | Using environmental analytical data to esfimate lev... | Bones; Thomas; Paull Joumal of environmental monitoring : JEM
3 1 2 B 17150954 | 2006 | Simultaneous determination of psychoactive drugs ... | Hummel; Léffler; Fink; Ternes Environmental science & fechnology
B 0 1] B 30553189 | 2015 | Assessment of drugs of abuse in a wastewater trea... | Kumar; Tscharke; O'Brien; Mueller; Wilkins; Padhye The Science of the total environment
Li] 0 3 3 30458421 | 2015 | Effect of enriched envircnment during adeolescence ... | Mohammadian; Najafi; Miladi-Gorji Developmental psychebiology
3 0 1] 3 29574368 | 2015 | Estimation of the consumption of illicit drugs during ... | Foppe; Hammond-Weinberger;, Subedi The Science of the total environment
1 0 [i] 1 28787791 | 2017 | Evaluaticn of in-sewer transformation of selected illi... | Gao; Banks; Li; Jiang; Lai; Mueller; Thai The Science of the toial environment
4 0 0 g 28472697 | 2017 | Occurrence and fate of illicit drugs and pharmaceuti... | Causanilles; Ruepert; Ibafiez: Emke; Hernandez: d... | The Science of the total environment
Li] 0 [i] 0 28010888 | 2016 | Dose-dependent effecis of morphine on lipopolysac... | Moitaz; Schonenberger; Fischer; Eggen; Schirmer; ... | Environmental pollution (Barking, Essex : 1987)
0 0 0 0 27746311 | 2016 | Effects of voluntary exercise on the viability, prolifer... | Haydari; Safar; Zarbakhsh; Bandegi; Miladi-Gorji Heuroscience letters
Li] 0 [i] 0 27261879 | 2016 | Genotoxic effects induced by the exposure fo an en... | Parolini; Magni; Casfiglioni; Binelli Ecofoxicology and environmental safefy
3 0 [i] 3 27179320 | 2016 | Temporal trends in drug use in Adelaide, South Aus... | Tscharke; Chen; Gerber; White The Science of the total environment -
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Abstract Sifter for Excel

FIOOOResearch

Open for Science

BROWSE GATEWAYS HOWTOPUBLISH ~+  ABOUT -~  BLOG

'} Check for updates

SOFTWARE TOOL ARTICLE
Abstract Sifter: a comprehensive front-end system to

PubMed [version 1; referees: 2 approved]

ER Nancy Baker (", Thomas Knudsen?, Antony Williams () ?

4| Author details

A,
v..:' This article is included in the Chemical Information Science gateway.

Abstract

The Abstract Sifter is a Microsoft Excel based application that enhances existing search capabilities
of PubMed. The Abstract Sifter assists researchers to search effectively, triage results, and keep
track of articles of interest. The tool implements an innovative “sifter” functionality for relevance

T L T e e T T e T I I By o e

United States
Erreircnmentsl Protection
Agency

METRICS

629
VIEWS

118
DOWNLOADS

=8 Get PDF
== Get XML
¢ Cite
G, Export

@ Track

%4 Froxil
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Possible Outputs...

Enhanced Data Sheets
MetFrag Input File (Beta) €)
ToxPrint single fingerprints €Y
Abstract Sifter Input File (Beta) €3
Synonyms and Identifiers ) <€ ———
Related Substance relationships €3
ToxPrint fingerprints (ChemoTyper format - CSV/TSV only) €3
Associated ToxCast Assays )
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|dentifiers to Support Searches SEPA

Erreircnmentsl Protection
Agancy

Bisphenol A
80-05-7 | DTXSID7020182

Searched by Approved Mame.

DETAILS
Synonyms
EXECUTIVE SUMMARY
& Download * ELIER
PROPERTIES
EMW. FATE/TRANSPORT Synanym = Quality *
HATARD Bisphenol A Valid
4.4'-(Propane-2.2-diyl}diphenol Valid
P ADME
Phenol, 4.4'-(1-methylethylidene]bis- Valid
b BIQACTIVITY BPA Valid
4.4°-Propane-2,2-diyldiphenaol Valid
SIMILAR COMPOUMDS
Phenol, 4.4'-(1-methylathylidene]bis- Valid
GEMRA | 4-06-00-06717 [EIENTC e na e Beilstein
RELATED SUBSTAMCES 4 4-Dihydroxydinhenylidimethylmethane Good
m e —
2 2'-Bis{d-hydroxyphenylipropans Good
b LTERATURE 2 2-BI5-{4-HYDROXY-PHENYL)-PROPAMNE Good
LIMKS 2 2-Bis{4-hydroxyphenyilpropans Goad
2 2-Bis{p-hydroxyphenydlpropane Good
COMMENTS .
2 2-Difd-Hydroxyphenyd) Propare

42



Possible Outputs...

Enhanced Data Sheets
MetFrag Input File (Beta) €)
ToxPrint single fingerprints €Y
Abstract Sifter Input File (Beta) €3
Synonyms and Identifiers )
Related Substance relationships ) C———
ToxPrint fingerprints (ChemoTyper format - CSV/TSV only) €3
Associated ToxCast Assays )
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Transformation Products

EPA:

DETAILE

EXECUTIVE SUMMARY

FROFPERTIES

EMNV.

RANSPORT

HAZARD

¥ ADWE

EXPOSURE

BIOACTIITY
SIMILAR COMPOUNDS
GENRA (BETA)

D SUBSTANCES

SYNONYN

» LITERATURE

LINKS

Home  Advanced Search  Batch Search

Agency

Lists «

Chlorothalonil

1897-45-6 | DTXSID0020319

Searched by DSSTox Substance Id.

I} 8 chemicals

Dovmnload / Send «

showinfo: [[RERIN EETIE -

Hide

Select all

Sort by: Relationship ~ i Filter by: | 1

Searched Chemica

Transformation Transformaticn Product Transformation Product

HN

4-Hydroy-2,5

amayl2,3,8-trichke
DTXSID: DTXSID90291328
CASRN: NOCAS_801322

moyl-2, ich =Nz
DTXSID: DTXSID105
CASRN: 14273 -7

DTXSID: DTXSID0020310
CASRN: 1897-45-8

Transformation Praduct Transformation

4-garbamoy
DTXSID: DTXS 913
CASRN: NOCAS_201320

CASRN: NOCAE_B

CASRN: NOCAS_B01231
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United States
Erreircnmentsl Protection
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United States

Related Substance Relationships

Agency

EFAD Mational->cale Air

Enhanced Data Sheets

MetFrag Input File (Beta) €

ToxPrint single fingerprints €
Abstract Sifter Input File (Beta) €

Synonyms and Identifiers € Selecting this checkbox provides a separate Excel worksheet containing the relationship

. _ between two chemicals. The output file includes the DTX5IDs and names/CASRNs between the |
¥ Related Substance relationships €9 ] ) ) o I
o - input list and the related chemical. Relationships include, for example, polymer, components, I
oxPrint fingerprints ([ChemaTyper f| _ ; : I

salt form, transformation product and other relationships.
Associated ToxCast Assays

Erreircnmentsl Protection

A B C D E
1 |INFUT DTXSID PREFERRED_NAME HAS RELATIONSHIP_WITH RELATED DTXSID RELATED PREFERRED_NANM
2 xylenes DTXSID2021446  Xylenes Transformation Product OTXSID40176394  MN-Benzoylalanine
3 | xylenes DTXSID2021446  Xylenes Component DOTXSIDE026298 m-Aylene
4 xylenes DTXSID2021446  Xylenes Component DOTXSID3021807 o-Kylene
b |xylenes DTXSID2021446  Xylenes Component DOTXSID2021868 p-Kylene
6  xylenes DTXSID2021446  Xylenes Predecessor: Component OTXSID3021421 Xylenes: defined mixture 1
T | xylenes DTXSID2021446  Xylenes Predecessor: Component OTXSIDT021447 ¥ylenes: defined mixture 2
g | xylenes DTXSID2021446  Xylenes Predecessor: Component DTx5ID30891529  Total Petroleum Hydrocarbons
9 |xylenes DTXSID2021446  Xylenes Markush Child OTXSID3021807 o-Kylene
10 |xylenes DTXSID2021446  Xylenes Markush Child OTXSIDE026298 m-Aylene
11 |xylenes DTXSID2021446  Xylenes Markush Child DTXSID2021868 p-Kylene




CASRN Checking

nis[[(1

nd 1,2
‘hanet

pyl 2-

96949-21-2
29066-34-0
8039-¢ p6
76925-99-0
111-88-9

24213-24-5
|25640-14-0
65601-19-5
67990-40-3
05440-90-4
68425-44-5
68132-78-5
68071-95-4

187273-40-6

NO MATCH
Deleted CAS-RN
Deleted CAS-RN
Deleted CAS-RN
Checksum Failed
Checksum Failed
Checksum Failed
Checksum Failed
Checksum Failed
CAS-RNM

CAS-RNM

CAS-RN

CAS-RN

CAS-RN

DTXSID9041817
DTASID70897323
DTX5ID1044457

DTX5ID909587412
DTX5ID909:8434
DTXSID3098305
DTXSID9096995
DTXSID9096575

dl-Men
Ethoxyl
Methyl

M, N-Dit
Siloxan
Amides
Amines
Quater

mles

onmentsl Protection
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Batch Searching Formula/Mass SEPA

Erreircnmentsl Protection
Agency

Batch Search@

Step 1 Step 2 Step 3 Step 4 Step 5 Step 6

Step Five: Choose Data Fields to Download

Please enter one identifier per line

Select Input Type(s) +f- ppm Enter Identifiers to Search (searches should be limited to <3000 identifiers)
U Identifiers 41.0255 -
56.02621
] i
| Chemical Nameﬁ £3.0255
L casrn @ 58.0418
L inChikey €9 93.0578
113.9639
]
) DSSTox Substance 1D €3 151.8754
L DSSTox Compound ID € 699377
[ InChIKey Skeleton €9 77.9872

(] MS-Ready Formula(e) ﬂThis search is based on what we refer to as "Mass Spec (MS) Ready” structures. All chemicals
o within the database are treated in a manner such that all are desalted, mixtures are separated,
) Exact Formula(e) €0
and stereochemistry is removed as Mass Spectrometry detects the major components of a salt
¥ Monoisatopic Mass i } _ry . p 24 Y P ) ]
r mixture and is insensitive to stereochemistry. As an example, a search for the monoisotopic
@ Display All Chem|mass of phenol will return phenal, sodium phenolate and calcium phenoxide. See the

| publication for more details: hitps://doi.org/10.1186/513321-018-0299-2,
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Searching batches using MS-Ready

Formula

o W e~ B L R

-I‘-‘-L,.Jwwwmwwwmwmmmmt\at\nmmt\zm—l—k—k—l—k—k—k—k—k
L= T=R0=5 RN = PR E RSPV R S R BT R e R = RS R Y] — D W00~ O e L R =

.
L

(or mass)

searching

United States
Erreircnmentsl Protection
Agency

3 C z F G
INPUT DTXSID CASRN PREFERRED NAME MOL FORMULA MONOISOTOPIC MASS DATA SOURCES
C14HZ2ZN203 DTXSID2022626 29122-66-7  Atenoldl C14HZZN203  '266.163042576 16
C14H22N203 DTXSID0021179 6673354  Practolol C14H22M203  '266.163042576 "32
C14H22N203 DTXSID4048854 841736  Bucolome C14H22M203  '266.163042576 20
C14H22N203 DTXSID1045407 13171250 Trimetazidine dihydrochloride C14H24CI2N203 ™338.116398 19
C14H22N203 DTXSID0045753 56715130  R-{+)-Atenalol C14H22N203  "266.163042576 19
C14H22N203 DTXSID2048531 5011347  Trimetazidine C14H22M203  '266.163042576 "4
C14H22N203 DTXSID10239405 93379545  Esatenolol C14H22M203  '266.163042576 "2
C14H22N203 DTXSID50200634 52662-27-8  N-(2-Diethylaminoethyl)-2-(4-hydroxyphenoxy)acetamide C14H22N203  "266.163042576 7
C14H22N203 DTXSID4020111 51706-40-2  di-Atenclol hydrochloride C14H23CIN203  302.1397203 B
C14H22N203 _ DTXSID1068693 _51963-82-7 _ Benzenamine, 2 5-diethosxy-4-{4-morpholinyl)- C14H22M203 266 163042576 %5
C18H34N206S DTXSID3023215 154212  Lincomycin C18H34N206S  '406.213757997 "5
C18H34N206S DTXSID7047803 859-18-7  Lincomycin hydrochloride C18H35CIN206S 442 1904357 22
C18H34N206S DTXSID20849438 1398534-62-7 PUBCHEM 71432748 C18H35CIN206S 442 1904357 §
C10H12N20  DTXSID1047576 48656-6  Cotinine C10H12NZ0 "176.094963014 40
C10H12N20  DTXSIDBO75330 50-67-9 Serotonin C10H12N20 "176.094963014 22
C10H12N20  DTXSID8044412 2654571  4-Methyl-1-phenylpyrazolidin-3-one C10H12N20 "176.094963014 "8
C10H12N20  DTXSID80165186 153-98-0  Serotonin hydrochloride C10H13CINZO  212.0716407 1
C10H12N20  DTXSID2048870 29493-774  (4R.5S)-4-methyl-5-phenyl-4 5-dihydro-1,3-oxazol-2-amine C10H12N20 "176.094963014 10
C10H12N20  DTXSID10196105 443-31-2  6-Hydroxytryptamine C10H12N20 "176.094963014 %
C10H12N20  DTXSID90185693 31822-84-1  1.4.5.6-Tetrahydro-5-phenaxypyrimidine C10H12N20 "176.094963014 7
C10H12N20  DTXSID40178777 2403669  2-Benzimidazolepropanol C10H12N20 "176.094963014 7
C10H12N20  DTXSIDB0157026 13140-86-8  M-Cyclopropyl-N-phenylurea C10H12N20 "176.094963014 %
C10H12N20 __ DTXSID30205607 570-14-9  4-Hydroxytryptamine C10H12N20 "176.094963014 B
C14H18N403 DTXSID5023900 17804-352 Benomyl C14H18N403  290.137890456 58
C14H18N403 DTXSID3023712 738-70-5  Trimethoprim C14H18N403 290 137890456 51
C14H18N403 DTXSID40209671 60834-30-2  Trimethoprim hydrochloride C14H19CINAD3  "326.1145682 ¢
C14H18N403 DTXSID70204210 55687495  Benzenemethanol, 4-((2.4-diamino-5-pyrimidinyl)methyl)}-2, C14H18N403  "290.137890456 %
C14H18N403 DTXSID20152671 120075572  6-Methoxy-4-{3-(N.N-dimethylamina)propylamino)-5.8-quin: C14H18N403  "290.137890456 ¢l
C14H18N403 DTXSID30213742 63931-79-3  1H-1.2.4-Benzotriazepine-3-carboxylic acid, 4 5-dihydro-4- C14H18N403  "290.137890456 £
C14H18N403 DTXSID30219608 69449076 2 4-Pyrimidinediamine, 5-((3.4,5-trimethoxyphenyl)methyl} C14H20N404  ™308.14845514 £
C14H18N403 DTXSID20241155 94232276  L-Aspartic acid, compound with 5-{(3.4.5-trimethoxyphenyl C18H25N507  "423.175398165 &
C14H18N403 DTXSID80241156 94232287  L-Glutamic acid, compound with 5-{(3.4.5-trimethaxypheny C19H27N507  "437.191048229 &
C14H18N403 _ DTXSID20143781 101204-93-7 _ 1H-Pyrido(2 3-e)-1.4-diazepine-2.3 5-trione_4-(2-{diethylar C14H18N403 __ "290.137890456 "
C12H1IN7  DTXSID6021373 396010  Triamterene C1ZH11NT %263.107593362 %52
C12H1IN7  DTXSID00204465 5587939  Ampyrimine C1ZH11INT 53107593382 7
C12H1IN7  DTXSID5064621 7300267  Benzenamine, 4-azido-N-{4-azidophenyl)- CAZHINT "51.091943318 ¢l
C12H1IN7  DTXSID00848025 90293-826  Sulfuric acid—6-phenylpteridine-2,4.7-triamine (1/1) C12ZH13N7O4S  '351.074973101 "
C12H11N7____ DIXSID50576293 92310-83-3_ (1E)-N-Phenyl-1.2-bis(1H-1.2 4 triazol-1-vljethan-1-imine__ C12H11NT 53107593382 "
CBHINO2 DTXSID2020006 103-90-2  Acetaminophen CBHINO2 "161.063328534 75

|




AN EXAMPLE
APPLICATION




i =) .".i:n'

2 Trends in Environmental Analytical

SR

A TR :

Pe | Chemistry
ELSEVIER Volume 20, October 2018, e00059

Opioid occurrence in environmental
water samples—A review

Marina Celia Campos-Mafias ®, Imma Ferrer b8 4, E.Michael Thurman ®, Ana Agiiera ®

H Show more

https:/{doi.org/10.1016/].teac.2018.e00059 Get rights and content
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Batch Search Names

Buprenorphine
Codeine
Dextromethorphan
Dihydrocodeine
Dihydromorphine
Ethylmorphine
Fentanyl

Heroin
Hydrocodone
Hydromorphone
Ketamine
Meperidine
Methadone
Morphine
Morphinone
MNaloxone
Naltriben
Oxycodone
Oxymorphone
Propoxyphene
Sufentanil
Tramadol

Step 1

Step 2 Step 3

Step 4

Step 5

United States
Agency

Step 6

Step Five: Choose Data Fields to Download
Please enter one identifier per line L

Select Input Type(s)
¥ |dentifiers

) Chemical Name €9

) casRn €@

= InChikey €9

) DSSTox Substance ID €9
L) DSSTox Compound 1D €Y
L) InChIKey Skeleton €9

MS-Ready Formula(e) €9

L Exact Formulae) €
L Monoisotopic Mass €)

@ Display All Chemicals

*+ Download Chemical Data

Enter Identifiers to Search (searches should be limited to <5000 identifiers)

Buprenorphine
Codeine
Dextromethorphan
Dihydrocodeine
Dihydromorphine
Ethylmorphine

Fentanyl
Heroin

Hydrocodone
Hydromorphone

Excel
Download

:Murphine

TINPUT
|Buprenorphine
|Codeine
|Dextrometharphan
|Dihydrocodeine

Dihydromaorphine

: Ethylmorphine
|Fentanyl

Heroin

: Hydrocodone
|Hydromarphone

Ketamine

:Meperidine

Methadone

'FOUND_BY

Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Synonym

Approved Name
Approved Name
Approved Name
Approved Name
Approved Name
Approved Name

DTXSID

OTXSID2022704
OTXSID2020341
OTXSID3022908
OTXSID5a022936
OTXSIDT0485908
DTXSID1046760
DTXSID9023045
OTXSIDE0467E1
OTXSID8023131
OTXSID8023133
OTXSID8023187
OTXSID9023253
OTXSIDT023273
OTXSID9023336

Erreircnmentsl Protection




Add Other Data of Interest

Chemical Identifiers

¢ oTxsID @

¥/ Chemical Name €}
DTXCID €)

¢ CAS-RN ED

Y InChikey €)
IUPAC Name €)

Structures
Mol File €)
SMILES €9
InChl String €3
?| \5-Ready SMILES €
QSAR-Ready SMILES €

Intrinsic And Predicted Properties

?| Molecular Formula €)
Average Mass €)

¢ Monoisotopic Mass )
TEST Model Predictions €)

United States
Erreircnmentsl Protection
Agency

| Tramadaol

OPERA Model Predictions €)

INPUT DTXSID CASRN

: Buprenorph DTXSID202: 52485-79-7
|Codeine  DTXSID202176-57-3

Dextrometh DTXSID302 125-71-3

|Dihydrocod DTXSID502: 125-28-0
| Dihydromor DTXSIDT04i 509-60-4
|Ethylmorph DTXSID1041 76-58-4

|Fentanyl  DTXSID302:437-38-7

Herain DTXSID6041561-27-3

|Hydrocodor DTXSIDE02] 125-29-1

|Hydromorpk DTXSID802: 466-99-9

|Ketamine DTXSID802:6740-88-1
|Meperidine DTXSID902:57-42-1

Methadone DTXSIDT0Z 76-99-3

Morphine  DTXSID902; 57-27-2
|Morphinone DTXSID501 467-02-7
|Maloxone  DTXSIDE0Z 465-65-6

Maltriben -

| Oxycodone DTXSIDA0Z TE-42-6
| Oxymorpho DTXSIDA0Z T6-41-5
|Propoxyphe DTXSID102 469-62-5
|Sufentanil  DTXSIDG02: 56030-54-7 C22H30M2025
DTXSID908: 27203-92-56 C16H25M02

MOLECULAR_F(MONOISOTOPIC MS_READY_SMI

C29H41NO4
C18HZ1NO3
C18HZ5N0O
C18HZ3N0O3
CATHZINO3
C19HZ3N0O3
C22HZ8M20
C21HZ3NO5
C18HZ1NO3
CATH1INO3
C13H16CING
C15HZ1NO2
C21HZTND
CATH1INO3
CATHITNO3
C19HZ1NO4

C18HZ1NO4

CATH1INO4
C22HZ2INO2

467.3035588 [H]C12CC3=CAC

2891521435 [H]C12CC3=CAC
271.1936144 [H]C12CC3=C(C
3011677936 [H]C12CC3=CAC
287.1521435 [H]C12CC3=CAC

313.1677936 [H]C12CC3=CAC
336.2201635 CCC(=0)N(C1CC
3691576228 [H]C12CC3=C4C
299 1521435 [H]C12CC3=C4C
2851364935 [H]C12CC3=C4C
237.0920418 CNCA(CCCCCA=
247 1572289 CCOC(=0)C1(C
3092092645 CCC{=0)C(CC(C
2851364935 [H]C12CC3=C4C
2831208434 [H]C12CC3=C4C
327 1470582 [H]C12CC3=CAC
[

315.1470582 [H]C12CC3=C4C
301.1314081 [H]C12CC3=C4C
339.2198292 CCC(=0)0C(CCA
386.20273994 CCC(=0)N(C1=C
263188529 COC1=CC=CC(=
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Possible Outputs — Chemical Lists

Presence in Lists:

Il mUCKAIRILG TS Tl amd CUCRAIRIL Eed ~F comladilae A
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Batch Search in specific lists

L [ INPUT DTXSID MASSBANKREF NEMILIST WRTMSD  NORMANPRI SUSDAT
~ |Buprenorph DTXSID202; - -
Codeine  DTXSID2021Y
| |Dextrometh DTXSID302Y
"' |Dihydrocod DTXSIDS02; Y -
| Dihydromor DTXSID704: -
| Ethylmorph DTXSID1041- -
~|Fentanyl DTXSIDI0Z2Y -
Heroin DTXSIDE041Y -
Hydrocodor DTXSIDE02]Y Y
- |Hydromorpt DTXSIDE0Z: - -
I Ketamine DTXSID802TY
7 1 Mepenidine OTXSID3027Y
--|Methadone DTXSIDT0ZY
Morphine DTXSIDI02)Y
7 h_MDrphiﬂElﬂE DTXSID501: -
='|Maloxone DTXSIDB0Z: -
n Maltriben - -
Onoycodone DTXSIDA0Z)Y
Crooymorpho OTASIDS02! -
Propoxyphe DTXSID102)Y
Sufentanil DTXSIDB0Z: - -
(| Tramadol DTXSID908Y

Y

=
i _‘:_‘:I
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Dashboard access to data for ~875,000 chemicals

Batch search capability for integrated search for
thousands of chemicals across diverse data

Future capabilities will el

hh‘

Include batch prediction 3~ EPA's CompTox
p c'o,,% %,% M l c:?::;?m? rq %&Q% iﬂ.ébm P
& \

ACToR © Aggregated Public Data
CO n ti n u eS d ay to d ay List 4 EEE:‘EI, s Consumer Products & Categories,

List 3

. ’ List 2 InVitroDB © /n Vitro Assay Data (ToxCast, Tmrzij‘

We are committed to open’” | | ui e e

Ongoing data expansion A e S——
API development for data =
access and predictions

D55Tox Lists

Emodels |

Documentation for
Predictive Models
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