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Editorial

The Future of Toxicologyv—Wrap Up

Wither toxicology? We have enjoyed a series of mformative, a paucity of compelling problems to work on that would
occasionally provocative, commentanes on this subject from senerate & broad mandate for large-scale mvestment i toxicol-

“A major focus for the future of computational toxicology
will be integration and analysis of large data sets. The
current state of toxicity databases is something of a
mess. There are a number of databases, each with
differing content, architecture, and searchabillity, that
makes the task of integration extremely difficult.”




Chemistry-based Data Mining
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baia Mining Structure-Activity
Relationships
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Address :ﬁj Rkt v, epa. govfenviro]

Envirofacts Data Warehouse

Recent Addtions | Contact Us | Prirt Version  EF Search: I (GO

EP& Home = Envircfacts

Welcome to Envirofacts. your one-stop source for environmental information.

Queries, Maps, &
Reports The Toxic Release Inventory (TRI) 2004 Data has been released. For further details please visit
TRI eFDR htto:feeeew. epa. aowtriftridataitri0d/inde s htm

baiaUpdzie Envirofacts Master Chemical Integrator (EMCI) I

Technical L
Recent Additions | Contact Us | Print Wersion  EF Search: (GO
Site Map

EPA Home = Envirofacts = EME] = Query Form
Contact Us

Query Form

Search the EMCI Database
EMCI

The Chemical Query Form allows you to obtain the acronyms, chemical identification numbers, and chemical names reported by the
Envirofacts databases (&FS, PCS, RCRAInfo, and TRIS) using the Envirofacts Master Chemical Integrator (EMCI). ¥ou may see if the chemical is
included in other groups, or is made up of other companents.

ty, User's Guide
® County,

= Chemical Selection

Customer §
You may enter one or moare name fragments under the Chemical Mame search option, separated by 3 space. If you enter more than one name

fragment, the "Caontaining” Radio Button has to be selected. All chemical names in the EMCI are searched concurrently, including CAS index
names, common names, and chemical names and descriptions used by program office systems. RCRA hazardous waste codes can also be
searched as name fragments. More information about entering multiple fragments is available in the user's guide.

Chemical Search Option: IChemicaI Marme j

Chemical Option Value:

% Beginning With © Exact Match  © Containing

| Search I Clearl

>rarm b
L% Index
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About DSSTox
Work in Progress
Frequent Questions
Structure Data Files

Central Field Definition
Table

Apps, Tools & More
DSSTox Community

Site Map

Glossary of Terms

Help

U.S. Environmental Protection Agency
Distributed Structure-Searchable Toxicity (DSSTox) Public

Database Network

Recent Additions | Contact Us Search: © all EPa & This Area|

Wou are here: EPA Home ® Cormputational Toxicolagy Research
Database Metwork

DSSTox

Distributed Structure-Searchable Toxicity (DSSTox)
Database Network is a project of EPA's Computational Toxicolooy
Frogram, helping to build a public data foundation for improved structure-
activity and predictive toxicology capahilities. The DSSTox wehsite provides a
public forurm for publishing downloadable, structure-searchahle,
standardized chemical structure files associated with toxicity data. More=

EPA DsSTox @
Structure-Browser v1.0

D55 Tow Shcture-Browser Information Page

m Recent Additions: 27 Seprember 2007 |
@ TORCST. Research Chermnical nventory for EPA'Ss ToxCast Prograrm -

Updated to w2a

. Recent Additions: 28 August 2007 .

“*Launch of DSSTox Structure-Browser v1.0;
S

L
@ A new structure-search capability for published D35Tox Data Files,
allows users to search by DSSTox Standard Chernical Fields and

includes options for: '

F Text Search: Chemical Name, CAS RN, InChl, Farmula
# Structure Search (Exact, Substructure, Similarityy:
SMILES or Structure Crawing Tool entry

““Revised Standard ID Fields for all DSSTox files:
[

e Modified Record, File, Chernical, and Substance |0 fields to indesx all
unigue DS5Tox structures and substances, alsa with respect to file
record and version

http://www.

o

Distributed Structure-Searchable Toxicity (DSSTox) Public

epa.gov/ncct/dsstox/

Chemical
Structures

A +

Toxicity Data

DSSTox SDF Files
Slandardized
Documented
Shructura-Searchabie
Apnlication-indapendeant

@ DSSTox Graphic Flowchart
@ NS5 Tox Project Goals
@ DS5Tox Publications

DSSTox Data Files: Detsils=

CPOBAS wida 1421 15Jun2007 *“New corfenf
ODEPCAM wiz 209 15 unz2007

EFAFHM wds EBAT 15Junz2007

FOAMDD w3z 1218 25.ul2007

HEWCE] w23 35428 15A0q20077 Me w corferf
IRISTR w1z S44 28 2007 “MNew fle

HCTRER wdz 232 15 un2007

NTPES| w2a 2233 244002007 *UYodafed corferf
NTPHTS wia 1408 25ul2007

TOHCST wida 320 25S5ep2007 ™ lodsfed

More an Dafz File Types




DSSTox Standard Chemical Fields:

< of < >
STRUCTURE < "I STRUCTURE_Shown [DSSTox_Generic_SlD

- tested chemical, 'I [ TestSubstance_ChemicalName
- general form of chemical,

- active ingredient of formulation,
- representative isomer in mixture, [ TestSubstance CASRN
- representative component in mixture, -

- monomer of polymer
, simplified to parent [ TestSubstance_Description

DSSTox_CID

STRUCTURE_Formula - single chemical compound
- macromolecule

i - mixture or formulation
STRUCTURE_MolecularWeight - unspecified or multiple forms

STRUCTURE_ChemicalType . :
- defined organic [ ChemicalNote

- inorganic
STRUCTURE_TestedForm_D - organometallic
- description of mixture

efinedOrganic

- nature & CAS of components
- tautomers
- stereochemistry

STRUCTURE_ChemicalN \- - parent,

ame_IUPAC - salt Na, Cl, etc
- complex HCI, H20,
mesylate, etc [

DSSTox_RID

STRUCTURE_SMILES

STRUCTURE_Parent_SMILES
- - [ DSSTox_FilelD

STRUCTURE_InChl




Candidate Source
Data File
Assign MAMEID,

DSSTOX Chem|Ca| FiIEIIZiS, RIDS

TAVATA! e —— _| _
Q U a.I Ity SS u ran Ce e.g;a%ﬂi ?ﬁﬁggi [ T source |7_Snurce toscic he-redated fiaids,
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: i - activities, LIRS,
structures ChemlcilFlelds ontent Fields notes, etc.
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Content

Process
l Frocess Source
Toxicity Data Fields

Chemical identification plo— e 0 -

mol units,
"§t/ ! 1 et
ructure
HO
/gnnﬂrms Marme CSCEllrLSrEg
or CAS?

Assion CAS < YES Sufficient M0 Rajact Data
‘ to identify? Record

YES YES

Structure annotation L.
|

CAS Ho CAS available
- available l
I ntern aI ConSIStency Retrieve Structure from
CAS in HO 5 public/commercial
Master File? SOUrces
DSSTox i
YES l Mastar walidate
_ Fila i

. E [ Assign existing
Quality review BRI ED, v g

Master File?

Standard Chemical +——————
Fields

Generate new CIO, v

Generic_SID, Merge Standard Chemical
Standard Chemical Fields Fields w/ Source Fields
using FilelD

Extract
all FilelD

Chernical records
from Master File

P
*

Finalize DESTox MAMEID
S0 file for publication




http://www.epa.gov/ncct/dsstox/DataFiles.html

NAMEID
wersion
zrecords Expanded DSSTox Data File Title & Description Status
date

CPDEAS vda Carcinogenic Potency Database Summary Tables - All Species: Tumor target site incidence, TDA0 potencies, summary activity Upciatect
1481 calls for rat, mouse, hamster, dog, andior non-human primate; data reviewed and compiled from literature and TP studies.
15Jun2007

DEPCAN vda EPA Water Disinfection By-Products with Carcinegenicity Estimates Database: Carcinogenicity estimates (high, moderate, low Upciatect
2049 concern) by EPA experts using a mechanism-based analog SAR approach on a set of 209 water disinfection by-products, mostly
15.Jun2007 |zmall halogenated organics.

EPAFHM vda EPA Fathead Minnow Acute Toxicity Database: Acute toxicities of 617 chemicals tested in commaon assay, with mode-of-action Uipciatect
617 assessments and confirmatory measures,
15Jun2007

FLP AL W3a FDA Cemter for Drug Bvaluation & Research - Maximum (Recommended) Daily Dose Database: Maximum (recommended) daily Lipciatect
1216 dose (MRDDY values for 1217 pharmaceuticals in mofkg-hody weight (bwdfday, converted to mmol and normalized to dataset, MRDD

1 25Jul2007  |values extracted from public literature sources,

HPVCSI vZ2a EPA High Production Volume Challenge Program Structure-Index Locator File: Compiled structures for three chemical lists Upciatect
3548 provided on EPA HPY Challenge Program wehsite; each record includes reference index to dated list.
15Aug 2007

IRISTR. wila EPA Integrated Risk Information System (IRIS) Toxicity Review Data File: Compiled structures far EPA IRIS website with chemical-  |["New
544 specific URLs linking to risk assessment summary data pages for 544 chemical substances.
15Aug 2007

HCTRER vda FDA Natienal Center for Toxicelogical Research (NCTR) - Estregen Receptor Binding Database: Estrogen receptar relative hinding || Uipdiatec
232 affinities tested in a comman in vitro assay far 232 chemicals, listed with chemical class-hased structure-activity features.
15Jun2007

HTPESI vZ2a National Toxicology Program (NTP) On-line Chemical Bicassay Database Structure-Index Locator File: Compiled structures for the |Updatec
2293 MNTP On-line Database with chemical-specific URLS linking to NTP study summary pages; file includes fields for each of 4 main

1‘ 248092007 |hioassay study areas with indicator values specifying presence or absence of study data for the chemical suhstance recaord.

HTPHTS v2a National Toxicology Program {NTP) High-Throughput Screening Project Structure-Index File: Compiled structures for set of 1408 |Upndated
1408 MTP chemical substances provided to the MIH Chemical Genomics Center for HTS hioassay testing and to PubChemn
252007  ((PubChem_CI1Ds and PubChem_SIDs included in MTPHTS wZ2a file); RMCGE HTS hicassay data are heing deposited inta PubChem

and can he retrieved with these PubChem chemical CID and 510D record listings.

TOXCST vZ2a Research Chemical lnventory for EPA’s ToxCast Tw Program Structure-Index File: Compiled structures for set of 340 chemical Uipciatect
320 substances that are candidates for Phase | High-throughput screening (HTS) testing within the EPA ToxCast program. File will bhe
25%5ep2007 |updated with links to PubChem CIDs and SI0Ds far retrieving assay data, and with updates to chemical inventory as Program moves

to Phase Il and heyond.




CPDBAS v4a_ 1481

STRUCTURE
DSSTox_CID
DSSTox_SID
DSSTox_ID_FileName
STRUCTURE_Formula
STRUCTURE_MolecularWeight
STRUCTURE_ChemicalType
STRUCTURE_TestedForm
_DefinedOrganic
STRUCTURE_Shown
TestSubstance ChemicalName
TestSubstance CASRN
TestSubstance_Description
ChemicalNote
STRUCTURE_ChemicalName
_IUPAC
STRUCTURE_SMILES
STRUCTURE_Parent_ SMILES
STRUCTURE_InChl
StudyType
Endpoint
Species

SAL _CPDB
TD50_Rat_mg/kg/day

TD50_Rat_mmol/kg/day

TargetSites_Rat_Male, Female, Both Sexes
TD50_ Mouse_mg/kg/day
TD50_Mouse_mmol/kg/day
TargetSites_Mouse Male, Female, Both Sexes
TD50 Hamster_mg/kg/day

TD50_ Hamster_mmol/kg/day
TargetSites_Hamster Male, Female, Both Sexes
TD50_Dog_mg/kg/day

TargetSites_Dog

TD50_ Rhesus_mg/kg/day

TargetSites_ Rhesus
TD50_Cynomolgus_mg/kg/day
TargetSites_Cynomolgus

ActivityCategory_SingleCellCall
ActivityCategory_ MultiCellCall
ToxicityNote

NTP_TechnicalReport
Website  URL

multisite
multisex
multispecies

adrenal gland;
bone;

clitoral gland;
esophagus;
ear/Zymbal's gland;
gall bladder;
harderian gland,;
hematopoietic system;
kidney;

large intestine;
liver;

lung;

mesovarium;
mammary gland;
mixture;
myocardium,;

nasal cavity
nervous system;
oral cavity

ovary;

pancreas;
peritoneal cavity;
pituitary gland;
preputial gland;
prostate;

skin;

small intestine;
spleen;

stomach;
subcutaneous tissue;

all tumor bearing animals;

testes;

thyroid gland;
urinary bladder;
uterus;

vagina;

vascular system.



Chemical-Biological Profiling of CPDBAS Activities

r Leadscope - DSSTox-CPDB EI@BI

File Edit View Tools Help

= = ® B | # £3 , o8 e

Compounds  Studies  Subproject  Subproject Cluster Compounds  RPSA  Create Scaffolds = R-Group Analysis

Compounds: 1425

Chernical Features | Structure Grid | Molecular Spreadsheet| Rodent Multi-Cell Call
. Freguency Total . . SI n g I e- pTDS0
Chemical Classes Sex Ita,rr: Site tca Species Cell Call
VOO | i o PP o= 1] 1 = S
: T OEFEENE, [-F-, S SUTorTy = 2T T35 SR = T.26R Li,s0s0 [ T
H-benzene, 1-R-,3-sulfonyloxy- | 1 1.454 1.535 2.007 0.9359 | |
. H-benzene, 1-R-,3-frifluoromethyl- = 3 0.0458 0.1345 -0.8636 1.622 |
f+; -1,4-subst ji=———| 76 02577 -0.4659 -0.4002 0.7451 Ll
-substitents [ 621 0.2261 -2.412 -1.069 -0.5074 N |
: #-gubstitution patterns ji=————— G46 -0.04875 -2.341 -1.253 -1.15 b
- Carbocycles = a2 -1.732 -1.443 -1.155 -1.283 JlL
+ “Zarbobydrates == 27 -0.1467 -0.851 1.15 -0.738
#-Elements —— 79 -1.801 -0.8691 -0.2424
=-Functional groups ji————— 2782 1.842

#-acid anhydride -0.9727 -0.9214 -0.7045

.é-_----acid halide ng h % Actives

-1.009

i =3 -1,009

alcohaol, alkyl- i=————

alcohol, pralkyl- = SE37h -0.6408
-alcohol, s-alkyl- = ~2.198 -0.3236
alcohol, takyl- = -1.225 -1.203
c-alcohol, alkyl, acyc- ji=———1| -0.7118
~alcohol, alkyl, cyc- | -2.105 .80 T
alcohal, allyl- = EZSE I -2.449 -1.874
-alcobal, aryl- _— -0,1435 -0,6012 -0.6065
+-alcohol, benzyl- = -0.8754 -0.9676 -0.3587
~alcohol, cyclohesxyl- his— -2.028 -1.848 -1.534
~alcohol, cyclapentyl- = Ly 1635 1,373
~-alcohal, cyclopropyl- | -0.5876 -0.6513 -0.4382
alcohol, phenyl- _— -0.07485 -0.5368 -0.5565 M

Leadscope Profile — Courtesy of Chihae Yang




About DSSTox

Work in Progress

Frequent Questions
Structure Data Files

Central Field Definition
Table

Apps, Tools & More
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Glossary of Terms

Help

Documentation Files: TOXCST

Laqg File TOHCET LogFile 255ep?007 pof 35kB
Data Files: TOXCET

SDF Structure Data File TORMCST w2a 320 255ep2007 sdf q11kB
Enia;?rzjtﬁlris} TOXCST v2a 320 255ep2007 nostructures xls 186KE
» Structures Tahle TORCET wda 320 255ep2007 structures pdf (7 pp.) 1.4 MB

U.S. Environmental Protection Agency

Distributed Structure-Searchable Toxicity (DSSTox) Public Database Network

Eecent Additions | Cortact Us | Prict Yersion  Search: I
EPA Home = Research & Development = Computational Toxicalagy B

TOXCST SDF Content Summary - 25 september 2007

http://www.epa.gov/ncct/dsstox/sdf toxcst.html

SDF Download Page:
TOXCST SODF Content

Totals vla |Totals v2a*

IS
;?XCtST: Tedseal;:_? Chemical Inventory for EP #Records| 340 20
ructure-inaex riie
N — | DSSTox Standard Cherrical Fields| 18 | 18
| TOXCST Source Fields| 3 | 3
“New DSS5Tox Structure-lndex File 034 ngust207 | . | 21 | 71
¥ File coreaponds to the Phase | candidate cherical list for EPA's ToxCast re Total #Fields
(uick & Easy File Downloads: ETP Download Instructions Chemical Content Counts_vla | Counts_vZa
@ Descrigtion ISTRUCTURE_ChemicalType: | |
@ Source Wyebsite & Contact ;
© SOF Fiolde | defined organic | 331 | 313
@ SDF Content Summary | inorganic | 1 | 1
@ SOF Yersion History 5
| arganametallic | = | ]
@ SDF Download Table (Bewnload) no structure o 0

STRUCTURE TestedForm
DefinedOrganic:

@ Acknowledgements, D55Tox Citation & Disclairmer

| ) DU B

File Emor Report

ty



U.S. Environmental Protection Agency

Integrated Risk Information System

Eecent Additions | Contact Us | Print “ersion Search: I E.'I

EP& Home = Browwse EP& Topics = Human Health = Health Effects = RIS Home = IRIS Search

Recent Additions Search IRIS

Newsroom

Search IRIS The_Search IRIS_page enab_les users to find IRIS files, identi_f:.f substances with Search IRIS by Keyword

. similar toxicological properties, and conduct ather comparative analyses of IRIS

Multiple Substance data. The CASEMN and Keyword Search options enable users to determine whether -\l {J @
Reports a substance notincluded on the List of IRIS Substances is listed under a synonym

What iz IRIS? or addressed in IRIS as part of a broader substance category (e.q., Lead and

) compounds, PCBS). The Keyword Search can also be used to locate information " Ertire IRIS Website

IRIS Guidance an general topics E|therW|th|n the IRIS summaries and TDHICDngICEIl Reviews

Documents FIgE N TS ST 3 1PY sebivem 1OV A b it e by vodinn ey VOV cuygiol i

Li=t of IRIS Substances f" Full IRIS SummariesiToxicological Reviews

U.S. Environmental Protection Agency

Integrated Risk Information System
Eecent Additions | Contact Us | Print Yersion  Search: I I.EE.'I

EFA Home = Browwse EPA Topics = Human Health = Health Effects = |RIS Home = IRIS Summaries

IRIS Substance List

The substances are listed in alphabetical order. ¥ou can click on the first letter of the substance you Search IRIS by Keyword @
want which WI|| brmg yu:uu to the section that the substance is in, or use your browser's Find ‘\] %J

! : : narmne or Chemical Ahstracts Service Registry Number

typically about 15K to 40K in size, within a range from less

List of IRIS Substances F Full IRIZ Summaries/Toxicological Reviews
 Entire IRIS Website

Search by:
Chemical Name |re Searchpage)
CAS Reqistry # ABCDEEGHIJKLMNOPORSTUVWXYZ

Chemical Abstracts Service .. e .
Registry Number (CASRN ) Last Significant Revision

CASRM 83-32-9 110141990

Acenaphthene
o Quick iew

Acenaphthylene CASREMN 208-95-5 01,/01/1991
o CluickWiew
Acephate CASREMN 30560-19-1 05,/101/19329
o CluickWiew
Acetaldehyde CASREMN 75-07-0 10011991
« CluickWiew



Fecent Additions | Contack Us

Search:

U.S. Environmental Protection Agency
Integrated Risk Information System
 all EPA % IRIS El

You are here: EPA Horme ® Hurnan Health # IRIS = IRIS Surnrmaties # IRIS Quickviews

Aniline Quickview (CASRN 62-53-3)

Quickview Mavigation

* wigw Aniling

Chronic Health Hazard Assessments for Noncarcinogenic Effects

Health assessm
comprehensive
Regional Offices

Disclairmer: Thi
the Full IRIS Suf

For definitions

Status of

File First On-Lin
Last Significant

Category {sec

Oral RfD Asses

Carcinogenicity Assessment for Lifetime Exposure

VWeight of Evig

Weight of Evider

B2 (Probable hum

Weight of Evider

Induction of tuma
genetic toxicologi

This may be a sy

Inhalation RfC &s

Carcinogenicity A

Principal and

* 20-26

Confidence in

* Study
* Databd
* BfC |

Quantitative Estimate of Carcinogenic Risk from Oral Exposure

Oral Slope Factor(s)

5.7 x10°% per mg/kg-day

Drinking Water Unit Risks

16210 per ugil

Risk Level
E-4 (1 in 10,000)

E-5 {1 in 100,000}

E-6(1in 1,000,000}

Extrapolation Method

Linearized multistage procedure, extra risk

Concentration
6x10% ug/L

Bx10% ug/L
6 g/l

Dose-Response Data { Carcinogenicity, Oral Exposure}

Tumor Type: Spleen, combined fibrosarcoma, stromal sarcoma, capsular sarcoma and

hemangiosarcama

Test Species: Rat/CD-F, male

Route: Oral, Diet
Reference; CIIT, 1982



U.S. Environmental Protection Agency
Distributed Structure-Searchable Toxicity (DSSTox) Public Database Network
Eecernt Additions | Contact Ls | Prirt “ersion Search:l m

EP& Home = Research & Development = Computational Toxicology Research = DESTox = StructureDataFies = SDF Dovwnload Page: IRISTR

T SDF Download Page: http://www.epa.gov/ncct/dsstox/sdf_iristr.html

Work in Progress
I

] IRISTR: EPA Integrated Risk Information System (IRIS) Toxicity Review Data
Structure Data Files .
! | Database File
Central Field Definition
Table S
Apps, Tools & More

Frequent Questions

) “ New D55Tox Database File 28 1uly2007:
HEID ALY Qeplaces previously published IRISS] vla Strocture-Index Locater File

Site Map ¥ Added 34 new |RIS Source-Specific data fields.

Glossary of Terms

@ Description
Help @ Source Yehsite & Contact

@ 055Tox Additions&Modifications
@ Guidance for Use

@ S0F Yersion History

@ S0OF Fields

@ SOF Content Surnrmary

@ SDF Download Table [Download)

@ Arknnwladoameants NS5 Tay Citatinn & Disclaimear

Diocumentation Files
Nev

and 1

Log File IRISTR_LodFile 2802007 pdf (PDF, 4 pp.) 38KE

Des
Field Definition File IRISTR_FieldDetFile_28Jul2007 pdf (PDF, & pp.) TAKB

EISTE FieldDetfFile 25Jul2007 dac 204kB

Data Files: JIRISTH
SODF Structure Data File RISTR wi1a Sd4 28Jul2007 =df

| ] : |
Data Tahle RISTR vla 544 28Jul2007 nostructures xis -

(no structures) 1.1 MB
= Structures Table RISTE w1a S44 28Jul2007 structures pdi (PDF, 11pp., 1.8MB)




IRISTR SDF Fields (55 total)

DSSTox Standard Chemical Fields (18)

IRISTR Toxicity Review Areas

Totals via®

DSSTox Standard Toxicity Fields () Cirgl RMDs 357
Oral RiD Assessed .
Oral_RfD_CriticalEffects Inhalation RfCs it
Oral_RfDl_myg_per_kq_day - -
Oral_RfD_mmol_per_kg_day WEIQh’[ of Evidence 943
Oral_RiD_Motes : :
Oral R0 Confidence Characterizations
Inhalation RfC Assessed Oral Slope Factors/Drinking WWater pa
Inhalation_RfC_CriticalEffe cts Lnit Risks
Inhalation BfC mqg per m3
Inhalation RfC_mmol per m3 ; - -
Inhalation RfC_Notes Alr Unit Risks 54
Inhalation BfC Confidence

Total Assessments 300

WitlHEvidence Cancer Assessed

WitiHEvidence Cancer Concern

WitiHEvidence 1986 Guideline Cateqgories

WilHEvidence UpdatedGuidelinelsed

WitiHEvidence Cancer Narrative

DrinkingWater OralSlope Assessed

DrinkingWater PrecursorEffect TumorType

DrinkingWater_OralSlopeFactor_mqg_per_kq_day

DrinkingWater OralSlopeFactor_ mmaol _per kg _day

DrinkingWater ExtrapolationMethod Motes

DrinkingWater UnitRisk_microqg _per L

DrinkingWater_UnitRisk_micromol per L

DrinkingWater StudyRoute

Inhalation UnitRisk Assessed
Inhalation_PrecursorEffect TumorType
Inhalation UnitRisk _microq_per_ma3
Inhalation_UnitRisk micromol per m3
Inhalation_StudyRoute

Inhalation ExtrapolationMethod MHotes
TotalAssessments

Note_IRISTR

Website URL (field contains chemical-specific links to IRIS "Quick Yie

Number of IRISTR Toxicity
Review Assessments per | Totals via™
Chemical

d (3]
1 323
2 101
3 54
4 22
5 5

Total Assessments 800
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Glossary of Terms

Help

U.S. Environmental Protection Agency
Distributed Structure-Searchable Toxicity (DSSTox) Public
Database Network
Go|

Recent Additions | Contact Us Search: © all EPa & This Area|
Distributed Structure-Searchable Toxicity (DSSTox) Public

Wou are here: EPA Home ® Cormputational Toxicolagy Research
Database Metwork
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Distributed Structure-Searchable Toxicity (DSSTox)

Database Network is a project of EPA's Computational Toxicolooy Chemical Toxicity Data
Frogram, helping to build a public data foundation for improved structure- Structures e

activity and predictive toxicology capahilities. The DSSTox wehsite provides a
public forum for publishing downloadahle, structure-searchable,
standardized chemical structure files associated with toxicity data. More=
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Slandardized
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Shructura-Searchabie
@ TORCST. Research Chermnical nventory for EPA'Ss ToxCast Prograrm - Application-indapendent
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@ NS5 Tox Project Goals
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“*Launch of DSSTox Structure-Browser v1.0;
S

L
@ A new structure-search capability for published D35Tox Data Files,
allows users to search by DSSTox Standard Chernical Fields and
includes options for:

DSSTox Data Files: Detsils=

F Text Search: Chemical Name, CAS RN, InChl, Farmula
# Structure Search (Exact, Substructure, Similarityy:
SMILES or Structure Crawing Tool entry

CPOBAS wida 1421 15Jun2007 *“New corfenf

ODEPCAM wiz 209 15 unz2007

EFAFHM wds EBAT 15Junz2007

FOAMDD w3z 1218 25.ul2007

HEWCE] w23 35428 15A0q20077 Me w corferf

IRISTR w1z S44 28 2007 “MNew fle

HCTRER wdz 232 15 un2007

NTPES| w2a 2233 244002007 *UYodafed corferf

NTPHTS wia 1408 25ul2007

TOXCST waa 320 285ep2007 ™Uadafed
More an Dafz File Types

““Revised Standard ID Fields for all DSSTox files:
[

e Modified Record, File, Chernical, and Substance |0 fields to indesx all
unigue DS5Tox structures and substances, alsa with respect to file
record and version




aEPA DSSTox ( Search ] ?Help

Structure-Erowser v1.0

DSS5Tox Chemical Text Search

Data Files to Search

Choose search: Enter search text: & All DSSTox Files
| Auto-detect =] | ?  Selected DSSTox Files |
Clear | =earch | M CPDEAS wia
Carcinogenic Potency Database Summary B

Tahles - All Species (1481 records)

¥ EPAFHM_vda

DSSTox Chemical Structure Search -
v FOAMDD
Enter SMILES string: _vaa

| 2 Search Options |5 M HPVCS) 24

Preview below | Cleat | Search | W Exact match
W Substructure M IRISTR v1a
Or drawe & malecule or substructure using the JWE editor: W Similarity
M NCTRER_vda
CLR|NEW DEL O-R H- uoo JME o | Threshald: I—EHIII'J,.-.‘j -
— | =|=|~A|O0CSC00 == M NTPBS| w2

M NTPHTS 2a

M TOXCST via

MHz2 Clear
ﬂ Search

http://www.epa.gov/dsstox_structurebrowser/

x| [=]=]a]l~[o]c M~ [4E

Report Difficulties |




%EPA DSSTox f Search 1 ( File Incidences 1 7Help

Structure-Browser v1.0

Search Results Summary for DSS5Tox Substances - File Breakdown Incidences

Cuery Results Type Hits Display
Structure:
Exact matches 1 Details
| e Substructures 1130 Details ?
Similarity = 80% 8 Details | < —

DSSTox File ? TotalZRecords Exact matches Substructures Similarity = 80%
CPDBAS wila 1431 1 209 i
DBFPCAMN wia 209 - 1
EPAFHM wda B17 1 102 1
FOAMDD wda 1216 - 261
HP%CSl vila 3545 1 216 4
IRISTR _w1a 544 1 ] 2
MCTRER wda 232 - 10
MTPBSI w2a 2293 1 494 5
MTPHTS vw2a 1408 1 313 3
TORCST wla 340 - ad

Total Unigque Substance Hits 1130 8

Total Substance Hits - All Files 6 1854 22
?




it
<
wgmegﬁﬁ’laﬁ ( Search 1 ( File Incidences ] ( Search Details ] ?Help
Details Qutput Options
GQuery Results Type Hits Display |Ch|:n:|se Furmatj Save
Structure: ? _
- Frint
Exact matches 1 Details
| ais Substructures 1130 Details ?
Similarity » 80% o Details
?
DSSTox ?
Substance Similarity Structure Substance Substance Details
1D Score¥% Match Name CASREN Description (Data Files)
. . CPDBAS  EPAFHM
20090 100 NH2© Aniline p2-53-3 | Sngle chemical |\ pyeq  RerR
compound
MTPESI HNMTPHTS
NH?@ . single chemical
20091 941 Aniline. HC| 142-04-1 CPDBAS  NTPBS
— compound
H—TC1
21138 981 wie{ e pPhenyienediamine 106.50-3 Sndle chemical - coppus ppvcs
— compound
21141 86.8 “”EQ””E p-Phenylenediaming. 2HCI g24-15.0 Single chemical ' prpue rpeg)
Mot et compound




ﬁEPA DSSTox ( Search ] ( File Incidences ] [ Search Details ] (Suhstance Results | 7Help

Structure-BErowser v1.0

IRISTR: h Output Options
EPA Integrated Risk Information System (IRIS) Structure- |Ch|:n|:nse Format j Save
Index Locator File {544 records) o E—
IRISTR_via_544_28Jul2007 Print
MWHZ
IRISTR Source Wehsite h
DSSTox_RID 23877
D5STox_ Generic_SID 20030
StudyType Hurnan Health Exposure Toxicity Review for Risk Assessment
Endpoint cancer, acute; short-term; sub-chronic; chronic; developrmental
Species rodent; human; dog; rabbit
STRUCTURE_Shown tested chemical
TestSubstance _ChemicalName Aniline
TestSubstance CASREN b2-53-3
TestSubstance_Description single chemical cnmlrljlnund

UULITUTT UT TUTTTOT= O TITE S TEETT ST e LT LA er e 1T
and some supporting genetic toxicological evidence.
Oral_RfD_Cri DrinkingWater_OralSlope_Assessed 1

Inhalation_R: spleen; combined fibrosarcoma; stromal sarcoma; capsular sarcoma;

Oral_RfD_Asd ? WtOfEvidence _Cancer_Narrative

DrinkingWater_PrecursorEffect TumorType

Inhalation_R: hemangiosarcoma

Inlﬂhtinn_H DrinkingWater_OralSlopeFactor_mg_per_kg_day  0.0057 mgfkg-bw/day

Weight-of-Evi DrinkingWater_OralSlopeFactor_mmol_per_kg day B.12070678056192E-05 mmolfkg-bwiday
S EPA far DrinkingWater_ExtrapolationMethod_Notes Linearized multistage procedure; extra risk; units per mafkg-day
the hg.rpnth_esi DrinkingWater_UnitRisk_microg_per L 0.00000016 microgfiL

published in 1 DrinkingWater_UnitRisk_micromel_per L 1.7180931313855E-09 micramaliL
charactenzat DrinkinaWater StudvRout I dist

carcinogen fis rinkingWater_StudyRoute aral; die

deterrnining Inhalation_UnitRisk_Assessed a

in hurmans, af Inhalation_PrecursorEffect TumorType Mot assessed under the IRIS program.
carcinogenicr TotalAssessments 3

Wehsite URL —} http:ffcfpub. epa. goviins/guickview. cfim?substance _nmbr=0350




U.S. Environmental Protection Agency
Integrated Risk Information System
Gol

Recent Additions | Contact Us Search:  pll EPA & IRIS|

You are here: EPA Hormme ® Hurnan Health # IRIS = IRIS Surnraties # IRIS Quickviews

Aniline Quickview (CASRN 62-53-3) Quickview Navigation

+ Expand navigation:

* yiew Aniline Summary

Health assessment information on a chemical substance is included in IRIS only after a
comprehensive review of toxicity data by .S, EPA health scientists from several Program Offices,
Fegional Offices, and the Office of Research and Development.,

Disclairner: This QuickView represents a snapshot of key information. We suggest that you read
the Full IRIS Sumrmmary to put this information into complete contesxt,

For definitions of terms in the IRIS Web site, refer to the IRIS Glossary.

Status of Data for Aniline

File First On-Line: 09/07/1988
Last Significant Revision: 11/01,1990

Category {section) Status Last Revised
Oral RfD Assessment Mo data

Inhalation RfC Assessment on-line 12/01/1993
Carcinogenicity Assessment on-line 02/01/1994

Chronic Health Hazard Assessments for Noncarcinogenic Effects

Reference Dose for Chronic Oral Exposure { RfD)

Blot dccaccad nindar thea TRTS Dronram



IRIS Home
Recent Additions
Newsroom
Search IRIS

Multiple Substance
Reports

What is IRIS?

IRIS Guidance
Documents

Related Links
Download IRIS
IRIS Track

Help

U.S. Environmental Protection Agency
Integrated Risk Information System

Fecent Additions | Contact Us Search: Al EPA & IRIS| G':'l

You are here: EPA Home # Human Health # IRIS # IRIS Summaries

IRIS Substance List

The substances are listed in alphabetical order. You can click on the first
letter of the substance you want which will bring you to the section that the
substance is in, or use your browser's Find command to search for a
substance name aor Chemical &hstracks Service Registry Number (CASEN .
These substance files are typically about 15K to 40K in size, within a range
from less than 10K up to about 120K,

Search IRIS by Keyword

® RIS | ©

. . . . . .
List of IRIS Substances Full IRI% SummariesiToxicological Reviews

7 Entire IRIS Website

SEPA DSSTox @

el  Structure-search

You will need Adobe Reader to wiew some of the files on this page. See EPA's PDF page ta learn maore.

(To search the [RIS database, go to the Search page)

Structure-Browser v1.0

Chemical aAbstracts

Substance Name Service Last Significant
Registry Number Revision*
{CASRN )
Acenaphthene CASREM 83-32-0 11/01/1990
* DuickWiew
Acenaphthylene CASRMN 208-95-3 01/01/1991
* Duick\iew
Acephate CASEM 30560-19-1 05/01/19589
* Quick\iew
Acetaldehyde CASEM 75-07-0 1070171991
* Duick\View
Acetochlor CASEM 34256-82-1 09/01/1993




aEPA DSSTox [ Search ] [ File Incidences ] ?Help

Structure-Browser v1.0

DSSTox Chemical Text Search

Choose search: Enter search text;
|Autn-detect j | ?

Data Files to Search

" Al DSSTox Files
* Selected DSSTox Files = |

Clear | Searchl " CPDBAS wia

[~ DBPCAN_via

r EPAFHM wda
DSSTox Chemical Structure Search

I~ FDAMDD vd
Enter SMILES string: ek

| 2 Search Options [ [~ ™ HPVCSI v2a

Preview below | Clear | Searchl

M IRISTR_vl1a
O drawe & molecule ar substructure using the JME editar; EPA Integrated Risk Information System (RIS) L
CLR IMEW DEL O-R " uoo JMIE o Structure-Index Locator File (544 records) FR_via

™ NTPHTS +2a

I TOXCST 24

MH Clear
@ ) Search

http://www.epa.gov/dsstox_structurebrowser/?dbs=iristr

x| |=[=[e[~]2]o Ml |4 @

Feport Difficulties |




&EPA DSETI 6EPA DSSTox ( Search ] [ File Incidences 1 ( Search Details ] 7Help

Structure-Browser v1.0
Structure-Browser »

Search Results Sum

Cuery Results Type Hits Display |Chnuse Fnrmatj Save
GQuery F | Structure: ? .
_ Print
Structure: Exact matches 1 Details
E; | HH Substructures B2 Details ?
NHa J Sirmilarity > B0% 2 Details
=
i
?
DSSTox ?
Substance Similarity Structure Substance Substance Details
oy N N s
DSSTox File ? D Scoref Match Name CASEN Description (Data Files)
IRISTRE_v1a
Total Unique Subst: 20090 100 NHE—@ Aniling gamg | Sl shecieEl o
. compound
Total Substance Hit /
?

21137 56,5 @\ m-Phenyienediamine 108-45.2 | Single chemical oo
carmpound
NHZ MHz
EwS \ single chemical
20607 B9.5 m—@ N,N-Dimethylaniline 121-69-7 =4 IRISTR:
; compound
CH3 —
20295 B1.5 wz@m p-Chloroaniline 106-47-g | Sinale chemical o oo
— compound




~EPA DSSTox (

Structure-Browser v1.0

Search 1 [ File Incidences 1 ( Search Details ] (Suhstance Results | 7Help

IRISTR: Output Options

EPA Integrated Risk Information System (IRIS} Structure- |Chunse Farrmat j Saue
Index Locator File {544 records) —_—

? .
IRISTR_v1a_544_28Jul2007 Print
MHZ
IRISTR Scource Website | Pub@hem|
Links directly to chemical data page for
DSSTox_RID 23877 Aniline in PubChem
DSSTox_Generic_SID 20030

StudyType

Endpoint

Species
STRUCTURE_Shown

Hurman Health Exposure Toxicity Heview for Risk Assessment
cancer, acute; shor-term; sub-chronic; chronic; developmental
rodent; human; dog; rabhit

tested chemical

TestSubstance ChemicalName Aniline

TestSubstance CASREN BZ-53-3

TestSubstance Description single chemical compound

Oral_ RfD_Assessed a

Oral_RfD CriticalEffects Mot assessed under the IRIS program.
Inhalation_RfC_Assessed 1

Inhalation_RfC_CriticalEffects mild spleen toxicity

Inhalation BfC ma per md 0001 mafmd

Weight-of-Evidence (WWOE) for Carcinogenicity is a system used by the =-05 mmaol/m3

L=, EPA for characterizing the extent to which the available data support
the hypothesis that an agent causes cancer in humans. Revised guidelines | mg/m3
published in 1996, 1893, and 2005 have modified these cancer rigk
characterizations. The approach outlined in EFA"s guidelines far
carcinagen risk assessment (2005 considers all scientific information in
determining whether and under what conditions an agent may cause cancer
in humans, and pravides a narrative approach to characterize h carcinogen - based on sufficient evidence of
carcinogenicity rather than categaories. Click the ¥ far more details. nimals

e —————————— R L

d adverse effect level) HEC (Human Equivalent




Information on biological activities
of small molecules

= NCBI PubQhem

HOME | SEBRCH | SITE MAP PubMed | Entrez | Structure

| GenBank | PubChem | Help

Search |PubChem Compound =] | | el

Compound Summary:

DD CID: 6115 H

@ BioActivity: Summary

All: B3 Links

Active: 6 Links
- Inactive: 45 Links
N Inconclusive: 1 Link

'?. Protein Structures: 3 Links

LI .
& s.* Protein Sequences: 15 Links

é@ MLM Toxicology: Link

Substances:

allr 270 Links
Sarme: 28 Links
Mixture: 242 Links

DD Related Compounds:
Same, Connectivity: 13 Links

D‘«:} Similar Compounds: 164 Links

d{ Structure Search




% | United States
National Library
NLM

of Medicine

Hore | Site | About Us | Contact | Help

[“Enw, Health & Toxicology [FTOHMET  FChemlIDplus Lite

rAdvanced

Basic
Information

Full
Record

Structure

Synonyms

Formulas

Chassification
&

Registry

Numbers

Toxic ity

Physical
Properties

MAME: Aniline
RN: 6253-3

For more information about this substance,
you may select from the the links below.

File Locator
AIDSLINE
CAMCERLIT
CCRIS
DARTIETIC

DSL

TOHLINE Core
TORLIME Special

TOAMAR
TRIZ000

[il AIDS Citations from MEDLIME

[i] CAMCER LiTerature from Medline
[i] MCI Chem Carcino Res Info Sys
[i] Developmental and Reprod. Tox,
[il Domestic Sub. List of Canada

[i] EU Inw af Exist. Camm. Cherm Sub
(1] Erw. Mutagen Info. Center

[i] EPA GEMetic TORicalooy

[il Hazardous Substances Data Bank
(1 0. Exposure to Haz. Agents

[l EPA Intedgrated Risk Info. System
[il International Tox. Est. for Risk

[l MEDical literature onLINE

[il medical Subject Headings File

[i] PubChem

(il Reqg. of Toxic Eff. of Chem. Suk.

(1] FLM TOXLIME Core frorm MEDLIME
[i] MWLM TOXLIME Special on TOXMET
(L] LM Enviro. Health e-Maps

[i] EPA Toxics Release Inv. 2000

Search
Navigation

Start New
Cuery

Modi
ﬂlunzl“\-'_u.t!II

Show
Query

Search
History

g-truciure
imil arity
Search

Structure
Salt'Parent
Search

Transfer
Structure
e Basic
heml|Dplus
Search




- . Information on h}a;‘agr’qas‘ activities
- of small molecules
> NCBI PubQhem

| GenBank | FubChem | Help
Search |PubChem Compound x| | | el

HOME | SEARCH | SITE MAF FubMed | Entrez | Structure

Compound Summary:

DD CID: 5115 H

é@ BioActivity: Summary

allr 53 Links

Active: 6 Links

N Inactive: 45 Links
N Inconclusive: 1 Link

'?. Protein Structures: 2 Links

L .
® %% Protein Sequences: 15 Links

@ MLM Toxicology: Link

Substances:

Allr 270 Links
Sarme: 28 Links
Misture: 242 Links

®, DD Related Compounds:
Same, Connectivity: 13 Links
DD Similar Compounds: 164 Links

fji Structure Search




<> NCBI

PubQOhem

Information on biclogical activities
of small molecules

SITE MoF

HOME | SEARCH PubMed | Entrez |

Structure

zenBank | FubChem [ Help |

BioActivity Summary: -- original CID: 6115

&

=-2s Structure Activity Analysis

BioAssay Data Table 3

@ Total BioAssay Count: 47

Total Substance Count: 4

DD Total Compound Count: 1

Tested: 1
Active: 1
Inactive: 1

Revise Substance Selection:

Select Active

Add Active

Add Tested

Add Similar Substances

@ Revise BinAssay Selection:

Select Active
Add Active

Confirmatary
Confirmatory

Confirmatory

Cell viability - Jurk at
Cell Viability - BJ
EPA Fathead Minnow Acute Toxicity database (EPAFHM]

Other Carcinogenic Potency Databaze [(CPDBAS)

MCI Im Vivo Anticancer Drug Screen, Data for tumor model L1210 Leukeria

Current DSSTox files will be deposited in

@ 4z [T 426 1 1
4z [ 421 1 1
LA | 4 [~ 358 —— |
45 [ 352 1 1
46 [ 256 1 1
a7 [ 248 1 1

Tot
# [ AID Active Inactive Discrepant Tested BITRESTE
Method

i [ 175 1 1 1 1

2 [ 17 1 1 1 1

MZI veast Anticancer Drug Screen, Data for the bub3 strain

PubChem, providing links to DSSTox files (e.g.,

««iv=- IRISTR) and Source web pages (EPA IRIS)




~EPA DSSTox (

Structure-Browser v1.0

Search 1 [ File Incidences 1 ( Search Details ] (Suhstance Results | 7Help

IRISTR: Output Options
EPA Integrated Risk Information System (IRIS} Structure- |Chunse Farrmat j Saue
Index Locator File {544 records) o —_—
IRISTR_vla_544_28Jul2007 Print
MWHZ
IRISTR Source Website
| PubClhem|
<EPAACTOR
DSSTox_RID 23877 / |
DSSTox_Generic_SID 20030 ) ) )
StudyType Hurnan He LINKS dlrECtIy to chemical data page
Endpoint cancer, st for Anlllne in EPA ACToR
Species rodent; hut, wey
STRUCTURE_Shown tested chemical
TestSubstance ChemicalName Aniline
TestSubstance CASREN BZ-53-3
TestSubstance Description single chemical compound
Oral_ RfD_Assessed a
Oral_RfD CriticalEffects Mot assessed under the IRIS program.
Inhalation_RfC_Assessed 1
Inhalation_RfC_CriticalEffects mild spleen toxicity
Inhalation BfC ma per md 0001 mafmd
Weight-of-Evidence (WWOE) for Carcinogenicity is a system used by the =-05 mmaol/m3
L5 EPA for characterizing the extent to which the available data support By adverse effect level) HEC (Human Eguivalent
the hypothesis that an agent causes cancer in humans. Revised guidelines | mg/m3
published in 1996, 1893, and 2005 have modified these cancer rigk
characterizations. The approach outlined in EFA"s guidelines far
carcinagen risk assessment (2005 considers all scientific information in
determining whether and under what conditions an agent may cause cancer
in humans, and pravides a narrative approach to characterize h carcinogen - based on sufficient evidence of
carcinogenicity rather than categaories. Click the ¥ far more details. himals

e ————————————————————— A ™




ACToR Home

About ACToR

Data Collections
Search by Name
Search By Structure
Browse Assays
Downloads
ToxRefDB

DSSTox

ToxMiner

ToxCast

Chemical Prioritization

National Center for
Computational
Toxicology

Links
Contact Us

ACToR: Aggregated Computational Toxicology Resource
Recent Additions | Contact Us Search: © all ERA & This ﬂrea| El

U.S. Environmental Protection Agency

You are here: EPA Home » ACToR ®» Search Results

Search Results

Search Term: MAMES : EXACT @ aniline

g =] — &£ >
PRI EEEHEHEEHHBHERENE
= = = T el == = S| 5 =
CASRN |Name aﬁiméggéggigigg.gagiggg
= S T w2 = = | = =
SIS TR |F|E R RIR 2R g |2 E |3 F ]
= ='= = S
s e Sl W EEEE NS B SRS

EFA Horme | Privacy and Security Motice | Contack Ls

Laszt updated on Sunday, October 14th, 2007,
http:/f134.67.216,45: 22722/ servletf ActorPrototypal 2 ?
page=222+bChemType=NAMES2rbMatchType=ERACT2txChemicalBox=aniline
Priot As-I=




ACToR Home

About ACToR

Data Collections
Search by Name
Search By Structure

Browse Assays

Downloads

ToxRefDB

DSSTox

ToxMiner

ToxCast

Chemical Prioritization

Mational Center for
Computational
Toxicology

Links
Contact Us

ACToR: Aggregated (===

Recent Additions | Contact Us

You are here: EPA Horme ®» ACToR » Gend w

Chemical Summary ==

gl

10634 aniline MTPHTS _DESTON DE5TOR_331595
18522 Aniline ATSDR ToxFag ATSDR _ToxFag 9
Searcl 18850 Aniline CalERPA, CalEPA_110
aniline HCPSL 1993 HCPSL 1993 A0
284593 Aniline HCPSL 13999 HCPSL_ 1999 183
Benzenamine HCPSL 2005 HCFSL 2008 205
29118 Benzenamine HF'Challenge HFChallenge 22
22512 Benzenamine HEY HP 27
35643 Aniline MCHEM_IARC IMCHEM_IARC 241
39534 Aniline TER_TERA ITER_TERA._&1
S4058 Benzenamine [UEZ2002 [URZ002 42
B0493 B2-53-3 MTE1408 MTP1403 29
B4301 Aniline [BCA) CPPIM_Active OFPIM_Active 2424
BE513 Aniline (BCA) COPPIN_FoodUseActive COPFIN_FoodUseActive 1244
1383 Aniline [BCA) CPPIM_Inert COFPIM_Inert_2243
F3926 Aniline BPAMN AN 829
\\ Frrrr ANILIMNE REC RBC_17
F9250 AMILIMNE Scorecard scorecard 929

\/

Substances

SCiD Name
a0 aniline
1722 aniline
2952 aniline
104 aniline
ety aniline

Chemical Regulations

13

SCID  |Requlation AID Regulation Name

83185 |SRS_CAATTZ b HOM_AID 1 CAATTZ (b) HOM - Hazardous Organic Substance 5
221501 |1SRS_CYWa, 311 AID 1 Clean Water Act Hazardous Substance

ZME2Y SRS HAP AID 1 Hazardous Air Pollutant

221681 |SRES_MJ BTk HS AID 1 Mew Jersey Right to Know Hazardous Substance

223668 | 2RS_RCRA_Appendix wIll_AID_1|RCRA Hazardous YWaste Constituent 423
223986 |SES_RCRA_U Waste AID 1 Hazardous Discarded Commercial Chemical Product (LU)| [[£228
224050 | 5RS_SARA 110_AID 1 SARA Hazardous Substance

2786 | SRS SARA S04 AID 1 =ARA Extremely Hazardous Substance

225057 |1SRS_TSCA 4 Tests AID 1 Testing of Existing Chemicals |

342




U.S. Environmental Protection Agency

ACToR: Aggregated Computational Toxicology Resource

Fecent Additions | Contact Us Search: Al EPA & This Area| GDl
“ou are heret EPA Horme #» ACToR » Data Collection

Data Collection: IRISTR_DSSTOX

Marme: IRISTR DSETOX

Description ERA Integrated Risk Information Systerm http: e, epa.goviinis!. A structure index file with links to webpage for each chemical (DSSTOX)
(o} 7

Source Type D==Tox Collection

Murnber of Substances 544

Mumber of Generic Chemicals 555

Show Assay Data

Page 1 of 6 : Mext

1234358
e AN
Selslo b=l =]
wlm| = o 2| @ = =2 ZZz|€ Fle T2 o
HHEEHEEHEHEEHBHEEHREBEHBEEHEE
SCID |GCID | Source SID CASREN Name =) a AT ﬂ?i 53 z|z|g|z zi;%%-g =
S|l |s|=x|w == = A === |2
5|<|s A A I N AR A R R R
E N = | =
0 x
072 1870 |DSSTOX 23845 |83-32-9 |1 2-dihydroacenaphthylene 5 . MM

203-96-

E

S,

F
073 62092 |DSSTOX 23846 o acenaphthylens 5 1 II I‘

30560- . e

074 6293 |DSSTON 23547 191 0 S-dimethyl acetylamidaothiophosphate = MM II I‘
7075 |2 |DSSTOX 23848 [75-07-0 |acetaldehyde sl mwv S B
076 5294 |DSSTOX 23849 34256- 2—|:hlnr|:|—N—[ethn}{yme?hylj—N—Q—ethyl—E— s M
e 82-1 methylphenyliacetamide
077 1445 |DSSTOX_23850|67-64-1 |acetone N N | B
078 |9 |DSSTOX 23851 |75-05-8 |acetonitrile sl wmwv| IS B
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Status of Data for Aniline

The Carcinogenic Potency Pr
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Compound Summary:

Protein Structu
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I substances: ©

| PubC

) |2',3,5fefrachilorobiph |~ PCB 153- 2,24

Wiarammsfias el Efiecin Uther

tion

DS
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=y Rl

=iy similar Compounds:

Eagan
“fou sre hars: LB

DSSTox

sompounds:
. 1 Compounds:

.
' 4

o, | Btructure Search

U.S. Environmental Protection Agency
Distributed Structure-Searchable Toxicity (DS5Tox)
Public Database Network

Search: © Al ERe & This Area
Biptributad Structura-Sasrchabls Toxicty

DSSTox

ACToR: Aggregated Computational Toxicolog

Search:  all EPa & This area G
5 = Baardh Rt

LPA Homs
[DF5Tox) Public Database

Search Results

Siarch Term: NAMES : EXACT

airianus

DSSTox SDF
Files &

U.5. Environmental Protection Agency
Resource
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w
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Documentati
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213018 61949-76-5
chrysene cis-permethrin

333415 .
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Mote: This search capabkility is under construction. Forthe "Standard Binassay"
anly the pathology for the rodent studies stored in the Toxicoloogy Data
Mote: This search includes synanyms, but the search results will display the  Management System (TOME) since about 1983 is searchabkle. Mare than 200
primary chemical name, the CAS number and the syhonytm name. For studies are loaded into the database far searching and we continue to add to
additional help, press the "Help" buttan in the top menu bar. this set as time permits. The search looks for significant changes based on
the poly-3 test but the statistics for the Life Table test and Logistic Redression
are also included with the results.
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Test Substance - Carcinogenicity

(108-90-7) Benzene.
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Test Substance:
Test Substance
Purity / Composition
and Other Test
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Category Chemical
Result Type:

Route of
Administration:

Type of Exposure:
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Mammalian Strain:
Gender:

Number of Animals
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Year Study
Performed:

Method / Guideline
Followed:

Transport Between Environ

Biodegradation{13)

Fate Other
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MTD Indicator:
Neoplastic Effect:
Male Survival Rate:
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Total Survival Rate:

Clinical
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Carcinogenic
Effect:

Results Remarks:

Test Results - Carcinogenicity

hepatic nodules

Ho clinical =ign= of toxicity were obs=erwved.

Equivocal

Throughout the study. mean body weights of treated
males were similar to controls. During the second vear
of the study. mean body weight=s of females were
greater than controls. Ho clinical =igns of toxicity
were observed. Pozitiwve titers of Kilham Eat Virus
were detected at 24 month=s. The =ignificance of this
finding on the outcome of the =tudy i= unknown.

The surwviwval rate of high dose males was =significantly
le== than that of wvehicle controls (4150 w=. 49-50 at
78 wesk=s and 2650 v= 3960 at 103 wesk=; p = 0.033)
but not untreated controls (4850 at 78 wesks and
34-50 at 103 weeks). The significance of these data 1=
questionable., =ince there was no pathological evidence
of marked toxic lesions or emaciation in these
animnals.

An apparent increase in the incidence of
hepatocellular necrosis was obszerved in treated
animals. However., a blind review of all liver sections
failed to detect an increa=e in this lesion in treated
animal=s. Both pathologists generally graded the
necrotic lesion= as= minimal to mild in sewverity.
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Human Exposure and Atmospheric S¢ A Pilot Study of
Recent Additions | Contact Us Search: T Al EPA & This Area |_ Children’s Total EKpﬂSlll’E

“ou are here: EPA Horme # R0 ®» Exposure Research #» Hurman Exposurs

EPA Study Measures the Levels of Cammionly Used Chemicals in Homes a tﬂ P'E]_‘Sistent PEStiCidES ﬂnﬂ.

] ] Other Persistent Organic
HERSBHome Protecting Children's Health: an Pollutants (CTEPP)

Levels of Commonly Used Chem

Basic Information Ca re CE nte rs
Identifying Air Pollution

SN REEE G Feyw studies have heen conducted that examine the ways in whic MEK. Morgan L.S. Sheldon. and C.W. Croghan.
Risk everyday situations, such as when using comrmon pesticides [ bu U5. Environmental Protection Agency
e ey 2ck of understanding is particularly true for young children, who Research Triangle Park, NC
Susceptible adults or older children— because they often put things in their m J.C. Chuang. R.A. Lordo, N.K. Wilson. C. Lyu,

Subpopulations known as CTEPP, is a major step forward in filling that knowledge M BIjJ:_Il'C[ﬂBﬂ: N I'-rflﬂrse, Y L. Chou,
Cumulative Risk The Study and 5.M. Gordon. Battelle, Columbus, Ohio
Regulatory Support The Children's Total Exposure to Persistent Pesticides and Cther | . _
Applications designed to determine what commonly used chemicals are found Volume [: Final Report
P — in these erjwrurjmentz en_n:n:nuntered 1_:h|:|59 cherr!malz in the COLrse
Tasks sought to identify the major routes (i.e., breathing and ingestion)
through which children can become in contact with chemicals.
Completed Research Contract Number 68-D-99-011
RIEIESIE It s impartant to note that CTEPE was an observation measli Task Order 0002
Rvailable introduced into the homes o daycare cenders and participants
Products/Tools while we colfected samples and other tvpes of information (e,
Publications Task Order Project Officer

To accomplish the goals outlined above, the CTEPP study measurs
to 5 years) and their primary adult caregivers to more than 50 diff
in their everyday environments, The participants were from home
six Ohio (OH) counties, Monitaring of each participant was perform]
center, where samples of food, drinking water, air, urine, dust, so
were collected and analyzed,

Marsha K. Morgan

U5, Environmental Protection Agency
Mational Exposure Eesearch Laboratory
Research Triangle Park, North Carolina

Summary Results of the Study Office of Research and Development

Fesults of the CTEPP study indicate that low levels of many chemi National Exposure E‘E‘r’fth Labpr:-_ltprj-'
Chemicals found at these locations include pesticides, polyoyclic a Human Exposure and Atmospheric SPIEDCE"’ Drvision
(PCBs), phthalates, and phenols, The most frequently detected cH Research Triangle Park. NC
home, products found in the home, or from common processes su




Table 9.3.3

Median Levels of 26 Target Pollutants in OH Multimedia Samples Collected
from Home Fnvironments®

PollutantAdeta]

Table 9.3.5.

Environmental and Food Samples: Estimated Ratios of Geometric Mean

Pollutant Levels Between Urban and Rural, Low-Income and Middle/High-
Income, and Home and Day Care Environments, When These Ratios Were
Significantlv Different from One at the 0.05 Level®

Chlorpyrifios

Diazinon
3.54-TCP

alpha-Chiordane

Pollutant/Aletab

Table 2.5.1

Median Values of Estimated Potential Exposure and Potential Absorbed
Dose for Target Pollutants in Participating NC Preschool Children, by
Exposure Route
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Table 9.5.5 Suommary of Aggregate Potential Exposure and Aggregate Potential

Absorbed Dose Estimates for Eight Pollutants in NC Study Participants®

Benzylbutylphthal

Lti-n-burylphthalag

Cyfhathrim

Bisphenol-A
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Metabolite Type of Measure N |Detected | Mean | 5D. | Mean | 25 | S | oM | 05% | Maz
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Children — Agzrezate Evposure® | 109 | 100 [ 352 [ son | 174 [ 7ee [ 132 | 2es | n1so | 7m0
Chlorpyrfos
Table 9.5.9  Estimated Ratios Between Selected Strata of Geometric Mean Potential
Exposure and Potential Absorbed Dose Estimates in Participating NC and
OH Children, When These Ratios Were Significantly Different from One at
Diazinon the 0.05 Level® (cont.)
Estimated Eatio of Geometric Means
(When Significantly Different from 1 at the 0.05 Level)
156-TCP North Carolina Ohio
Urban Low- vs. Urban Low- vs.
Pollutant/ ExposureDoze Parameter 5. Mid High- |Day Care V5. Aid 'High- | Day Care
Metabalite and Pathway Eural Income |vi. Home || Buaral Income | ws. Home
Exposure/Inhalation 2450
cis- P i Exposure/Dietary Ingestion 207
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14D
PAH:
) Exposure/ Indiract Ingestion EN-DAL 0434 320%
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Next steps:

Begin to think about indexing of exposure-related
information by chemical structure:

+ What exposure-related information and
resources can be linked to chemical structure?

« What modifications to existing exposure-related
database resources are required?

+ How can exposure-related content be
systematized into a relational database
environment?

+ What would the world of Exposure-informatics
look like?
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