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Structure Searching Across 9 Diverse
Toxicity Databases:

Multiple Databases Search Result

CPDEBEAS_vab 1481_104pr2006.C...
DEPCAN_wab_209_104pr2006.CF...
EFAFHM_vab_B17_104pr2006.CF...
FDAMDD _wzZb_1217_10Apr2006.C...
HFYCS]_w1a_3548_10Apr2006.C...
IRISSI_w1a_544 104pr2006.CF...
MCTRER_w3b_232_10Apr2006.CF...
MTPESI_w1a_2415 10Apr2006.C...
MTPHTS_v1a_1408_104pr2006.c...

Ra— O — = OO ==

— Query
Chermical Structure

OpenD

Merge All.
— Exact match search

NH- Lead-. | for Acrylamide:

3 L Result: 6 hits
HE(_,.-’ \\ \""\-.\ J ok

O
X Cancel

[ Show atoms Murmbering ? Help




Generalized Sub-Structure Searching Across
9 Diverse Toxicity Databases:

Multiple Databases Search Result

CPOBAS_w3b_1481_104pr2006.C... 1431 153

DEPCAM w3b 203 104Apr2006.CF. .. 203 2
EPAFHM_w3b_B17_104pr2006.CF... B17 a1

FOAMDD _v2b_1217_104pr2006.C... 1217 308
HFWCSI_v1a_3548 10&pr2006.C... 25483 &
IRISS] w1a 544 10Apr2006.CF.. 544 35

NCTRER_w3b 232 108pr2006.CF... 2 7
NTPES| wla 2415 104pr2006.C.. F 154
NTPHTS wl1a_ 1408 10Apr2006.c... 1408 749

B Cluermy

dpen DY Result:

Merge All... 836 h |tS

Load...

Save...

Any atom v K
attached by X Cancel
single or
double bond

o Akorns Mumbering ? Help




Generalized Sub-Structure Searching Across 9 Diverse
Toxicity Databases:
15/35 Hits in IRIS containing acrylamide-like moiety
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Acetochlar Actylamide Alachlor Daminozide Bertazon
34256-82-1 Ta-05-1 1597 2-60-3 1596-84-5 25057-89-0
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Caprolactam Captafaol Carboxin
105-E0-2 2425061 133-06-2 5234-68-4
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Diflubenzuron Dimethoste Dipkenarmid Flutalamil M- Trichlorometyhicphthal
35367-38-5 E0-51-5 O57-51-7 EBE332-06-5 133-07-3




Relational Biological Content Searching:
Carcinogenic Potency Database — All Species (CPDBAS_1547)

Rat target sites

Mouse target site

Chemical name

CAS

lals

Femals Mals

11-Aminoundscanoic acid

2432-99-7

liv ubl

d-Amphetamine sulfate

Gi0-13-9

Ampicillin trihydrate

T177-48-2

a

Anilazine

101-05-3

Anilime HCI

143-04-1

per spl vsc

a-Anisidine. HC

134-29-2

p-Anisidine HCI

20263-97-8

kid thy ubl
a

Anthranilic acid

113-92-3

Aroclor 1254

11097-69-1

LAscorbic acid '

a0-81-7

Azpirin, phenacetin, and caffeins '

8003-03-0

S-Azacytidine

J20-67-2

-/ Convert tabular data to

Azide, sodium '

26629-22-8

\

Azinphosmethyl

86-20-0

-\

Azobenzens

103-33-3

AZT

30516-87-1

spl "\

Barium chloride dihydrate

10326-27-9

Benzaldehyde

100-52-7

]
Benzens

71-43-2

SIY OIc 4

Benzofuran

271-89-6

Benzoin

119-53-9

1 HBenzotriazole

95-14-7

Benzyl acetate '

140114

Benzyl alcohol

100-31-6

structured data model:
» Pure text & numeric fields
» No abbreviations

» Chemical-structures

» Activity-related fields

» Standardized entries

a-Benzyl-p-chlorophenol

120-321

[

2-Biphenylamine.HCI

2185-92-4

a VEC

2, 2-Bis(bromomethyl}-1,3-pro-
panediol, technical grade '

3296-90-0

ezo ezy hmao lgi
lun mgl orc per
ski ami sto sub
tes thy ubl

ez0 mgl orc thy

hag kid lun hag lun zki sub




Relational Biological Content Searching:

Carcinogenic Potency Database — All Species (CPDBAS_1547)

Salmo—

Rat target sites

Mouse target sites

Chemical name CAS nella Mals | Femals Mals [ Fema
11-Aminoundecanoic acid 2432997 - |[livubl | - [ - | -
di-Amphetamine sulfate G0-13-8] - ' ' '
Ampicillin trihydrate TI77-48-2] - Mutagenicity_SAL_CPDB
Anilazine 101-05-3 - TD50_Rat_m g
Aniline. HC] 182:04-1] - TD50_Rat_mmol
gt STRUCTURE TD50_Rat_Note
Anthraniliy DSSTox_RID TargetSites_Rat_Male, Female, Both Sexes
Aroclor 121 DSSTox_CID TD50_Mouse_mg
Lascorbic| DSSTox_Generic_SID TD50_Mouse_mmol
Aspirin, ph DSSTox_FilelD TD50_ Mouse_Note
>-Azacytidi STRUCTURE_Formula TargetSites_Mouse_Male, Female, Both Sexes
Azide. 500 STRUCTURE_MolecularWeight ~ TD50_Hamster_mg
M:}“;;j: STRUCTURE_ChemicalType TD50_Hamster_mmol
A7T STRUCTURE_TestedForm TD50_Hamster_Note
Barium chi _DefinedOrganic TargetSites_Hamster_Male, Female, Both Sexes
Benzaldehi STRUCTURE_Shown TD50_Dog_mg
Benzene | TestSubstance ChemicalName TargetSites_Dog
Berzoural TestSubstance  CASRN TD50_Rhesus_mg
Benzoin | 1estSubstance_Description TargetSites_Rhesus
1HBenzoti ChemicalNote TD50_Cynomolgus_mg
Benzyl ac STRUCTURE_ChemicalName TargetSites_Cynomolgus
Benzyl alc _IUPAC TD50_Dog_Rhesus_Cynomolgus_Note
o-Benzyl-h STRUCTURE_SMILES ActivityCategory_SingleCellCall
ﬁ'g'gi':zf; STRUCTURE_Parent_ SMILES  ActivityCategory_MultiCellCall
’pﬂnedml STRUCTURE_InChl ActivityCategory_MultiCellCall_Details
StudyType ToxicityNote
Endpoint NTP_TechnicalReport
Species Website URL

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. 7



Relational Biological Content Searching:
Carcinogenic Potency Database — All Species (CPDBAS_1547)

Database View Record Search Lists Options ACD/Labs Help

S| o[ [S@ aummr, o %P [H|@E|0 Y #([ERE S (NH SR
B EE] 0 o [AlEM|

Search database for all compounds satisfying dual condition:
FieldName=TargetSites Rat Male, Value=thyroid
- . FieldName=TargetSites_Mouse Male, Value=liver

FiW: 84.0800
DSSTox_RID: 20076
DSSTex CID: 76 Seandiliohy

T
[DS5Tox_Generic SID: 200 Data Mamefs): Condition: Walue:

pSSTox_FilelD: 77 _CEDBA _H“ j ITargetSites_Hat_Male j _| IEDntains Wnrdj Ith_'r'fﬂid

j ITargetSites_MDuse_Male j _| IEDntains Wnrdj Iliver

STRUCTURE Formula: C2H4
| a|fanp
STRUCTURE MolecularWeig
STRUCIURE Chemicallype:
STRUCTURE_TestedForm De | [ Case Sensitive

SIREUCIURE_Shown: tested

TestSubatance Chemicall Mare | Leszs | Quermy...
TestSubstance CASEN: &l-—==

TestSubstance Deacription: single chemical compound




@& ACD/ChemFolder: Database Window - [C:\USERS\ANN\DOCUMENTS\DS...D\CPDBAS_VS\CPDBAS_V5B\CPDBAS_V5B_ [
Database View Record Search Lists Options ACD/fLabs Help

AT - i T ==3 = Rl
S| oo (S| aaarr b, &% F (@GS #|ERES MY SHxeREE|QQ
1 (ID:77) {2 oo:103y 1|3 (o830 1|4 (D:887) 1|5 g1y [I|s (019
H .
N Cl Cl N N
ST = / H,C v ‘
Hjh— Cl S HD D )
2 \\\\ Yo B BN T i}
. _NH N
N N H—1 H—O
Cl Cl H
H
J-Aminotriazole Aroclor 1254 Ethvlene thiourea Ghycidol 4 4-Methvlenedianiline.2HCI 2-Methylimidazole
thyroid gland thyroid gland thyroid gland ear Zymbals gland; large intesti | liver; thyroid gland thyroid gland
liver liver liver; pituttary gland; thyroid gla | harderian gland; liver; lung; ki | adrenal gland; liver; thyroid gla | lver; thyvroid gland
inactive inactive active active active inactive
7 (ID:1144) [ & (Io:1307) (1| @ (ID:1378) CI {10 (ID:1407) O gy ———0O
M
. - N
o — l L | 1;;:\'_C>_5
0 | =0 |0 | ™0 || A
BN T = - C i T
Q - ; w || 877 TN 0
', H
4 &-Oxydianiline p-Resaniline. HCI 2,3,7 &-Tetrachlorodibenzo-p-d | 4,4'-Thiedianiline Thiouracil
liver; thyroid gland ear Zymbals gland; liver; =kin; |oral cavity; thyroid gland ear Zymbals gland; large intesti | thyroid g
harderian gland; liver liver liver liver; thyroid gland liver
active /\ active inactive active

estSubstance ChemicalNam
e
TargetSites_Rat_Male
TargetSites_Mouse Male
almonella Mutagenici

Search Results: 9 hits / 1547 total
TargetSites Rat_Male =thyroid
& TargetSites Mouse Male = liver




@& ACD/ChemFolder: Database Window - [C:\USERS\ANN\DOCUMENTS\DS...D\CPDBAS_VS\CPDBAS_V5B\CPDBAS_V5B_ [
Database View Record Search Lists Options ACD/fLabs Help

AT - i T ==3 = Rl
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. _NH N
N N- E— B
Cl Cl 'E{
L5
J-Aminotriazole Aroclor 1254 Ethvlene thiourea Ghycidol 4 4-Methvlenedianiline.2HCI 2-Methylimidazole
thyroid gland thyroid gland thyroid gland ear Zymbals gland; large intesti | liver; thyroid gland thyroid gland
liver liver liver; pituttary gland; thyroid gla | harderian gland; liver; lung; ki | adrenal gland; liver; thyroid gla | lver; thyvroid gland
inactive inactive active active active inactive
7 (ID:1144) 1] 8 (io:1307) (1|9 (D:1378) C1]10 (D:1407) 11 og1y————[]
HN™ ™%
n
O ,-f"’L T
. 57 TN 0
I_T
4 4-0xydianiline p-Rosaniling. HCI 23,7 &-Tetrachloredibenzo-p-d | 4,4'-Thiodianiline Thiouracil
liver; thyroid gland ear Zymbals gland; liver; =kin; |oral cavity; thyroid gland ear Zymbals gland; large intesti | thyroid g
harderian gland; liver liver liver liver; thyroid gland liver
active /\ active inactive active

estSubstance ChemicalNam
e
TargetSites_Rat_Male
TargetSites_Mouse Male
almonella Mutagenici

Search Results: 9 hits / 1547 total
TargetSites Rat_Male =thyroid
& TargetSites Mouse Male = liver




Relational & Structure-Analog
Searching Requirements:

+ Standardization
+ Chemical Structure Indexing

« Internet Linkages




Part |l.
The Problem




Environmental Chemicals:

Toxicity Assessment Data Gaps

Pesticides and Ingredients - 3350

Cosmetic Ingredients - 3410

Drugs and Excipients - 1815

Food Additives - 8627

Chemicals (> 1M Ib/yr) - 12860

Chemicals (< 1M Ib/yr) - 3911

Chemicals (unknown) - 752

Estimated Mean Percent in Selected Universe

Strategies for Closing the Chemical Data Gap

by John S. Applegate and Katherine Baer

A Center for Progressive Reform Publication

April 2006

Complete Hazard Assessment Possible

Minimal Information Available

No Toxicity Information Available

Partial Hazard Assessment Possible

Some Toxicity Information Available




Chemical

|
m n A B. Hancock Jr. Memorial Laboratory for Cancer Rezearch
— Deparmments of Biockemiztvy, Chemiztry, and Pharmacolog
Vanderbilt Institute of Chemical Biolog
Center in Mplecular Toxicolog
TULY 2007 Vanderbils-Ingram Cancer Center

VOLUME 20, NUMBER 7 Fanderbilt University School of Medicine
Nashville, Tenneszee 37232

Aaron T. Jacobs and Lawrence J. Mamett®

O Comeright 2007 by rhe American Chemical Seciety

) ) TXT001564
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 renerate & 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.”

14




Address :ﬁjhtl:p:Il',l'www.epa.gw,l'envirn.l' i

Envirofacts Data Warehouse

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

EP& Home = Envircfacts

Envirofacts Master
Chemical Integrator
(EMCI)

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 http:dfweeewr epa. gowtriftridatatri0ddindesx. htm

Data Update Select Quick Start to retrieve a sampling of information available pertaining to your area, or choose a
Technical User Topic for more in-depth questions and answers about your area. If you are an experienced user, select
Advanced Capabilities.

Site Map

contact s Envirofacts Master Chemical Integrator (EMCI) _

Recert Additions | Cortact Us | Print Version  EF Search: (GO
ERA Home = Envirofacts = EMCI = Quetry Form

@ Query Form
Search the EMCI Database

EmCT

Quick Start!

The Chemical Query Farm allows you to abtain the acranyms, chemical identification numbers, and chemical names reported by the
Erwvirofacts databases (AFS, 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 components.
GO

User's Guide
Customer Satisfaction

Chemical Selection

You may enter one or more name fragments under the Chemical Mame search option, separated by a space. If you enter more than one name
fragment, the "Containing” Radio Button has to be selected. All chemical names in the EMCI are searched concurrently, including CAS index

names, commaon 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: | Chemical Name j

= dme
Chernical Abstracts Service Registry Mumber

% Beginning YWith © Exact Match ¢ Caontaining

Search I Clearl 15

Chemical Option Value:




Structures

Green Chemistry

Chemical Names
CAS Registry Nos.

TSCA Substance Registry List

Drinking
Water
Contaminants

Pesticide
Actives

Pesticide
Other
Ingredients

%
©
c
©
1%
c
©
O
S
L

S

D
<
O
1%
<
ol
L

Ecotox, Aster, Teratox

Toxico-
genomics




Chemical
structures

Chemical Names
CAS Registry Nos.
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EPA’'s Chemical Data Islands




Chemical
structures

: Chemical Names
: CAS Registry Nos.
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EPA’'s Chemical Data Islands
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Chemical Structure-Indexing




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
(D

Fecent Additions | Contact s

Wou are here: EPA Home ® Com
Database Metwork

DSSTox

Data stanc

Chemical structure-annotation
ards & integration

—/

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 R |
@ 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

Chemical

Toxicity Data
Structures EAT—

DSSTox SDF Files

Standardized
Docurnerted
Struclure-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




NAMEID

Wersion
#records
date

Expanded D3STox Data File Title & Description

whb
1547
10Feb2003

Carcinocgenic Potency Database Summary Tables - All Species: Tumaor target site incidence, TDS0 potencies, summary activity calls for rat,
mouse, hamster, dog, and/or non-human primate; data reviewed and compiled from literature and NTP studies.

DEFCAN

wdb
209
15Feb2008

EPA Water Disinfection By-Products with Carcinogenicity Estimates Database: Carcinogenicity estimates (high, moderate, low concem) by
EPA experts using 8 mechanism-based analog SAR approach on a set of 209 water disinfection by-products, mostly small halogenated ocrganics.

EPAFHM

wdb
617
15Feb2008

EPA Fathead Minnow Acute Toxicity Database: Acute toxicities of 817 chemicals tested in common assay, with mode-of-action assessments and
confirmatory measures.

FOA MDD

L)

w3b
1216
15Feb2008

FO:A Center for Drug Evaluation & Research - Maximum [{Recommended) Daily Dose Database: Maximum (recommended) daily dose (MRDID)
values for 1218 pharmaceuticals in mg/kg-body weight {bwi'day, converted to mmol and normalized to dataset; MRDD values extracted from
public literature sources.

w2c
3548
15Feb2003

EPA High Production Volume Challenge Program Structure-lndes File: Compiled structures for three chemical lists provided on EPA HPW
Challenge Program website; each record includes reference index to dated list.

wib
1006
15Feb2003

EPA High Production Volume Information System (HPW-15) Data Structure-Index Locator File: Compiled structures for the chemical inventory of
the on-line EPA HPV-IS with chemical-specific URLs linking to HPY-|I5 data pages containing chemical properties, fate properties and toxicity
data.

vk
Hdd
15Feb2008

EPA Integrated Risk Information System (IRI5) Toxicity Rewview Data File: Compiled structures for EPA IRIS website with chemical-specific UR
linking to risk assessment summary data pages for 544 chemical substances.

wdb
232
15Feb2008

FO:A Mational Center for Toxicological Research (NCTH) - Estrogen Receptor Binding Database: Estrogen receptor relative binding affinities
tested in &8 commen in vitro assay for 232 chemicals, listed with chemical dass-based structure-activity features.

NTPB S|

L)

w2b
2253
16Feb2003

National Toxicology Program (MNTP} Cn-line Chemical Bicassay Database Structure-Index Locator File: Compiled structures for the NTP Cn-ling
Database with chemical-specific URLs linking to NTP study summary pages; file includes fields for each of 4 main bicassay study areas with
indicator values specifying presence or absence of study data for the chemical substance record.

NTPHTS

w2b
1408
15Feb2008

MNational Toxicology Program (HTP) High-Throughput Screening Project Structure-Index File: Compiled structures for set of 1408 NTP chemical
substances provided to the NIH Chemical Genomics Center for HTS bicassay testing and to PubChem {PubkChem_CIDs and PubChem_5I0s
included in NTPHTS_v2a file); MCGC HTS bicassay data are being deposited into PubChem and can be retrieved with these PubChem chemical
CID and 510 record listings.

TOXC ST

wv2b
320
08Feb2008

Research Chemical Inwventory for EPA's ToxCastm Program Structure-Index File: Compiled structures for 320 chemical substances that are
candidates for Phase | High-Throughput sareening (HT'S) within the EPA ToxCastta program. File will be updated with links to PubChem CIDs and
SIDs for retrieving assay data, and with updates to chemical inwentory as Program moves to Phase || and beyond.




Eecernt Additions | Contact Us | Prict Version  Search: I m

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

About DSSTox SDF Download Page:

Work in Progress
IS
Structure Data Files IRISTR: EPA Integrated Risk Information System (IRIS) Toxicity Review Data

: | Database File
Central Field Definition
Table |
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

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

» SDF Download Tah TS Description File Size

@ Acknowledgerments, DSH

Documentation Files

New Users: For general infarm

and their use in Chemical Relation), o b IRISTR. LogFile 28Jul2007 pf (FDF, 4 pp.) I8KA

Description: The following desField Definition File IRISTR_FieldDetFile 28Jul2007 pdf (POF, 8 pp.) T5KE

EFA's Integrated Risk Infor IRISTRE_FieldDetFile 25Jul2007 doc 204KB
Natlnn_al Center_fnr Erviront Data Files: [RISTR

found in the enviranment. IR
substances for use in risk 4SDF Structure Data File IRISTR wi1a 544 28Jul2007 =df
training in toxicology, but

| | -+ .
following categaries: D Vel e RISTR via 544 28Ju2007 nostructures xis A0
(no structures) 1.1 mB
s Oral reference doses|s Structures Table RISTR wla 544 2BJul2007 structures pf (PDF, 11pp., 1.5MB)

» Hazard identification,
File Emor Report

Format




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 24
« 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

25



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




Part IV.

Data Linkages




About DS5Tox

Work in Progress

Frequent Questions
Structure Data Files

Central Field Definition
Table

Apps, Tools & More
D% STox Community
Site Map

Glossary of Terms

Help

Distributed Structure-Searchable Toxicity (DSSTox) Public (8 Boolemack

Database Network

Recent Additions | Contact Us Search: T All EPA % This Area|

You are here: EPA Home » Computational Toxicology Research » Distributed Structure-Searchable Toxicity (DS5Tox) Public Database MNetwork

DSSTox

Distributed Structure-Searchable Toxicity (D33Tox) Database
Networkis a project of ERA's Mational Center for Computational Toxicology, helping to
kuild a public data foundation for improved structure-activity and predictive toxicalogy
capabilities. The DS3Tox website praovides a public forum for publishing downloadable,
structure-searchable, standardized chemical structure files associated with toxicity data.

More=

D55Tox Structure-Browser information Page

EPA DSSTox

Structure-Browser

T 29 April 2008 - .
@ Minor Q4 revisions to TOXCET and CPOBAS.
T 24 April 2008 - .

@ NTPBSI Mational Toxicology Program Bicassay On-line Database Structure-Index
Laocator File ** Updared ro v3a

@ All current DS35Tox Data File substance inventories are now available in PukChem, with
explicit D35Tox bioassay summary data provided for main data files {see listing below).

Nore: Updated instructions and FubChem_SID td files for use in searching and retrieving
PubChem data for DS35Tox substances will soon be pasted on this wehsite (est. May
2008).
N 25 February 2008

**File Updates and Enhancements:

@ Addition of new DSSTD-X Standard Chemical Field to all files: STRUCTURE InChikey

@ Additional QA review, structure/CAS madifications, elimination of akbreviations in field
entries, etc.

Chemical

Structures

Toxicity Data

L +

DSSTox SDF Files

Standzrdized
Documented
Siructure-Searchabie
Application-independent

@ DESTox Graphic Flowchart
@ DE=Tox Project Goals
@ D55Tox Publications

D55Tox Data Files: Details=

CPOBAS wic 1547 23Apr2008°revise
DEPCAN wdb 209 15Feb2003
EPAFHM wdb 617 15Feb2008
FOAMDD w3k 1216 15Feb2008
HPVCS| wv2c 3548 15Feb2008
HPVISD wi1b 1006 15Feb2008
IRISTR w1k 544 15Feb2008

HCTRER w4k 232 15Feb2008

HTPBS| w3a 2303 24Apr2008 “update
HTPHTS wi1b 1408 15Jul2008
TOXCST wv2c 320 29Apr2008 ‘revise

=Cther [non-DE5Tox) Data Files




%EPA DSSTO}{ [ Search ] [ File Incidences ] ?Hel

Structure- Browser v1.05

D55Tox Chemical Text Search Data Files to Search ? D S ST
OX
Choose search: Enter search text: @+ All DSSTox Files
Autodetect =] | 2 C Selected DSSTox Files | Structure
Auto-detect .
Chemical Mame Clear | Search | I CPDBAS_v5c Browser
‘CAS RN
InChl W DBPCAN vib
Formula Search by
M EPAFHM b
: Name
D55Tox Chemical Structure Search EPA Fathead Minnow Acute Taxicity (617 records)
E . . _v3h CAS
nter SMILES string:
| 2 Search Options |5 e M HPVCS| e SMILES
Freview below | Clear | Search | ¥ Exact match - r InChl
W Substructure ¥ HREVISD_v1b Structure
Or draw a molecule or substructure using the JME editor: W Similarity
M IRISTR_vih
@ CLF [MEW| DEL DR +- upno JME ~ | Threshold: I 802 Link-outs:
=8 ==~ A O0SOO0 1= W NCTRER_ b PubChem.
C 5
T M NTPBSI_v3a ChemSpider
o M NTPHTS_v2b Lazar
ACToR
— Clear W TOXCST v2c
5] N : .
a NH?@ [seach] Link-ins:
[Bd — ﬁ Click UL
0 IRIS
] HPV-IS
X | http://www.epa.gov/dsstox_structurebrowser/ | CPDB
JWIE Malecular Editor@, Movartis Phamma AG Report Difficulties




&'EPA DSETOK [ Search ] ( File Incidences ]

Structure- Browser v1.05

Search Results Summary for D55Tox Substances - File Breakdown Incidences

Query Results Type i Display

Structure:

Exact matches Details

2_@ Substructures Details External Resources
HH  —— "
Similarity = 76.1% Details Pubilhem EPAACToR

?— Cl |Ck ﬁ:ﬁchemSpider in i’i'.iljgg';crx

DSSTox File ? Total#Records Exact matches Substructures  Similarity = 76.1%
CPDBAS vhc 16547
DBPCAM vib 209
EPAFHM wdb 617
FDAMDD _v3b 1216
HPYVCSI vZ2c 3548
HPVISD vib 1006
IRISTR_v1h 544
NCTRER wdb 232
MNTPBSI v3a 2303
MNTPHTS vZb 1408
TOXCST vic 320

Total Unique Substance Hits

Total Substance Hits - All Files

?




1G?'EPA- DSSTox ( Search File Incidences Search Details ] 7Help

Structure- Browser v1.05

Query Results Type Display |Chunse Fnrmatj Save
Structure: ?

. Print
Exact matches 1 Details

Substructures 1129 Details
Similarity = 76.1% 11 Details PubiJhem EPA ACToR

. Lazar
; Y{ChemSpider ;, LAZAR

DSE‘:T » Click 58 fo submit displayed structure for structure search.
0X :

Substance Similarity Structure Substance Substance Details
D Score™ Match Name CASRN Description iData Files)

inale chemical | CTOEAS  EFAFHM
single chemical o .  Se1s

compound hTFF\y/ NTPHTS

NHZ 2 ;
94.1 Aniline_HCI 142.04-1 | Single chemical | oo, o rpag
compound

Aniline

single chemical
compound

8941 NHz“j p-Phenylenediamine 106-50-3




IRISTR: Output Options
EPA Integrated Risk Information System (IRIS) Structure- IW Save |

Index Locator File (544 records) P

IRISTR_vib_544_15Feb2008 M

IRISTR Source Webhsite

PubfJhem EPA ACToR

View IRIS Chemical Substance Data Page

\ :E:ﬁ(Ch emSpider |y Sifico tox

DSSTox_RID
DS5Tox_Generic_SID

2z Click

TestSubstance_ChemicalName Aniline

TestSubstance_CASRN
TestSubstance Description
STRUCTURE_Shown
StudyType

Endpoint

Species

Oral_RfD_Assessed
Oral_RfD_CriticalEffects
Inhalation_RfC_Assessed
Inhalation_RfC_CriticalEffects
Inhalation_RfC_mg_per_m3
Inhalation_RfC_mmeol_per_m3

Inhalation_RfC_Notes

Inhalation_RfC_Confidence

62-53-3

single chemical compound

tested chemical

Human Health Exposure Toxicity Review for Risk Assessment
cancer, acute; short-term; sub-chronic; chronic; developmental
rodent; human: dog: rabhit

0

Mot assessed under the IRIS program.

1

mild spleen toxicity

0.001 mg/m3

1.07380820711613E-02 mmol/m3

MNOAEL (Mo observed adverse effect level) HEC {Human Equivalent
Concentration): 3.4 mg/m3
Low

WtOfEvidence_Cancer_Assessed 1

WtOfEvidence Cancer Concern Medium

WtOfEvidence_1986GuidelineCategories

WtOfEvidence_Cancer_Narrative

B2: Probable human carcinogen - based on sufficient evidence of
carcinogenicity in animals

Induction of tumors of the spleen and the body cavty in two strains of
rat; and some supporting genetic toxicological evidence.

DrinkingWater_OralSlope_Assessed 1

DrinkingWater_PrecursorEffect TumorType

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

DrinkingWater_OralSlopeFactor_mg_per_kg_day 0.0057 mg/kg-bw/day

DrinkingWater OralSlopeFactor_mmel_per kg _day 6.12070673056192E-05 mmol/kg-bw/day
DrinkingWater_ExtrapolationlMethed_Hotes Linearized multistage procedure; extra risk; units per mg/kg-day
DrinkingWater_UnitRisk_microg_per L 0.00000016 microg/L
DrinkingWater_UnitRisk_micromol_per L 1.7180931313858E-09 micromol/L

DrinkingWater_StudyRoute
Inhalation_UnitRisk_Assessed

oral; diet
0

Inhalation_PrecurserEffect_TumorType Mot assessed under the IRIS program.

TotalAssessments

3




U.S. ENVIRONMENTAL PROTECTION AGENCY
Integrated Risk Information System (IRIS) ) Bookmark

Recent Additions | Contact Us Search: © All EPA & IRIS Gnl

Y¥ou are here: EPA Home » Research & Development » MCEA » IRIS Home » Integrated Risk Information System (IRIS)

IRIS (Integrated Risk Information System) is a compilation of electronic reports on
IRIS Home specific substances found in the environment and their potential to cause human

Basic Information health effects. IRIS was initially developed for EPA staff in response to a growing

demand for consistent information on substances for use in risk assessments, @
IRIS Process decision-making and regulatory activities. The information in IRIS is intended for those I
AtoZ List of IRIS without extensive training in toxicology, but with some knowledge of health sciences. (= IRIS Summaries/Toxicological

Reviews
¢~ Entire IRIS Website

Substances

Advanced Search )
* An overview of the web site List of IRIS Substances >>
Compare IRIS Values + What is IRIS?

IRIS Guidance * How does EPA decide which substances to add or update?

Ask Peter

“ I'm Peter, the
U.5. ENVIRONMENTAL PROTECTION AGENCY

ntegrated Risk Information System (IRIS) i 2oslmark

Recent Additions | Contack Us Search: © all EPA @ [RIS GDl
You are here: EPA Home » Ressarch & Development » NCEA » IRIS Home » Aniline Quickview (CASRN 62-53-3)

LRI EzT B More frequent guestions ==

IRIS Track

Site Help & Tools Using the IRIS Database

Site Overview
* IRIS Process (2008 Upd]

IRIS Glossary .
Fregquent Questions * Advanced Search in IRIS
* Compare IRIS Values

Tools & Databases
Related Links Download IRIS o Aniline Quickview (CASRN 62-53-3)

Basic Information

Aniline Source Documents

IRIS Process Health assessment information on a chemical substance is included in IRIS enly after a
comprehensive review of toxicity data by U.S. EPA health scientists from several Program . ne Summary
Ato Z List of IRIS Offices, Regicnal Cffices, and the Office of Research and Development.

Substances

The fO”OWII"Ig documents are ne Disclaimer: This Quick\iew represents a snapshot of key information. We suggest that you Revision History

review at this time: (Advanced Search read the IRIS Summary to put this information into complete context. Date
More Recent Additions >> Compare IRIS Values

Section Description

For definitions of terms in the IRIS Web site, refer to the IRIS Glossary. 04/01/1997 IIL., IV., Drinking Water
_ . Health
Substa IRIS Guidance o
u nes Status of Data for Aniline :dvlslozles, EPA
. ; egulatory
Decabromodihenyl sthar (EDE-2031 Rttt File First On-Line: 03/07/1388; Last Significant Revision: 11/01/1350 Actions, and
IRIS Track = - Supplementarry
Hexabroemodiphenyl sther (BDE-153) Category (section) SLElLs Last Revised Be= e
Site Help & Tools Oral RfD Assessment No data removed from
Pentabremediphenyl ether (BOE-55] EEEIGIOTEN] IRIS on or
IRIS Glossary Inhalaticn RfC Assessment Cn-line 12/01/1993 before April
Tetrabromodiphenyl| ether (BDE-47] Frequent Questions i o . 1997. IRIS
Tools & Databases Carcinegenicity Assessment on-line 02/01/1994 users were
Tetrachlorosthvlene (Perchlorosthvls ) directed to the
Related Links appropriate EPA
Synonyms Program Cffices
- L . for this
* Aaniline * Aniline-oil . .
. 52533  yanol information.
* Aminobenzene * Phenylamine
* Aminophen * See [RIS Summary for complete

revision history.

Chronic Health Hazard Assessments for Noncarcinogenic Effects

Reference Dose for Chronic Oral Exposure (RfD)

Mot Assessed under the IRIS Program.
% Top of page
Reference Concentration for Chronic Inhalation Exposure (RfC) 3

Critical Effect Point of Departure® UF MF RFC



aEPA DSSTO}: ( Search ] ( File Incidences ]

Structure- Browser v1.05

DS5Tox Chemical Text Search Data Files to Search

Choose search: Enter search text: & All DSSTox Files
Auto-detect j |atrazine ; " Selected DSSTox Files |

Clear Search

DS5Tox Chemical Structure Search

Enter SMILES string: 9
? Search Options |5

Preview below | Clear | Search | DSSTOX Structure
Or draw a molecule or substructure using the JME editor: Browser

CLR |MEu DEL O-F +- uno JMWE

==~A00C0000

Convert text-search
to structure-analog
search

Clear @

Search

JWIE halecular Editon@, Movartis Rhamma AG Report Difficulties




Structure- Browser v1.05

ﬁ'EPA DSSTox [ Search 1 [ File Incidences ] ?Help

P E i or L i 5t : g Breakda e
Query Results Type Hits Display
HAME: atrazine
Exact matches 1 Details <
Partial matches 1 Details \ Click External Resources
Pub:lhem EPA ACToR
2 ﬁ:ﬁﬂhemSpider in mg';ﬂx

D55Tox File % Total#Records Exact matches Partial matches

CPDBAS vic 1547 1 -

DBPCAN wib 209 - -

EPAFHM vdb 617 - -

FDAMDD v3b 1216 - -

HPWVCSI vZc 3548 1 -

HPVISD vib 1006 - -

IRISTR_v1b h44 1 -

MCTRER wdb 232 1 -

MNTPBSI v3a 2303 1 -

MNTPHTS vZh 1408 1 -

TOXCST vic 320 1 1

Total Unique Substance Hits 1 1

Total Substance Hits - All Files 7 1

2




&EPA DSSTox ( 1 [ File Incidences ] [ Search Details 1 ?Help

Structure- Browser v1.05

Output Options

Query Results Type i Display |Chnnse Fnrmatj Save

MAME: atrazine ?

Exact matches Details

Partial matches Details External Resources

Pubhem EPA ACToR

:@:Ehemsmder i émg'l:nx

Frint

?
DSSTox ?
substance Similarity structure Substance substance Details
D Score’ lMatch lama CASRN Description iData Files)

Clickk S8 fo submit displayed structure for structure search.

Cl
H—,

100 s 1912-24-9

7

Click to submit for
structure search

single chemical
compound

55




ﬁ'EPA DS TU'K [ Search File Incidences Search Details ] ?Help

Structure- Browser v1.05

Query Results Type Display |Chnnse Fu:urmatj Save |

Structure: ? :
- Print |
Exact matches Details

Substructures Details External Resources

Similarity = 51.2% Details PubiZhem EPA ACToR

. Lazar
; :@jcrwemsp.der in silico tox

Click 85 fo submit displayed structure for structure search.

DSSTox ?
Substance Similarity Structure Substance Substance Details
ID Score% Match Name CASRHN Description iData Files)

" _{51 CFOBAS  HFVCEI

NHE N : n4.q  Single chemical | IRISTR MCTRER

CHA H= Atrazine 1912-24-3 compound oo s
TOXCST

single chemical | cFOBAS  HPVCSI

Propazine ——
5 compound IRISTR TOXCST

Cl

{? 0 1.3,5-Triazine-2 4-diamine, G-chloro £915-41-3 single chemical

HEVCEI
CH34H™N "HH 21 1-di R
EHESH%H M-{1,1-dimethylethyl}-M-athyl compound

CFDBAS HFWCSI
IRISTR NCTRER
TOXCST

single chemical

Simazine
compound




Structure- Browser v1.05

Search ] [ File Incidences ]

Search Results Summary for D55Tox Substances - File Breakdown Incidences

Query Results Type i Display

Structure:

Exact matches Details
External Resources

"‘_‘% Substructures Details — |
_QMLL\ Similarity = 51.2% Details Click Pub{Zhem EPAACToR

. mChemSpider in silico tox

DSSTox File ? Total#Records Exact matches Substructures  Similarity = 51.2%

CPDBAS_vac 1547 1 2 4
DBPCAM_wdb 209
EPAFHM_v4b 617

FOAMDD v3b 1216
HPVCSI vic 3548
HPVISD _v1b 1006
IRISTR_v1b 544
MNCTRER_vdb 232
MNTPBSI_v3a 2303
NTPHTS v2b 1408
TOXCST vic 320
Total Unigue Substance Hits

Total Substance Hits - All Files

L =k
L R | | —

?




=3y CsPubChem

- Compound

|PuhChem Compound ﬂ|

[

FubMed | Entrez | Structure | PubChem | Help

PubChem = Compound Summary
S A 'S

atrazine - Compound Summary (CID: 2256)

A selective triazine herbicide. Inhalation hazard is low and there are
no apparent skin manifestations or other toxicity in humans.
Acutely poisoned sheep and cattle may show muscular spasms,
fasciculations, stiff gait, increased respiratory rates, adrenal
degeneration, and congestion of the lungs, liver, and kidneys.
(From The Merck Index, 11th ed)

= Table of Contents
# Drug and Chemical Info%*
# BioActivity Resultstl
# Synonyms
# Properties
@ Descriptors
@ Compound Info
@ Substance Info
& Category
@ Exports

% Drug and Chemical Info from MeSH: (Total:1)

Atrazine

Pharmacological Action
Herbicides &

= Classification ﬂl7
Heterocyclic Compounds$®
Heterocyclic Compounds, 1-Ring%
TriazinesH
Atrazine®

@,

Compound ID 2256

Molecular Weight 215.68326 [g/mol]
Molecular Formula CgH 4CINS

XLogP 1.7

H-Bond Donor 2

H-Bond Acceptor 5

= Links

Protein Structure (1)
MLM Toxicology Link

Chemical Structure Search
BioActivity Summary:
This Compound
with Similar Compounds

Bl

]

(X R ]




s United States
National Library
NLM| of Medicine

ChemlDplus Advanc

SIS Home | Site | Al | Contact | Help

[Env. Health & Texicology PTOXNET RpChemIDplus Lite PpAdvanced

Cl

A

CH N N
NAME: Atrazine [ANSI:BSI:ISO] )\ AL gl
RN: 1912-24-9 ae” w7 W e e,
MW: 215,687
Enlarge Structure
|nf§ﬁa1?;fign For more information about this substance Nfﬁ:ﬁ!’m
wyou may select from the the links below.
Full Start New
Query
File Locator
Structure CCRIS (Al NCI Chem Carcing Res Info Sys g"u;'rf;
DART | Developmental and Reprod. Taox.
NH?H EINECS (il EU Inv of Exist. Comm. Chem Sub Show
Synonyms EMIC [l Env. Mutagen Info. Center Query
SEMETOX il EPA GEMetic TOXicology Saarch
Formulas HSDB (il Hazardous Substances Data Bank History
Haz-l1ap i oce. Exposure to Haz Agents e
c““i"'ﬁ:ih“ Househald Products (il Household Products Database Similarity
RIS flEPA Integrated Risk Info. System Sl
Registry TER [l international Tox. Est for Risk oo e
Numbers lMeSH (il Medical Subject Headings File Search
MeZH Heading (1] Medical Subject Headings Transfar
Notes PubChem [l PubChem Structure
Publled (il Biomedical Citations From Fubled Basic
Toxicity Publled Cancer (il cancer Citations from Pubied thl.:r:fig:;:ﬂﬂ
Publed Toxicolagy (il Toxicology Citations Fram PubMed
Physical RTECS (il Reg. of Toxic Eff. of Chem. Sub.
Rropestics TOXLINE

E] MLM TOXLINE an TOXNET




s ) - ——————
ws%ﬁ& E}i%.[%xﬁ Search File Incidences W—‘?Hﬂp

Search Results Summary for D55Tox Substances - File Breakdown Incidences

Query Results Type i Display

Structure:

Exact matches Details

"_‘% Substructures Details External Resources
_{-_{:L_\ Similarity = 51.2% Details Click Pubilhem EPA ACToR

=h - Lazar
? A-gChemSpider |y Silico tox

DS5Tox File 72 Total#Records Exact matches Substructures  Similarity = 51.2%
CPDBAS vac 1547 1 2 4
DBPCAM_vdb 209
EPAFHM wdh 617
FDAMDD _v3h 1216
HPVCSI_v2c 3548
HPVISD_v1b 1006
IRISTE_v1b 544
MCTRER_vdb 232
MTPBSI_v3a 2303
NTPHTS v2b 1408
TOXCST_v2c 320

Total Unique Substance Hits

Total Substance Hits - All Files

?




TF 4 InChI=1{CEHI4CINS o1-4-10-7-12-6(3)13-8(14-7)1 1. i ~ B - deb - b Page ~ (OF Took

= ChemSplder AR

B dinglatstructurelCentriciCommunityAfoiiChemists!

Home Search Services Resources About Login

Top
Please login to be able to add spectra, identifiers, links and publications.
Inherent Properties
Add: Comments
Predicted Properties

INHERENT PROPERTIES, IDENTIFIERS AND REFERENCES
Focused Libraries . . . .
[ 2D Quick Links: Permalink Similar Isomers

Data Sources ChemSpider ID: 2169

Empirical Formula: CgH;,CINg

Synonyms 2
Molecular Weight: 215.6833 M W "a w
Database IDs oH . T
' Nominal Mass: 215 Da M thia Fhlobecule
Miscellaneous #\NH’“‘CH, Average Mass: 215.6833 Da

Click for Details

Monoisotopic

LASSO 215.093773 Da
Mass:
Spectra
Images Systematic Name: &-chloro-N'-ethyl-N-isopropyl-1,3,5-triazine-2,4-diamine
SMILES: Clcine(nc(n1)NC({C)C)NCC
CIFs InChI: InChI=1/C8H14CIN5/c1-4-10-7-12-6(9)13-8(14-7)11-5(2)3/h5H.4H2,1-3H3,(H2,10,11,12,13,14)
Feedback = INChIKey: MXWIVTOOROXGIU-UHFFFAQYA]
History | [ WIKIPEDIA ARTICLE(S) LICENSE
Ads on ChemSpider C?l1d_ex isa d_ieta-'y supplement manufac'm’ed by Pure Essence. It is ma"ket_ed as an enymatic remedy to treat the yeast
infection CandidaPure Essence Labs., but is unapproved. Read more... or Edit at Wikipedia...
@REéTwu:K
HEMICAL
A medicinal chemistry [¥] OriGINAL REFERENCE(S) FiLTER
St Ay
Data Source External ID(s)
AKos @ AKE-PBE-90124008, AKI-STT-00135425, AKX-CD142746
Place Your Ad Here Antony Wiliams N/A
ChEBI CHEBI:15930
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[¥] Or1GINAL REFERENCE(S) FILTER
Data Source External ID(s)
Hd |AKos @ AKE-PB-90124008, AKI-STT-00135425, AKX-CD142746 YT
Antony Wiliams M A
ChEBI CHEBI:155930
DivK1lc 006518, KBiol 001462, KBio2 002323, KBio2 004891, KBio2 007459,
Inh ChemBank KBio2 001841, KBioGR 001061, KBioSS5 002326, SPBio 001760, SpecPlus 000422,  ments
Pre Spectrum?2 001880, Spectrum3 000821, Spectrum4 000661, Spectrum 001821
. ChemDBE 6177142, 3965520
ChemExper Chemical Directory €@ Hg” ' DgnDHaleYuff’ @ji’ @@ Isomers
_ 001912249, 008073776, 059316879, 075084569, 075084570, 008071430, 039324657,
T —— 051602052, 113623997, 072172704, 008066102, 060704010, 064867158 m
ChempPacific & 33431
Christopher Data N/A, NSA vtle
DiscoveryGate 2256, 24740, 2045434, 3049476, 107944 165708, 170183, 198542, 202237
DTP/MNCI 163046
EINECS M/ A
Enamine @ T0400-3748
115 CPDBAS w5hb, 1127 HPVCSI v2c, N/A, 49 NCTRER_v4b, 843 NTPBSI vZ2b,
EPA DSSTox 501_NTPHTS_v2b, 21_TOXCST_v2b a
FDA 50233 i)
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KEGG C06551 . CENSE
LeadScope 15-962 Click
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GR MeSH DO01280
Microsource ] 00330029, 00330029
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Manogen ATR (1-005)
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NIST 29658524498
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P dhf @NTF‘ Database Search: Search Results for '1912-24-9' | @ = [ - = v :kPage ~ " Taools -

Enter Search Terms

| @ National Toxicology Program

Database Search Application

Search History: Search Results for 1912-24-8

Found 3 Search Results for Search Term '1912-24.9' ¥ Mew Search 4 Hide History

Table Instructions and Notes:

Selecting a CAS number will show you the studies conducted an this chemical. If applicable, matches on chemical synonyms are shown in
parenthesis.

Studies with this Test Agent 1812-24-9 Atrazine

Studies with this Test Agent PESTFERTMIXZ Pesticidefertilizer contamination—mixture 2 (1912-24-3 is part of Mixture)

Studies with this Test Agent PESTFERTMIX3 Pesticidefertilizer contamination—mixture 3 (1912-24-9 is part of Mixture!

a Back to Top '

Mational Toxicology Program (NTP), within the U.5. Department of Health and Human Services, is an interagency program hesdguartered at the Mational Institutes of Health's
Matianal Institute of Environmental Health Sciences (MIEHS) located in Ressarch Triangle Pamk, NC.

MIEHS | MIH | HHS ’#P“-.TRS’I‘GORT

Wewar Flrad Elich ba e U5 Gawe romril
Disclaimers & Copyrights | For gueries, comments, and suggesticns: Contadct Us
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Search Results Summary for D55Tox Substances - File Breakdown Incidences

Query Results Type i Display

Structure:

Exact matches Details

“_‘%.q Substructures Details External Resources
_<\»_<=§._\ Similarity = 51.2% Details Pubiilhem EPA ACToR
: La
2 t&ﬂhemﬂmder in Si.‘l%%r";ox

DS5Tox File ? Total#Records Exact matches Substructures  Similarity = 51.2% |
CPDBAS vac 1047 1 2 -
DBPCAN wdb 209 - - Click
EPAFHIM vdb 617 -
FDAMDD v3b 1216
HPWVCSI vZe 3544
HPWVISD_vib 1006
IRISTR_v1b h44
NCTRER wdb 232
MNTPBSI_v3a 2303
NTPHTS v2b 1408
TOXCST vic 320

Total Unique Substance Hits

Total Substance Hits - All Files
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L P |l [—
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Lazar Toxicity Predictions

1. Draw a chemical structure (help)
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x|
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JME hiolecular BEditor=, Movartis Pharma A6
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or enter the SMILES string

|CIC1=NC{=NC(=N1)NC(C)CINC(T)C
2. Select a toxic endpoint

|F~indent carcinagenicity {multiple sex/species/sites) j

3. Predict |

Ca

roinogenici

Rodent carcinogenicity (multiple sex/species/sites)
Rodent carcinogenicity (single sex/species/site)

Rat carcinogenicity {both sexes)

Rat carcinogenicity {male)

Rat carcinogenicity ({female)

Mouse carcinogenicity (both sexes)
Maouse carcinogenicity (male)

Mouse carcinogenicity (female)
Hamster carcinogenicity {both sexes)
Hamster carcinogenicity (male)
Hamster carcinogenicity {female)

Mutagenicity

Salmonella typhimurium (CPDB)
Salmenella typhimurium {Kazius/Bursi)

Human liver toxicity

Composite activity

Alkaline phosphatase increase
GGT increase

LDH increase

SGEOT increase

SGPT increase

Rodent carcinogenicity (multiple sex/species/sites)

[
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Search Results Summary for D55Tox Substances - File Breakdown Incidences

Query Results Type i Display

Structure:

Exact matches Details

“_‘%.q Substructures Details External Resources
_{_«:‘s_\ Similarity = 51.2% Details PubiJhem EPAACToR
L t&ﬂhemﬂpider i Lazar

silico tox

DS5Tox File ? Total#Records Exact matches substructures  Similarity = 51./

CPDBAS vac 1047 1 2
DBPCAN wdb 209 - - Click
EPAFHIM vdb 617 -
FDAMDD v3b 1216
HPWVCSI vZe 3544
HPWVISD_vib 1006
IRISTR_v1b h44
NCTRER wdb 232
MNTPBSI_v3a 2303
NTPHTS v2b 1408
TOXCST vic 320
Total Unique Substance Hits

Total Substance Hits - All Files

L =k
L P |l [—

?




10634 | aniline NTPHTS_DSSTOX DSSTOX 33195
ACToR: Aggregated [ 15522 Aniline ATSEDE_ToxFaq ATSDR ToxFag 9
18890 | Aniline CalEPA, CalEPA_110
Recent Additions | Contact Us Searcl —
“ou are here: EPA Horme ® ACToR ® Gans w aniline w HCPSL_1999_5D
28493 |Aniline HCPSL_ 1999 HCPSL 1999 183
ACToR Home Chemlcal Summarr 2aE39 Benzenamine HCPSL 2005 HCPSL_EDDE_EDE
23118 Benzenamine HF'Challenge HFChallenge 22
Abouit ACToR 32512 |Benzenamine HPY HPY 27
PRI 2o T 3 5643 |Aniline IMCHEM_IARC IMCHEM_IARC_241
Search by Name 39894 |Aniline ITER_TERA ITER_TERA,_51
Search By Structure 54058 |Benzenamine IUR2002 IUR2002_42
Browse Assays BO493  |E2-53-3 NTP1408 NTP1408_29
Downloads B4301  |Aniline (BCA) OPPIN_Active OPPIN_Active_2424
ToxRefDB BE513 Aniline (BCA) COPPIN_FoodUseActive COPFIN_FoodUseActive 1244
T 71383 |Aniline (BCA) OPPIMN_Inert OPPIN_Inert_2243
ToxMiner 73926 |Aniline PAN PAN 929
/\\ 77727 |ANILINE REC RBC 17
ToxCast
79230 AMILINE moorecard ocorecard 929
Chemical Prioritization . ]
Chemical Regulations
National Center for 13
Enmputatinnal =
Toxicology SCID |Regulation AID Regulation Name
Links ga18s |SRS_CAAT1Z b HOM _AID 1 CAATTZ (b) HOM - Hazardous Organic Substance 5
Contact Us 21301 (SRS _Cwis 311 AID 1 Clean Water Act Hazardous Substance
Substances .
2ME22|5RS HAR AID 1 Hazardous Air Pollutant
221681 |SRES_MJ BTk HS AID 1 Mew Jersey Right to Know Hazardous Substance
SCID MName |- s |sRs_RCRA_Appendi VII_AID_1 |RCRA Hazardous Waste Canstituent | lI_423
2 anline || 553986 |SRS_RCRA_U_Waste_AID_1  |Hazardous Discarded Commercial Chemical Product (U)| | 228
122 |anine  \l554030|SRS_SARA 110_AID_t SARA Hazardous Substance
352 a”f'f”E 224766 |SRS_SARA_II2A_AID 1 SARA Extremely Hazardous Substance
208 janiine | (oene7 SRS TSCA 4 Tests AID_1 |Testing of Existing Chemicals b
a]alat:) aniling 0347 T




Generic Chemical

Preferences: Refresh | | Visibility | | Table Size | Select Skin -

ACToR: Aggregated Computational
Toxicology Resource

Recent Additicns | Contact Us

U.S. ENVIRONMENTAL PROTECTION AGENC

Search: © allEPA & This Area|

You are here: EPA Home » Area Hame » Page Title

ACToR Home
GCID: 1
M N N CASRN: 26148.58-5 About ACToR
CID 11885 _
O con 1165 A ACTOR Home
Formula: C1IHEN3
M- 183.212 .
SMILES: NC1C=CC2=C{N=1)NCI3=CC=CC=C23 Data COIIQCtlon
INCHI:  InChl=1/C11H9N3/c12-10-6-5-8-7-3-1-2-4-9(7)13-11(8) | Name- IRISTR DSSTOX
QC Statws: QUEUED
Description EPA Integrated Risk Information System http:/iwww.epa.goviinisl. A structure index file with links to webpage for
Source Type DS3Tox Collection
Mumber of Substances 544
MNumber of Generic Chemicals 338
Compilation Date  9/27/2007
Compilation Instructions  Download SD and excel files from DS3Tox site. Preprocess according to ToxCast S0P 004
Substances MSDS
Chemical Id] Data Collection | Name SDS 1 Fetch Size: [100 z[oflset: [0 (Fetch)
1 CPDBAS DSSTOYX A-alpha-C No rows vel
} ] \ WS Vi
18819 |CalEPA A-alpha-C (2-Aming-9H-pynido[2 3-blindale) ) =
35633 |MCHEM ARG~ A-alpha-C {2-Amino-9H-Pynide|[2. 3-&]indole) Mesh . g‘
18938 |Scorecard 12-AMINO-SH-PYRIDO {2.3-B) INDOLE (A-ALPHA-C) ilz £
\28724 |SRS _CAS.9C1  |2-Amino-OH-pyndo[2, 3-blindale Mesh Name 5 3 <
|16§920 [SRS ChemiDStd 2-Aming-OH-pynida[2, 3-blindale PubMed via MeSH: 2-aming-9H - g E 3 |3 R
512465 [ChemiDplys |1H-Pyride(2.3-bjindol-2-amine N HEHEAME MM
219306 EPA 26148-68-5 i ERE I EE R E EHEEHEEEE R
== === — i E External SearCh Gene.m: CASRM| Structure |Sub Source SID Name I EENEEEEHEE %’E '§ E E Z
1413536 EPA_SRS MTS | 1H-Pynde[2 3-bjindel-2-amine Chemical EEEHENEEHEEHEBHEHERES
External Search Z .iogggsié_g-ggg&vwi
=13 = ElE
Notes LopNET Cofis SREEHEHEREE
- : TOXNET DART ETIC HEEHHEE R
Chemical Id] Data Collection | Note TOXNET EMIC HHEEE
1 CPDEAS DSSTOXblank T ——— HEEEE
i i 1 d TOXNET GEMETOX >1z|=|2
1413536 EPA SRS NTS  ACD/Mame-to-Structure Batch v, 8.05 "CI_'_"E'_CE ST = z
TOXNET HazMap | =
S TOXMNET Houshaold Product @ N bt
. cena flene
ynonyms __TC':"-'”ET HSDB Details |§3-32-9 .O Details  |DSSTOX_1774 1.2-§ihygm- 10/7|1|1(4|3|5|5
Hame TOXNET MESH Headings
[ TOXMET TOXLINE
1”"":‘"_""'-? 3'b'f"d°"2'3mf"e TOXNET TOXMAP Details | 20895~ @ Details [DSSTOX_3845| Acenaphthylene 11|32
|1H-Pyrido[2, 3-blindel-2-amine . | 8 Q
2-AMINO-9H-PYRIDO (2, 3-B) INDOLE (A-ALPHA-C) —L | — ]
|2-AMINO-9H-PYRIDO(2, 3-B)INDOLE 77
2 Aming 9-pyrdo[2 3 indol Where are the data?” ossrox seas| cons (@85 | 5|1 10]s|
2-Aming-alpha-carboling
- NP Study Search
9H-Pyndoi2,3-bjindole, 2-aming- ) O
9H-pynido[2, 3-blindal-2-amina Details v Details DSSTOX 2 | Acetaldshyde 9(40(3(1(4|16/8 |9
[1-100f17 =] Mext 7 @




U.S. Environmental Protection Agency

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

“vou are herer EPA Horne ® Hurman Health » IRIS » IRIS Surmnrmaries

IRIS Substance List

The substances are listed in alphabetical order, You can click on the first Search IRIS by Keyword
letter of the substance you want which will bring you to the section that the =y
subistance is in, or use your browser's Find command to search for a \J :{Qj J I
substance name or Chemical abstracts Service Reqistry Mumber (CASREM ), _ e % Full IRIS SummariesToxi cological Reviews
These substance files are typically about 15K to 40K in size, within a range List of IRS Substances € Ertire 15 Wabeite

from less than 10K up to about 120K,
q “n EPA DSSTox @
StrUCtU re'searCh Structure-Browser v1.0

You will need Adobe Reader to view some of the files on this page, See EPA's PDF page to learn more.

(To search the IRIS database, go to the Search page)

Chemical Abstracts

Service Last Significant
Substance Name Registry Number Reu;_:'lsiun*
{CASRN )
Acenaphthene CASRM 8@
* Quickiiew
DSSTox Structure
Acenaghth.!IkZﬁE CASEM 3 Browser
* Quickiigw . .
» External URL link-in

flis cesend e Dedicated searching
* Qe through indexed db

cas@ J

Acetaldehyde
* QuickView

Acetochlor CASRM 34256-82-1 09/01/1993



Structure- Browser v1.05

vEPA DSSToxX ( seaen )

?Help

D55Tox Chemical Text Search

Choose search:
Auto-detect j |

Enter search text:

DS5Tox Chemical Structure Search
Enter SMILES string:

- Search Options  [KJ

Data Files to Search

" All DSSTox Files
@ Selected DSSTox Files |

I~ CPDBAS_véc
I~ DBPCAN_vdb
™ EPAFHM vdb

I~ FDAMDD_v3h

PH2
Clear

Search

=[=]e [~ |o M-

http://www.epa.gov/dsstox_structurebrowser/?dbs=iristr&qtype=SMILES&qval=clccccclN
|

Report Difficulties

: ™ HPVCSI vZe

Preview below | Clear | Search |  HPVISD i
Or draw a malecule or substructure using the JME editor: B
2

@ CLF [MEW| DEL D-R - uDo JhAE 2 IRISTR vib
====~1A 038000 EPA Integrated Risk Infarmation System (IRIS) RER_vdb
Structure-Index Locator File {544 records)
L -'Sl_".-'3ﬂ

I~ NTPHTS v2h

I~ TOXCST vac




DO Pu b© hem [PubChem Compound x|

- o h
Compound PubMed | Entrez | Structure | PubChem | Hel

PubChem = Compound Summary

o] b 13 S

Benzenamine - Compound Summary (CID: 6115)
RN given refers to parent cpd

= Table of Contents
& Drug and Chemical Info%
@ BipActivity Results&

5 Synonyms

@ Properties

& Descriptors

# Compound Info

@ Substance Info

& Category

Exports
@,

% Drug and Chemical Info from MeSH: (Total:1)
Compound ID 6115

aniline Molecular Weight 93.12648 [g/mol]
Molecular Formula CgH5N
Plézrfcrill?cc)gé(l:glg}al Action XLogP 1.2
= ' H-Bond Donor 1
m PubMed H-Bond Acceptor 1
- = Links
Iﬁ] PubMed MeSH Keyword Summary
Protein Structure (3) @
NLM Toxicology Link

Chemical Structure Search

@ BioActivity Results: @

(@
AID: 1188 Source: EPA DSS5Tox DSSTOX Assays and
DSSTox (EPAFHM) EPA Fathead Minnow Acute Toxicity Chemlcal Inventones |n

AID: 1208 Source: EPA DS5Tox
DSSTox (CPDBAS) Carcinogenic Potency Database Summary Rat Bioassay Results PUbChem

AID: 1194 Source: EPA DSSTox G
D5STox (CPDBAS) Carcinogenic Potency Database Salmonella Mutagenicity

Tested in BioAssays: All: 94 Active: 1 Inactive: 91
BioActivity Summary: This Compound® with Similar Compounds®




g-:g emSpider

Stricturel€entnciCommunitysforiChemists

Home Search Services Resources About Login

>

Simple Search

DaTaBase ID(s)
Structure Search

%] PREDICTED PROPERTIES

_ _ ACD/LogP: 0.94
* Experimental Physchem Properties LogP: XLogP: 1.20 # of Rule of 5 Violations: 0

Melting Point: -6 @ @ ALOGPS: 1.30
#Melting Point: -6 @ & L=

User Data

ACD/LogD (pH 5.5): 0.88 ACD/LogD (pH 7.4): 0.94
# Melting Point: -6 Cg @
- _ ACD/BCF (pH 5.5): 2.68 ACD/BCF (pH 7.4): 3.03
Boiling Point: 183-184 g &
9 Boiling Point: 163-164 & & ACD/KOC (pH 5.5): 68.18 ACD/KOC (pH 7.4): 76.85
@Bolling Polnt: 363F @ & #H bond acceptors: 1 #H bond donors: 2 |
@ Boiling Point: 184 C@ @ #Freely Rotating Bonds: 1 Polar Surface Area: 3.24 A2
Flash Point: 70(158F) @ & Index of Refraction: 1.579 Molar Refractivitv: 2048 cm?
3 Flash Point: 70(156F) @ & Molar vol® SPECTRA
@ Flash Point: 155F @ @ Surface 11 YPE: HNMR

HFlash Point: 70 C@ @
Freezing Point: 21F g &
Specific Gravity: 1.021 g &

Specific Gravity| ] EPI Summary
Specific Gravity|

Flash Poi
Boiling P

ARBITRARY LTS 1.8, 30)

A00

. Log Cctanol-Water Partition Coef (SRC):
Refraction Indd ~ - : &

Log Row (ROWWIN vl1.67 estimate) = 1.08
Refraction Indd Log Kow (Exper. database match) = 0.90
Exper. Ref: Hansch,C et al. (1985
( LogP: 0.90 @ @ —

Solubility: Soluf Pt, Melting Pt, ‘-'apc:v Pressure Estimations (MPBEWIN v1.42):
[ Boiling Pt (deg C): 183.99 (Adapted Stein & Brown method)
Solubility: 4% ¢ Melting Pt {deg C}: (Mean or Weighted MP)

#H Tonization Pote VE (mm Hg, 25 deg C): (Mean VP of Antoine & Grain methods)
MP (exp database):

BP (exp database): 184.1 o4
« Miscellaneous VE (exp database): 4.90E-01 mm Hg at 25 deg C
Appearance: C
solid below 21F-] Water Solubility Estimate from Log FKow (WSEKOW v1.41):

#FVapor Pressure

later lubility 2 C (mg/L): 2.082e+0

Appearance: cq Pat_ Solub ty ?t f.5 deg (mg/ L) 2 Ze
log Row used: 0.90 (expkow database) | |

Applications: C no-melting pt equation used
Stability: Stable Water Sol —I:Expe:‘.; Elate:ba:s_e Taifc'.:] = Z.pe :"f_‘i I?‘.g_:’?;a[25 deg C) L)
zinc, aluminium. Exper. Ref: YALROWSEKY,SH & DANNENFELSER,RM (1582)
Toxicity: ORL-R| water Sol Estimate from Fragments: ! S i
254 mg kg-1, O Wat Sol (v1.01 est) = 187890 mg/L 6.0 4.5 30 1.5 0.0 1.5 -3.0

Safety: WARNIN Wat Sol (Exper. database match) = 36000.00 \'ppﬁm




HPV Challenge
Program Home

How to Participate
Who's Participating

Information on HPV
Chemicals

HPW Challenge
Program Robust
Summaries, Test
Plans & Comments

Vol. Children's

Chemical Bval. Pgm.
Related Websites

U.S. Environmental Protection Agency

High Production Volume Information System (HPVIS)
Recent Additions | Cortact Lz Searn:h:l EE.I

e Program =

Test Substance - Carcinogenicity
(108-90-7) Benzene.

chloro—

Test Results - Carcinogenicity

MTD Indicator:

Meoplastic Effect: hepatic nodules

Male Survival Rate:

Female Survival
Rate:

Total Survival Rate:

Asfizel) Ho clinical =signs of toxicity were cbserwved.
Observatons:

Carcinogenic

Effect: Equivocal

Results Remarks: 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

EPL Home = P - . . .
High Productio i.'..EII'CII'IGgEI'IICIt'ly'
Category Chemical:
Chemical b Tect Substa
est Substance:
CAS Numb
Test Substance
Cli Purity / Composi
. IC | and Other Test
PIIFSJCHI'C! Substance
s hdalti Comnments:
= Baoilir Category Chemi
= "‘-.I"IEED Result Type:
= Panil
s YWYate
Route of
Administration:
PIIFS‘JCHI'C! Type of Exposur
s Dens
s Surfa Lpecies:
L M Mammalian Stra
= Flam cend
ender:
= Autol
n E}{El[ Number of Anin
Dose:
= Chen |P®"
s Oyxid: | Dose:
Year Study
Fate 5IDS Performed:
= Phot mMethod / Guidelir
s Sighi | Followed:
m Transport Between Er
» Biodegradation(13)

Fate Other

stability in Soili1)

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.



Status of Data for Aniline

Integrated Risk Information System

Aniline Quickview [CASRN 62-53-3) povre—
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U.§
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
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Next steps:

+ What data standards already exist in the
exposure community?

+ What modifications to existing exposure-related
resources are required to build relational
capabllity?

+ What exposure-related resources can be
Indexed by chemical structure?

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