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1 Descriprion of the list

Partners IRFMN and URV have identified a list of 23 databases of physico-chemical
properties, toxicological and ecotoxicological characterization and data from in vivo
and in vitro assay.

The suggested data collections will be used to obtain information on previously se-

lected additives and results will be compared.

2 Ecotoxicological databases
The list below contains databases for ecotoxicological properties like aquatic and

terrestrial toxicity, both acute then chronic data.

2.1 Acute Toxicity Test Database Query (from CERC)

Name Acute Toxicity Test Database Query (from CERC)

URL http://lwww.cerc.usgs.gov/data/acute/multiselect.asp

;4 & - k Y B L USGS Home
3 x o o - Contact USGS

science for achanging worid ] / Search USGS

Instructions: 2,3.4.6-TETRACHLOROPHENOL ACROMEURIA SP.
2,3 5-TRIMETHYL NAPHTHALENE APFLE SMAIL

1) Select search terms fram either one or both 2.3.6-TRICHLOROBENZOIC ACID ASELLUS BREVICAUDUS

lists on the right. Use the "CTRL" key to select 2.3.6-TRIMETHYL NAPHTHALEMNE ATHERIX VARIEGATA

multiple search terme. 2,45-T BUTOXYETHANOL ESTER ATLANTIC SALMON
2,45 T TRIETHYLAMINE SALT BAETIS SP.

2) Select the sort order by using the list helow. 24D BLACK BULLHEAD

u N 240 BUTOXYETHANOLESTER BLACK CRAPPIE

3) Push the "Run Query” button. 5 40 BUTYL ESTER BLUEGILL
2,4D DIMETHYLAMINE SALT BROOK TROUT

) I youve selected 2 arge dataset the 12eulls could |y o B Gyl TETRADODECYL AMINE SALT BROWN TROLIT
24DIS00OCTYLESTER

5) Refine your search by using the lists provided on | 2.4-D OLEYLPROPYLENEDIAMINE SALT CHANNEL CATFISH

the results page 2.4-0 PROPYLENE GLYCOL BUTYL ETHERESTER CHAOBORUS SP.
2,4-Df2 45T 18%/9% CHINOOK SALMON

B) Download a text file with your results or start a 2,4-D/2,45-T 24%/28% CHIRONOMUS PLUMOSUS

newr query at any time by following the links on the | 2.4-0/2,45-T 30%/28% CLAASSENIA SABULOSA

results page 2,4-Df2 45T 34% 7% COHO SALMON
2408 CUTTHROAT TROUT
2 5-DICHLOROBENZOIC ACID CYPRIDOPEIS VIDUA
2 6-DIOCTADECYL-P-CRESOL DAPHMIA MAGNA
2-ETHYLHEXANOL DAPHNIA PULEX
2-HYDROXY-2',4,4-TRICHLORODIPHENYL ETHER. EPHEMERELLA SP.
2-HYDRO¥Y-4. 4-DICHLORODIPHENYL ETHER FATHEAD MINMOWY
B-CHLORO-2-PICOLINIC ACID FOWLERS TOAD
ACEPHATE GAMMARUS FASCIATUS
ACETONE GAMMARLUS LACUSTRIS
AERQ XANTHATE 343 GAMMARUS PSEUDOLIMNAEUS
AEROFROTH 71 GOLDFISH
AKTON GREEMN SUNFISH
ALACHLOR HEXAGEMIA BILINEATA
ALDICARB HYDROPSYCHE SP.
ALDRIN ISCHNURAVERTICALIS
ALLETHEIN IS ARERILIE G5

SHORT DESCRIPTION The database summarizes the results from aquatic

acute toxicity tests conducted by the Columbia Environ-

mental Research Center

Nr of ENDPOINTS/TESTS 66

Nr of CHEMICALS

410

QUALITY CONTROL
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2.2 PAN

Name PAN Pesticides
URL http://lwww.pesticideinfo.org/

(JGIM PAN 5>

The Pesticide &ction Network (PAN) Pesticide Database is your one-stop location for toxieity and regulatory information for pesticides. To find out mote sbout insecticides, herbicides and other pesticides select one of the choiees below. To lear mote shout our
comprehensive collection of data sources see Abouttie Data

The database and website are updated and enhanced by Pesticide A vtion Network North America (PANNA). The projert is made possible by our Sponsors snd by PANNA general funds, We need your support to maintein and improve this system. Please support
the database and website — donate to PANNA

Search

= Chemicals or Alphabetized Chemical List
® Products (a praduct can contain multiple chemicals)
= International Pesticide Registration
= Poisoning Diagnostics
= Aquatic Ecotozicity
California Data

= Pesticide Use Reports
= Pesticides and Air

Help and Other Resources

= Help Getting Started

= Pesticide Tuterial and Reference
= Least/Non-Toxic Alternatives

= Links to Other Resources

= GetActive!

INOTE! While care has been taken 1o ensute that the information in the AN Festicide Database is as accurate as possible at the time of preparation, Pesticide /& ction Network and its funders take no tesponsibility for any errors or omissions in the original data

sauzce. Due to limited sesourees, data soueces often have changed since they were last incorporated into the database, and may need updating. The information in this datebase does not in any way teplace o supersede the information on the pesticide groduct
Labeling or other legal requirements. Flease refer to the pesticide product labeling

Citation: Kegley, 5.E., Hil, B.R., Orme 5. Choi AH., PAN Pestivide Catabase, Pesticide Sction Network, Horth #merica (San Fransizco, CA, 2010), http:/Auu pesticideinfo o
hareh, 2010 Version 0.0 1 Pesticidelnfa i ready to sarve you. See Whar's New for details 3bout the corterts of this relesze

20002010 Pasticide £ction Network, North smerica. &I nghts raserved

SHORT DESCRIPTION The Pesticide Action Network (PAN) Pesticide Database
lists toxicity data and regulatory information for pesti-
cides.

Nr of ENDPOINTS/TESTS Whatever available

Nr of CHEMICALS 6400

QUALITY CONTROL YES
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2.3 TOXNET

Name TOXNET
URL http://toxnet.nlm.nih.gov/

| National Liorary |  TOXNET

‘NIM of Medicine Toxicology Data Network

ome | About Us

¥ Env, Health & Toxicalogy ™ TOXMET

TOXMET - Databases on toxicology, hazardous chemicals, environmental health, and togic releases,

Search All Databases Env. Health & Toxicology

| portalto

Select Database

¢ ChemIDplus ?

& HSDB Enter term(s) to search all databases. | environmental
health and

s TOXLIME | | toxicology

* CCRIS (e.g. asthma air pallution, ibuprofen €EEID  resources

e DART fever, vinyl chloride)

* GEMETOX

Search | Clear | Help | SURRERL PEEES

e [RIS

]

» Help
* ITER » TOXMET FAQ
e LactMed TOXNET Search Options » TOXMET Update Status
2 i » Fact Sheet
e Multi-Database = Search all databazes: Enter termiz) in box above o
= Search a specific databaze: Click databasze at left G Dat_abase Description
= Database description: Click on the: : L':'\}:Smg Manual & Schedule

& Household Products
s TOXMAP

= CPDB

Copyright, Privacy, Accessibility
LS. Mational Library of Medicine, 2600 Rockville Pike, Bethesda, MD 20294
Matianal Institutes of Haalth, Health % Hurman Services

SHORT DESCRIPTION Databases on toxicology, hazardous chemicals, envi-

ronmental health, and toxic releases

Nr of ENDPOINTS/TESTS Toxicity 5-7 endpoints,
physicochemical properties 7 endpoints
Nr of CHEMICALS >295000

QUALITY CONTROL very probably yes
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2.4 ECOTOX
ECOTOX

http://cfpub.epa.gov/ecotox/ecotox_home.cfm

Name
URL

U.S. ENVIRONMENTAL PROTECTION AGENCY

ECOTOX Database
search: O 2l EPA @ This Area

Recent Additions | Sontact Us
You are here: EBA Home » ECOTOX

P S

o @) |
g Quick and _;Advanced
Wy Database
= Query

Database
Wwelcome to ECOTOX Release 4.0. The ECOTOX (ECOTOXicology) database provides single chemical toxicity

About ECOTOX

Limitations

Help Center
Frequent Questions

Quick Datahase Query
Advanced Database

Query
information for aguatic and terrestrial life.
Query

Data Downloads For information on the latest data releases please see the Recent Additions.

~ wiew the Quick User Guide (PDF, 2 p. 244 KB) to help get you started.
Browse Chemicals

NHEERL / Mid-Continent
Ecology Division

Other Tools & Databases

= ASTER
© DSAF dats set
= Eco-SSL documents

Browse Effects

Browse Species

Send Comments

Office of Resesrch and Development | National Health and

You will need to turn off pop-up blockers for this site.

ou should consult the original scientific paper to ensure an understanding of the context of the data retrieved
from the ECOTOX database.

» Fathead Minnow dats set
* PCB Residue Effects data set
* Taxicity/Residus

| Effects Research Lsborstory | Mid-Continent Ecology Division

SHORT DESCRIPTION

Nr of ENDPOINTS/TESTS
Nr of CHEMICALS
QUALITY CONTROL

Epa Home | Privacy an d Security Notice | Contact Us

http:// dpub. epa. gow ecotoxf ecotox_home.ofm
Print As-Ts

Last updated on lunedi 26 luglia 2010

USEPA database on ecotoxicological properties toxic-
ity data from the peer-reviewed literature for aquatic
life, terrestrial plants and terrestrial wildlife

Whatever available

715.000

updated
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2.5 Danish (Q)SAR database

Name Danish (Q)SAR Database
URL http://130.226.165.14/index.html

DANISH MINISTRY

OF THE ENVIRONMENT Technical University of Deamark [JTLJ H="i‘

al rood Institute -
>

Environmental
Protection Agency

SHORT DESCRIPTION

Danish (Q)SAR Database

with financial support from the European Chemicals Bureau and in cooperation with

Laboratory of Mathematical Chemistry, Bourgas, Bulgaria

Terms of use

Databases on toxicological and ecotoxicological pa-
rameters.All values included in the model are estimated
with different models. Ecotoxicological models have
been developed with Multicase by multilinear regression
based on chemical molecule fragments and experimen-
tal data. The estimated toxicological and ecotoxicologi-

cal properties are directed towards regulatory purposes.

Nr of ENDPOINTS/TESTS Standard test parameters

Nr of CHEMICALS
QUALITY CONTROL

166,000 organic chemicals
Model domain info is given
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2.6 OECD QSAR tool box

Name OECD QSAR tool box

URL

http://www.oecd.org/document/54/0,3343,en_2649 34379 42923638 1 1 1 1,00.

html

SHORT DESCRIPTION

Nr of ENDPOINTS/TESTS
Nr of CHEMICALS
QUALITY CONTROL

The OECD (Q)SAR Application Toolbox

was launch

‘What does the Toolbox do?

mhe oeco (rser | IEEIITN

Aboui  Statistics  Publications & Documents  Information by Couniry

2 nfrwses amriesRn nkaRASH b ke srar ku Anusmmants shamieal

The Toolbox is a software application intended to be
used by governments, chemical industry and other
stakeholders in filling gaps in (eco)toxicity data
needed for assessing the hazards of chemicals. The
Toolbox incorporates information and tools from vari-
ous sources into a logical workflow. Crucial to this
workflow is grouping chemicals into chemical catego-
ries. It contains EPISUITE v3.20, MultiCase, Super-
Frag and ToxTree v1.5. Read-across, trend analysis
and QSAR models can be used to estimate missing
values.

Whatever available

The Toolbox provides information on the quality as-
surance process performed by the donator, as well as
full references of experimental results published in the
open literature. This should allow the user to decide

whether the data is adequate for their purposes.
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2.7 DSSTox - Distributed Structure-Searchable Toxicity

Name DSSTox - Distributed Structure-Searchable Toxicity

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

o
(Y
SEPA DSSTox earc ?Help
DSSTox Chemical Text Search Data Files to Search ¥
Choose search: Enter search text: ©All DSSTox Files
[Auo-detect | 2 OSelected DSSTox Files > |

Clear Search

DSSTox Chemical Structure Search

Enter SMILES string.

?

Preview below Clear Search

Or draw a malecule or substructure using the JME editor:

Report Difiiculties

SHORT DESCRIPTION easy-to-use structure-searching capability through the
chemical inventory of published DSSTox Data Files

Nr of ENDPOINTS/TESTS Whatever available
Nr of CHEMICALS 9300

QUALITY CONTROL Quality Review of New Data

10
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3 Toxicological database

The suggest list includes databases for human toxicological parameters like refer-

ence doses, slope factors, cancerogenic potency and mutagenicity.

3.1 ATSDR

Name ATDSR - Toxic substances profile
URL http://lwww.atsdr.cdc.gov/toxprofiles/index.asp

ATSDR Agency for Toxic Substances & Disease Registry ]

AZIndex ABCDEEGHI

Toxic Substances Portal

ATSDR ATSDR Text size: [ m| L|x

Toxic Substances Portal

Case Studiesin Toxicological Profiles .

Environmental Medicine On This Page

(CSEM) + Btkyrar @ Bookmark and share
Interaction Profiles Information About Contaminants Found at Hazardous Waste - ATSDR's toxicalogical

= Sites C .
Managing Hazardous mailing list Contact Us:

Matenals Incidents T HEw! ToxPrafiles O ROM * How to contact NTIS b Agency for Toxic
Medical Management & - Reaquest a capy « Additional Resources Substances and

2 . Disease Registry
A P R e
Minimal Risk Levels Profiles Atlanta, GA 30341

Priority Data Needs * Substance Index O (900) 232-4636

- TTY: (888) 232-6348
Priority List of Hazardous | Background DIEbanlc 24 Hours/Every Day
Substances . i d # . . B « CERCLA Set 21 =
: By Congressional mandate, the Agency for Toxic Substances cdeinfo@ode.goy
Public Health Statements | 34 Diseass Registry (ATSDR) produces “tozicological profiles” SHCEREL SR
Public Health Statements | for hazardous substances found at National Priorities List (NPL) | * CERCLA Set 23
en Espafiol sites. These hazardous substances are ranked based on « Candidates for Set 24 "%
b Bsichagioal Profias frequency of occurrence at NPL sites, toxicity, and potential for [PDF, 59 KB] -
human exposure. Toxicological profiles are developed from a Request for Comments
Toxicological Profiles priority list of 275 substances, ATSDR also prepares toxicological « FRN Set 22 Drafts for
Addenda profiles for the Department of Defense (DOD) and the BBl
Tosicolagy Curriculum far | Department of Energy (DOE) on substances related to federal [POF, 7LKB]
ﬁg?ﬂa‘f”‘t‘es st HH8E, « Profile Development
= So far, 308 toxicological profiles have been published or are Guidance %
ToxFAQsS under development as “finals” or "drafts for public comment”'; [PDF, 821 KB]
ToxFAQs™ en Espariol 289 profiles were published as finals; 1232 profiles have been * Profile Development
e updated. Currently, 11 profiles are being revised based on Guidance Exhibits 7
aredides public comments received; 1 profile is under development; 1 [PDF, 1 MB]
Division of Tozicology and | profile is in public comment. These profiles cover more than 250 « Profile Selection Criteria
Environmental Medicine substances.

o o dliinl et it e o

SHORT DESCRIPTION The Agency for Toxic Substances and Disease Regis-
try (ATSDR) produces "toxicological profiles" for haz-
ardous substances found at National Priorities List
(NPL) sites. These hazardous substances are ranked
based on frequency of occurrence at NPL sites, toxic-
ity, and potential for human exposure. toxicity tests
conducted by the Columbia Environmental Research
Center

Nr of ENDPOINTS/TESTS Whatever available

Nr of CHEMICALS 275

QUALITY CONTROL Very probably yes

11
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3.2 IRIS

Name
URL

IRIS Home
Basic Information
IRIS Process

Ato 7 List of IRIS
Substances

Advanced Search
Compare IRIS Values
IRIS Guidance
Download IRIS
IRIS Track
Site Help & Tools
Site Overview
IRIS Glossary

Frequent Questions
Tools & Databases

Related Links

Feamnletatn

IRIS — Integrated risk information system

http://www.epa.gov/ncea/iris/

U.5. ENVIRONMENTAL PROTECTION AGENCY

Integrated Risk Information System (IRIS)
Recent additions | contatuz  Search: Oall EPa @ IRIS

“You are here: EPA Home » Research & Development » HCEA » Integrated Risk Information System (IRIS)

The Integrated Risk Infarmation System (IRIS] is @ human health assessment program that evaluates guantitative and gualitative risk information on Search IRIS by Keyword

effects that may result from exposure to environmental contaminants. IRIS was initially developed for EPA staff in response to a growing demand far

consistent information on substances for use in risk assessments, decision-making, and regulatory activities. The information in IRIS is intended for those

without extensive training in toxicology, but with some knowledge of health sciences. (&) IRIS Summaries Toxicological
Reviews

IRIS O Entire IS Website

List of IRIS P

* An overview of the web site
+ What is IRIS?

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

More freguent guestions == I'm Peter, the

Wl 1RIS virtual

b| Representative. 1
am an automated
response system

Using the IRIS Database

- IRIS Process (2009 Update) available
+ Advanced Search in IRIS weekdays 9 - 5 EST.

v

+ Compare IRIS Values I can answer questions from the

+ Download [RIS public about the IRIS
Assessments from an extensive
database of chemical risk

New Assessments and Reviews information. Ask Peter

The following documents are new assessments or under external Peer-Review at this time: R tly Rel d
More Recent Additions = ecently Release
Final Reports

Substance Milestone Meeting/Release date « 3/10; Acrylamide
* 3/10: Carbon

i

Formaldehyde-Inhalstion Assescment External Peer-Review Draft 06/02/2010

Interagency Science n Draft 06/02/2010 il

Listening Session 07/27/2010 o iy Hiplens el

monobutyl ether (EGBE)

Dioxin Reanalysis Extarnal Paer-Revisw Draft 05/21/2010

Interagency Science Itation Draft 05/21/2010

Listening Session 07/09/2010
Hexachloraethane External Peer-Review Draft 05/13/2010 IRIS Agenda and Literature

Interagency Scence I Draft 05/13/2010 Searches

Listening Session 08/16/2010
Dichlaromethane (Methylens Chloride External Peer-Review Draft 03/31/2010 P Ristack Y

SHORT DESCRIPTION The toxicological reviews & support documents are

listed in alphabetical order by substance name.

At this time, toxicological reviews and support docu-
ments are available only for the new or re-assessed
substance summaries added to the IRIS Web site since
1997. The toxicological review/support documents listed
below are available online by clicking on the document

titles.

Nr of ENDPOINTS/TESTS What is available
Nr of CHEMICALS >1000
QUALITY CONTROL Accurance and Quality by EPA’s National Center for

Environmental Assessment (NCEA) within the Office

of Research and Development (ORD).

12




Deliverable 4.2: List of databases.

3.3 ISS/ISPEsL database

ISS/ISPESL Database
URL http://'www.apat.gov.it/site/it-IT/Temi/Siti_contaminati/Analisi_di_rischio

Name

On)\d 9~ s Banca_dati I5S_ISPESL_Maggio_2009-11xls [Sola lettura] [modalitd compatibilita] - Microsoft Excel - =
—) Home | Inserisci  layoutdipagina  Formule  Dati  Revisione  Visualizza @ - =
= Teglia arial -z -||A &||[Z==|[®-] |Sitestoscapo Scientifico - = & = Sm T 2 sngzeutamating ;

o & X =/ \_ = P = E SRR R T Ricmpimente i A
| | = G e zions .
2183 coptatomars | [81.€ 8 || o] Sve A | e | SR T | e e e e Sl serians
Appunti = Carattere = Allineamento = Humeri = stili Celle Madifica
| K160 (3 %
A B C D E E G H I J K L N (0] P Q
Fattore di
Classe SF Inal. i Coefficiente di
Numero CAS | _ 2 | Cancer. |5 "9 MOka) poe | g giormol] Rif | MG | pip | RDInal g | assorbimento | g [ | i
Carc. UE giorno] h (mg/kg-d) (mg/kg-d) dermice con
EPA " [emlora]
1 suolo [adim.]
3_0 Benzene 7143-2 1 A 5.50E-02 | | 4.00E-03 | 8.55E-03 | 01 2.10E-02
_31 Etilbenzene 100-41-4 - D - 1.00E-01 | 2.85E-01 | 01 7.40E-02
32 Stirene 100-42-5 - - - 2 00E-01 | 2 B5E-01 | 01 5.50E-02
33 Toluene 105663 [N D 8.00E-02 =T 01 450502
34 m-Xilene 108-32-3 - D 2 00E-01 | 2 00E-01 | 01 B8.00E-02
35 o-Xilene 95-47-6 D 2 00E-01 | 2 00E-01 | 01 B.00E-02
36 p-Kilene 106423 D 2.00E-01 | 2.00E-01 | 01 8.00E-02
37 Kileni 1330-20-7 D 2.00E-01 | 2.00E-01 | 01 8.00E-02
38 Aromatici policiclici
Benzo(a)antracene 86-55-3 2 B2 7.30E-01 E 6.00E-01 E 2.85E-01 TX 013 8.10E-01
39
40 Benzo(a)pirene 50-32-8 2 B2 7.30E+00 | 7.32E+00 P3 314E+00 TX 013 1.20E+00
4H Benzo(bjfluorantene 205-99-2 2 B2 7.30E-01 E 6.00E-01 E - 2.85E-01 TX 0.13 1.20E+00
42 Benzo(g.h.i)perilene 191-24-2 - D - - 3.00E-02 B 3.00E-02 B 0.13 1.66E+00
43 Benzo(kjfluorantene 207-08-9 2 B2 7.30E-02 N 3.10E-02 E - 2.85E-02 TH 0.13 1.20E+00
44 Crisene 218-01-9 2 B2 7 00E-03 6.10E-03 ™ 3.00E-02 B 3.00E-02 R 013 8.10E-01
45 Dibenzo(a ejpirens 192-65-4 - - - - - 013 -
46 Dibenzo(a hjpirans 189-64-0 013
47
48 Dibenzo(a ||pirene 191-30-0 - 013
49 Dibenzopireni - - - - 0.13 -
50 Dibenzo(a.h)antracene 53-70-3 2 7_30E+00 - 0.13 2. 70E+00
51 Indenapirene 193-39-8 - B2 7.30E-01 3.00E-02 B 3.14E+00 TX 013 1.90E+00
52 Pirzne 129-00-0 D - 3.00E-02 [ 0.13 3 24E-01
53 Alifatici clorurati cancerogeni
54 1.1.2.2 Tetracloroetano 79-34-5 - c 2.00E-01 | 2 00E-01 I [ s00E0z [ 1 [ 200E01 [ TX ] 01 9 00E-03
a5 1.1.2-Tricloroetano 79-00-5 3 c 5.70E-02 | 5.60E-02 | 4 00E-03 5 T0E-02 TX 01 8.40E-03
56 1.1-Dicloroetilene 75-354 3 [ 6.00E-01 | 1.75E-01 | 01 1.60E-02
57 1.2 3Triclomomnann 9R-18-4 ? - 7 00F+00 H 7 00F+00 R £ 00F-03 £ 00F-03 01 -
W 4 » M| Proprieta chimico-fisiche Proprieta tossicologiche .« Riferimenti bibligrafici %0 L
I

SHORT DESCRIPTION Database on Human toxicological and phisico-
chemical properties used for risk assessment of pol-
luted site, Human reference doses and slope factors,
dermal absorption factors

Nr of ENDPOINTS/TESTS 5 :oral Rfd, oral SF, inhalation RfD, inhalation SF,
dermal absorption factors.

Nr of CHEMICALS

QUALITY CONTROL

150
updated

13
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3.4 HSDB

Name
URL

HSDB - Hazardous Substances Data Bank
http://toxnet.nlm.nih.gov/cgi-bin/sis/htmigen?HSDB

TOXNET

Toxicology Data Network

¥ Env, Health & Toxicalogy » TOXMET  PHSDE

Hazardous Substances Data Bank (HSDB) - Comprehensive, peer-reviewed toxicology data for about 5,000

chemicals.
Select Database Search HSDB Env. Health & Toxicology
® ChemIDplus H Portal to
* HSDB 7] | | environmental
(e.g. antifreeze kidney failure, health and
* TOXLINE chromium compounds, 7718-54-9) toxicology
& CCRIS resources
* DART 7] Search| Clear | Help |
B For chemicals, add synonyms SLppYsERaYes
* [RIS (2] and CAS numbers to search: » Help
» ITER @ ves O Na » Fact Shaet
* LactMed 7] k Sample Record
= » HSDB Scientific Review Panel
= Multi-Database Limits | Browse the Index, » TOXNET FAQ
= Haz-Map

* Household Products
® TOXMAP
® TOXMNET Home

| o=

Additional Resource

« CPFDB

Copuright, Privacy, Accessibility
U5, Mational Library of Medicine, 2600 Rockville Pike, Bethesda, MD 20294
ational Institutes of Health, Health & Human Services

SHORT DESCRIPTION It focuses on the toxicology of potentially hazardous

chemicals. It is enhanced with information on human
exposure, industrial hygiene, emergency handling
procedures, environmental fate, regulatory require-
ments, nanomaterials, and related areas. All data are
referenced and derived from a core set of books, gov-
ernment documents, technical reports and selected
primary journal literature.

Nr of ENDPOINTS/TESTS

Nr of CHEMICALS

QUALITY CONTROL

What is available
5000

peer-reviewed by the Scientific Review Panel
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Deliverable 4.2: List of databases.

3.5 CCRIS

Name Chemical Carcinogenesis Research Information System (CCRIS)
URL http://toxnet.nlm.nih.gov/cgi-bin/sis/htmlgen?CCRIS

¥ | Nationaltibrary |  TOXNET

[NLM| of Medicine Toxicology Data Network

* Enu, Health & Toxicology » TOXMET  PCCRIS

Chemical Carcinogenesis Research Information System {CCRIS) - Carcinogenicity and mutagenicity tast
results for aver 2,000 chemicals.

Select Database Search CCRIS Env. Health & Toxicology

¢ ChemIDplus

e | Portalto
e HSDB | | S Environmental
(e.g. Ames salmonella positive, health and
* TOXLINE nickel, 599758-55-3) toxicology
e CCRIS 7] resources
* DART 5] Search = Clear |  Help |
SGENETOX f Far chemicals, add synonyms SLppeiERages
» IRIS 7] and CAS numbers to search: b Help
ST B ® ves O Mo » Fact Sheet
Iy » Sample Record
gttt 2 Limits | Browse the Index| b TOXMET FAQ
* Multi-Database 7]

s TRI

® Haz-Map

® Household Products
e TOXMAP

® TOXMNET Home

-]

Additional Resource

» CPDB

Copyright, Privacy, Accessibility

SHORT DESCRIPTION
Nr of ENDPOINTS/TESTS Carcinogenicity, mutagenicity, tumor promotion,

and tumor inhibition
Nr of CHEMICALS 9000

QUALITY CONTROL Test results have been reviewed by experts in car-

cinogenesis and mutagenesis
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Deliverable 4.2: List of databases.

3.6 AcToR

Name ACToR (Aggregated Computational Toxicology Resource)
URL http://actor.epa.gov/actor/faces/ACToRHome.jsp

ACToR: Aggregated Computational Toxicology Resource g
Fecent Additions | Contast s Search: O AlIEPA & This Area

You are here: EPA Hame » Mational Centerfor Computatianal Taxisology » ACToR s

ACToR Home

Basic Information H ome

Data Collections
ACToR i one of many EP'Atools available for those interested in chernical toxicity to find data about potential chemical risks to human health and the environment. The data warehouse:

Search By Name + ls a collection of datahases collated or developed by the US EPA Nalional Center for Computational Toxicalogy (NCCT)
Search By CASRN = Aggregates data from over 500 public sources on over 500,000 environmental chermicals searchable by chemical name, other identifiers, and by chernical structure.
= Dataincludes chemical structure, physico-chemical values, in vitro assay data and in vivo toxicology data,
Search By Structure « Chemicals include, but are nat limited to, high and medium production volume industrial chemicals, pesticides (active and inert ingredients), and potential ground and drinking water cantaminants.
Browse Assays by + Provides a connectionto another EPA chemical screening tool ealled ToxCast, a multi-year, multi-million dollar effort that uses advanced science tools to help eficiently understand biological processes impacted
ic by chemicals that may lead to adverse health effects.
Toxicity
Browse Assays by
Category
External Links Chernical Mame Parameters Match by
= ® Search on Chemical Names O Exact
Download O search on CAS Mumbers @ any
R Enter Chemical Name

Search

|Search Results

U.S. ENVIRONMENTAL PROTECTION AGENCY

Details Image CASRN Preferred Name Hazard Chronic Toxicity Carcil ici icity i Toxicity Rep ive Toxicity Food Safety Exposure
Mo Rows Vet
|ACToR News
Date Item
T-blay-10 ACToR Version 2010 Q1 is now online. W have added many new data sources and reorganized the generic chemical page.

ToxRe1DB (EPA Toxicty Reference Datshase) data is now available in ACTOR and directly through actor epa.govoxretob. This is detailed animal toxicology deta from guideine studies, mostly of pesticide active
7-May-10 ingredierts.

SHORT DESCRIPTION a collection of databases collated or developed by the
US EPA National Center for Computational Toxicol-
ogy (NCCT) Chemical structure, physico-chemical
values, in vitro assay data, and in vivo toxicology data

Nr of ENDPOINTS/TESTS Whatever available

Nr of CHEMICALS 500,000

QUALITY CONTROL updated
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Deliverable 4.2: List of databases.

3.7 CPDB

Name The Carcinogenic Potency Database (CPDB)
URL http://potency.berkeley.edu/chemnameindex.html

~

The Carcinogenic Potency Project
httg://ggotency.berkeleg.edz ) ’

All Results On Each Chemical in the Carcinogenic Potency Database (CPDB)
hitp://potency.berkeley.edu/

To ohtain the full results in the Carci ic Potency Datah click on any chemical name.

This list is searchahle hy chemical name or by Chemical Abstracts Registry Number (CAS) using the Find command in your weh hrowser. If the name you are seeking is not in this list, click to see Synonyms.

The Weh page for each individual chemical provides hoth summary and detailed information. A summary table reports positivity, target sites and carcinogenic potency (TDsp) in each species tested: rats,
mice, hamsters, dogs, or nonhuman primates. Detailed CFDR results of each experiment are given in a format suitable for screen viewing. Included are, for example, experimental protocol, tumor incidence,
dose-resp TDsg and its istical significance, and citation. Pop-up windows define each code, for example, strain of animal, route of administration, tissue and tumor type. Chemical information is provided,
including SMILES and InChl codes, and chemical structure.

A-o-C (CAS 26148 68-5

Acesulfame-K (CAS 55589-62-3

Acetaldehyde (CAS 75070

Acetaldehyde methylformylhydrazone (CAS 16568-02-8
Acetaldoxime (CAS 107-29-9

Acetamide (CAS 60-35-5

Acetaminophen (CAS 103-90-2

Acetohexamide (CAS 968-81-0
Acetone[4-(5-nitro-2-furyl)-2-thiazolyl[hydrazone (CAS 18523-69-8
Acetonitrile (CAS 75-05-8

Acetoxime (CAS 127-06-0

1" Acetoxysafrole (CAS 34627-78-6

N'-Acetyl-4-(hydroxymethyliphenylhydrazine {(CAS 65734-38-5
1-Aretvl-2-icaniratinnvlhvdrazine (AR TNTR-IR-N

SHORT DESCRIPTION The Carcinogenic Potency Database (CPDB) is a
unique and widely used international resource of the
results of 6540 chronic, long-term animal cancer tests
on 1547 chemicals.

Nr of ENDPOINTS/TESTS TD50

Nr of CHEMICALS 1547

QUALITY CONTROL
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Deliverable 4.2: List of databases.

4 PHYSICOCHEMICAL PROPERTIES

4.1 Chemical and Physical Properties Database

Name Chemical and Physical Properties Database

URL http://lwww.dep.state.pa.us/physicalproperties/Default.htm

L — = = - .
-
gﬁg;;'c'ts n!zpﬁlinent of‘inuilongenlnl Pr‘ole:&ion B B
— i —
L
Land Recycling Program
Chemical and Physical Properties Database
Property Search  Search CAS Number Home
WELCOME
You are at the homepage of G ical and Physical Prop D This database provides the summary tables of chemical and physical property values available from various sources. This database is intended

to provide a quick summary of available chemical and physical property values and allows a person to compare and verify valugs quickly. Persons need additional information should consult the ariginal sources. In general,
achemical or a physical property value should be verified by at |east two or three sources, since no single source can provide correct data all the time.

The information on this database is intended as a compilation of updated data. 1t is provided here for informational purposes and for the convenience In establishing Site-specific standards. Some of the chemical and
physical property values in this database will be incorporated into a future amendment to appendix A to Chapter 250, as data used to calculate medium-specific concentrations under the Statewide health standard

Mo, you may:

® Search the database for chemical and physical property values.
® Search the CAS number.

Please forward and i ding this web page or the database to:
Samuel Fang at sfangi@state.pa.us.

[Bureau of Land Recycling and Waste Management Homepage]

e-mail: landrecycling@state pa.us

SHORT DESCRIPTION Database on physicochemical properties. Free access.

Nr of ENDPOINTS/TESTS 12: aqueous solubility, attenuation Lambda in
Groundwater, boiling point, density, diffusivity in air,
diffusivity in water, Henry’s law constant, logP, Koc,
melting point, molecular weight and vapour pressure

Nr of CHEMICALS

QUALITY CONTROL updated
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De

liverable 4.2: List of databases.

4.2 EPISuite
Name EPI SUITE v4.0
URL http://lwww.epa.gov/oppt/exposure/pubs/episuitedl.htm

SHORT DESCRIPTION

Nr of ENDPOINTS/TESTS
Nr of CHEMICALS
QUALITY CONTROL

The EPI (Estimation Programs Interface) Suite™ is a
Windows®-based suite of physical/chemical property
and environmental fate estimation programs devel-
oped by the EPA’s Office of Pollution Prevention
Toxics and Syracuse Research Corporation (SRC).
EPI Suite™ uses a single input to run the following
estimation programs: KOWWIN™, AOPWIN™ HEN-
RYWIN™, MPBPWIN™ BIOWIN™, BioHCwin,
KOCWIN™ WSKOWWIN™ WATERNT™,
BCFBAF™, HYDROWIN™, KOAWIN and
AEROWIN™ and the fate models WVOLWIN™,
STPWIN™ and LEV3EPI™. ECOSAR™, which esti-

mates ecotoxicity, is also included in EPI Suite™

Information on validation varies with the program and
includes detailed statistics for some. For others,
where multiple independent studies have been done,

brief summaries and references are provided
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Deliverable 4.2: List of databases.

4.3 BSAF

Name
URL

BSAF (Biota-Sediment Accumulation Factor)
http://www.epa.gov/imed/Prods_Pubs/bsaf.htm

U.S. ENVIRONMENTAL PROTECTION AGENCY
Mid-Continent Ecology Division

Division Home
Basic Information
Research Program

Products &
Publications

Working with EPA
Internet Resources

Division Events, Tours,
Education Assistance

Environmental
Management

Visitor Info & Map

Contact Us search: OallEPa @ This area

You are herei EPA Harne » Research & I rt » Health and | Effects Research » Mid—Continent Ecalagy Division » Praducks & Publicstions » BSAF (Bicta-Sediment Acurnulation Factor)

BSAF (Biota-Sediment Accumulation Factor)

EPA MED researchers developed a data set of appraximately 20,000 biota-sediment accumulation factors (BSAFs) from 20 locations (mostly Superfund sites) for nonionic organic chemicals, e.g.,
PCBs, PCDDs, PCDFs, DDTs, PaHs, and pesticides . Fresh, tidal, and marine ecosystemns are included in the data set, and species in the data set include fish and benthic species {e.g., lobster,
crayfish, and benthic invertebrates). The purpose of the data set s fivefold: i) provides tools for evaluating the reasonableness of BSaFs from other locations, i) provides a tool for building a
BSAF data set for locations of your interest, iii) provides data for performing bounding assessments of risks for locations where limited or no bioaccumulation are available, iv) permits inguiry
into underlying relationships and dependences of BSAFs upon ecosystem conditions and parameters, and v) allows comparison of PCB, PCOD, and PCOF residues to residue-effects data
download from PCBRes (see httn:/fwww.ena.govimed/orods pubs.htm),

Researchers and managers using BSAF data set for analyses or projects need to understand that this data set does contain, in all likelihood, some outliers even thaugh effarts were taken to
eliminate them. Further, because users can input BSAF data from their sites of interest, incorporation of highly anomalous data will skew the outputs from the data set.

The BSAF data set zelf-extracting zip file (11 MB) includes the BSAF data set with 3 user-friendly interface, the full BSAF User Guide, a two-page Quick User Guide, an Excel Template for use
when importing data, a Plotting Template, and a ReadMe file that should be read prior to using the database. The database requires 500 MB space on your PC and Microsoft Access 2003 or
higher.

For more information on the BSAF data set, contact the ECOTOX helpline at: E: ecotox support@epa.gov or T: 218-529-5225,

Eesearch and Development Home || NHEERL Hame || @rosse Tle Home

EPA Home | Privacy and Security Wotice | Contact Us

http://www epa.govi med/Prods_Pubs/bsaf,htm
Print As-Is

Last updated on martedi 10 febbraio 2009

SHORT DESCRIPTION biota-sediment accumulation factors for nonionic or-

ganic chemicals, e.g., PCBs, PCDDs, PCDFs, DDTSs,
PAHSs, and pesticides

Nr of ENDPOINTS/TESTS
Nr of CHEMICALS 20000
QUALITY CONTROL
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Deliverable 4.2: List of databases.

Name SPARC
URL http://ibmlc2.chem.uga.edu/sparc/
SPARC \ |
Performs / -
Automated -
Reasoning in '5”' v VR I
Chemistry
H
WAELGCOME TOITNDE'SPARG
ONJEINECAEGUI L TO
i
pKa Gas pKa NonAq pKal Solid pKa
ol | ol @
Properties| | Potential | |Toutomers| | Logp
Henry(pH) Tons Alpha/Betal
1785 Kinetics Hydrolysis H&rdrationl F(])-Ir?:;tuignl

Current type is not set
Press buttons ahove to choose type.

SHORT DESCRIPTION Databases and models to predict physicochemical
properties. Free access.

Nr of ENDPOINTS/TESTS

Nr of CHEMICALS updated

QUALITY CONTROL
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Deliverable 4.2: List of databases.

5 Invivo studies and bioassays

5.1 ToxRefDB

Name ToxRefDB (Toxicity Reference Database)

URL http://actor.epa.gov/toxrefdb/faces/Home.jsp

U.5. ENVIRONMENTAL PROTECTION AGENCY

ToxRefDB: Toxicity Reference Database

RecentAgditions | Contzztus  Search: O AlIEPA & This Area

You are here: EPA Home » National Centerfor Computational Taxicologw » ToxRef8 » Home

ToxRefDB Home
Basic Information H ome
Search By Endpoint
ToxRefDB (Toxicity Reference Database) captures thousands of in vivo animal toxdcity studies on hundreds of chemicals. The database:
Help = Stores detailed study design, dosing, and observed treatrmentrelated effects using standardized vocabulary.
ACTOR « Provides detailed chemical toxicity data, for the first time, in a publically accessible and searchable format

« Enables linkages to other public hazard, exposure and risk by with ACToR Computational Toxicalogy Resource)

+ Captures over 30 vears and §2 billion of animal testing results.

= Connects to another EPA chemical screening tool called ToxCast, a multi-vear, multi-million dollar effort that uses advanced science tools to help efficiently understand biological processes impacted by chemicals
that may lead to adverse health effects.

« ToxRefDB has currently released detailad study and efect information on 474 chemicals, primarily the data rich pesticide active ingredisnts, and will continue 1o expand. Ifthere are no available studies in ToxRefDB,
please search for the chemical of interest in ACToR for all publicly available hazard, exposure, and risk information

Chernical Name Parameters Mateh by
@ Search on Chermical Names O Exact
O Search on CAS Numbers @ Any

Enter Chemical Name:

Search

Details Image CASRN Chemical Name Chronic/Cancer_Rat Chronic/Cancer_Mouse Rej ive_Rat I _Rat I |_Rabbit Subchronic_Rodent
Mo Data Found. Additional chemicals can be found in ACToR

EFAHome | Privacy and Security Motice | ContactUs

hitp ifactor.ep a.gewtoxrefdbifacestHome jsp
Print fis.1s

Last updated on lunsdi 26 luglis 2010

SHORT DESCRIPTION captures thousands of in vivo animal toxicity studies

on hundreds of chemicals

Nr of ENDPOINTS/TESTS Whatever available
Nr of CHEMICALS 424 (?)
QUALITY CONTROL updated
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Deliverable 4.2: List of databases.

5.2 ToxCast

Name ToxCast
URL http://epa.gov/ncct/toxcast/

LEARN THE ISSUES | SCIENCE & TECHNOLOGY | LAWS & REGULATIONS | ABOUT EPA

National Center for Computational Toxicology (NCCT) [AContact Us

You are here: EFA Home » Research & Developrment » CompTox » ToxCast™
Home

Basic Information ToxCast™

Organization Pred g Hazard, Characterizing Toxicity Pathways,
and Prioritizing the Toxicity Testing of Environmental
Staff Profiles Chemicals

Research Projects
’ In 2007, EPA launched ToxCast™ to develop a cost-effective approach for efficiently

ACToR prioritizing the toxicity testing of thousands of chemicals.

Determining

. ® Uses data from state-of-the-art high-throughput screening (HTS) bioassays.
Uncertainty

® Builds statistical and computational madels to forecast potential chemical toicity

D55Tox in humans

Exmoc In 2007, Phase | provided EPA regulatary pragrams with science-based :
xpoCast™ . . . .
e infarmation helpful in prioritizing chemicals for more detailed toxicalagical evaluations and Overview

ToxCast™ mare efficient use of animal testing _ o P
: Phase | profiled over 300 well-characterized chermicals tarimarily pesticides) in over 400 HTS
EL] endpoints. Endpints include biachemical assays of protein function, cell-based Jr—
P— transeriptional reporter and gene expressian, cell ine and primary cell functional, and
Information Management
developmental endpaints in zebrafish embryos and embryonic stem colls )

Phase 1 chemicals have already been rested using traditional toxicology methods including Contractors

developmental toxicity, multi-generation reproductive swdies, and sub-chronic and chronic

rodent bioassays. ToxRefDE is the relational database storing this information- nearly $2 Data Sets & Published
DR billion worth of animal tosicity studies. Research
SR In 2010, Phase | of ToxCast will screen additional cherical compounds representing broader »
; " " Get ToxCast Email Alerts
chemical structure and use classes to evaluate the predictive toxicity signatures developed in

NCCT Events Phase |

S Toxicity signatures from ToxCast will be defined and evaluated by how well they predict outcomes fram mammalian
toxicity tests and identify toxicity pathuways relevant to human health effects
BOSC Information Frovides the Tox2 1 collaboration access to ToxCast high-throughput screening assays and chemical library to increase the

e ——— data available on the nearly 10,000 chemicals being studied

Practice
If wou are interested in becoming involed in this effart, wou can join EPA's Chemical Prioritization Cormrmunities of Practice

I i stakehalder aroup.
Partners

SHORT DESCRIPTION Uses data from state-of-the-art high-throughput
screening (HTS) bioassays.

Nr of ENDPOINTS/TESTS Whatever available

Nr of CHEMICALS 300

QUALITY CONTROL
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Deliverable 4.2: List of databases.

6 Other databases

6.1 IUCLID
Name IUCLID
URL http://ecb.jrc.ec.europa.eu/esis/index.php?PGM=dat

European Commission

search Centre
Health and C er Pi

EINECS ELINCS CLPIGHS HPV-LPV (* IUCLIDDS =~ ORATS

Select a range of EINECS# V| Select arange of CAS# v

are listed the 2 604 current W e Chemica =, Each rang e las hich contains the

SHORT DESCRIPTION This IUCLID Chemical Data Sheets Information Sys-
tem provides you with an extract of data from the 1U-
CLID (International Uniform ChemicaL Information
Database) on High Production Volume Chemicals re-
ported by European Industry in the frame of the Euro-
pean existing chemicals risk assessment programme.

Nr of ENDPOINTS/TESTS What is available

Nr of CHEMICALS 2604

QUALITY CONTROL
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Deliverable 4.2: List of databases.

6.2 ChemSpider

Name
URL

SHORT DESCRIPTION

ChemSpider

www.chemspider.com

ChemSpider

Building community for chemists

About

Home

Search

Predict Properties
Deposit Data
ChemSpider Blog
Sponsors

Collahorators

Food & Function
.

il i
MyRSC Online

Community

o
Advertisements

P e

Search Services Support Contact Us

ChemSpider Introeduces Support for Reaction Syntheses at
ChemSpider SyntheticPages

ChemSpider links together compound information across the web, providing free text and structure search gccess of
millions of chemical structures. With an abundance of additional property information, tools to upload, curate and use
the data, and integration to & multitude of other online services, ChemSpider is the richest single source of
structure-based chemistry information. Itis provided to the community by the Royal Society of Chemistry

| Stucture Searh
Advanced Search

Search

Malecules of Interest

Al of the molacules above are HINT antiviral carmpalnds

ChemSpider Blog ChemSpider Synthetic Pages

Fredhark Rennested nn New Wehsite Desion Mew! Demethylatinn nf & methiney arene nsing ovridiniom hyeeochinde

pound data from across the web

Nr of ENDPOINTS/TESTS Whatever available
Nr of CHEMICALS 25M

QUALITY CONTROL

[Searoh GramEpier @)

RSCI&aE s

Advertise  Spansor

Bold Sponsars

24 Agilent Technologies

SCIENTIFIC

Adverts

Waters

THE SCIENCE OF
WHAT'S POSSIBLE!"

sirdken

ChemSpider is a free-to-access collection of com-

Automated chemistry checking of structures on loading

Manual comment and correction tools offer crowd-

sourced curation with expert review
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6.3 CHIRP

Name
URL

Deliverable 4.2: List of databases.

CHIRP
http://www.safe.nite.go.jp/english/db.html

Nite 'ncoreorated Administrative Agency
National Institute of Technology and Evaluation

| Site Map | Links | Japanese |

Eu MITE TGP » Chemicsl Managemert Fisld = Chemical Risk Information Plstform (CHRIP)

Collecting and transmitting information required for total risk assessment and
management of chemical substance

’Iz‘ Chemical Management Field

Chemical Management Field _)I

Chemical Risk In
Platform (CHRIP)
TrteleRaugSibetn i Chemicaly
SUREIIEST Substances

Activities Related to the Chemical (!
Substances Control Law

Information on PRTR, MSDS !]

| Chemical Risk Information Platform (CHRIP)

‘ CHRIP has been as part of the ion of Safety for Chemical " based on “The Intellectual Infrastructure Installation Project” of METL.

== System Interruption Notice **
CHRIP will be interrupted for data renovation, on the following date and time;
29 July 18:00 - {for about 1 hours) Japanese Standard Time
{The length of time required will depend on the work progress.)
WihatsNew
2 July 21,2010 Data on CHRIP updated.

Total Search System for Chemical Substances

-You can search the comprehensive information on a target chemical gubstance (information on hazardous property/hazard
assessments or regulations, etc.) by entering its number or name as a keyword.

{Disclaimer)

1. Aiming to keen the content of this site accurate and up to date. NITE make no warranties or renresentations renardina

SHORT DESCRIPTION Chemical Risk Information Platform developed by Data
Analysis Division,

Chemical Management Center of National Institute of
Technology and Evaluation (Japan). It contains many
data of environmental interest. Free access

Nr of ENDPOINTS/TESTS Whatever available
Nr of CHEMICALS

QUALITY CONTROL updated
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