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Why Is a Tools Database Needed

« Companies, Universities and other chemical uses have
difficulty finding meaningful chemical information to
safely use, work with and dispose of chemicals.

« MSDS are required by OSHA but they often provide minimal
Information. They often lack information to understand
the toxicity, long term hazards, environmental fate,
properties or even the composition.

e Information on many chemicals or modeling tools exist but
can be difficult to locate
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Tools Database Goals

* Provide a single location that provides multiple resources
for chemical properties, toxicity and environmental data.

 Provide links for each resource. The link may need updated
rather than recreating a database where information
needs to be updated periodically.

e Provide user comments describing the database or modeling
programs. Can include comments on ease of use and
validity of the information. Describe limitations to the
database or modeling program. Comments can be added
by users over time.

DC Long
12/14/06



What Tools & Databases are Available

 There are numerous free sources of chemical data. One
must search to find the databases.

 There are also several excellent subscriber chemical
databases.

 |In addition to databases there are numerous chemical
modeling programs for hazard and risk assessment, exposure
assessment tools, fate assessment tools and safer chemistry

design tools
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GC3 Tools Database

Lets take a look at the current organization of the database

Environmental/Chemical Properties
Chemical Properties/Toxicity/Safety
Chronic Toxicity

Multiple Databases (including subscriber)

Modeling Programs- Assessment Tools
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U.S. Environmental Protection Agency

High Production Volume (HPV) Challenge Program
Recent Additions | Contact s | Print Wersion Search:l (GO

EP& Home = Prevention, Pesticides & Toxic Substances = Pollution Prevention & Toxics = High Production olume (HP Challendge Program = Chemicals and SIDS
Testing

Chemical Hazard Data Availability Study

High Production Volume {HPV) Chemicals and SIDS Testing

Of the 3000 chericals that the US imports or produces at more than 1 million [bsfyr, a new EFPA analysis finds that 43% of these high
praduction volume chemicals have no testing data on basic toxicity and only seven percent have a full set of basic test data. This lack of
test data compramises the public's right to know about the chemicals that are found in their ervironment, their hames, their warkplace,
and the products that they buy. Industry must do more to ensure that basic information is available on every high-production chemical
they manufacture.

Background:

There are six basic tests which have been internationally agreed to for screening high production volume (HP%) chemicals for toxicity.
The tests agreed to under the Organization for Economic Cooperation and Development's Screening Information Data Set (OECDYSIDS)
prograrm are; acute toxicity; chronic toxicity; developmental/reproductive toxicity; mutagenicity; ecotoxicity and environmental fate,

EPA found that approximately 55% of TRl chemicals have had full SIDS testing, while only 7% of ather chemicals have full test data.
EPA alzo looked at a set of 491 chemicals used by children and families in consumer products. Only 25% of these chemicals have full
screening data. EPA cannat begin to judge the hazards and risks of such consumer chemicals without basic information, and in fact
substantially more detailed and exhaustive testing is needed to assess these high exposure chemicals.

It is clear that companies need to do more to address this problem: of the 830 companies making HPY chemicals in the LI, 148
companies have MO 3103 data available on their chemicals; an additional 459 campanies sell products for which, an average, half or
less of 3103 tests are available. Only 21 companies (or 3% of the 830 companies) have all SIDS tests available for their chemicals. The
basic set of test data costs about $200,000 per chemical.

EPA’'s Plans:
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EPA Home = Prevention, Pesticides & Toxic Substances = Pollution Prevention & Toxics = High Production Yolume (HP%1 Challenge Program = =earch the HPY
Chemical List

Search the HPV Chemical List

By using the drop-down menus, you can search the 1990 or 1994 list by CAS Mumber, Chemical Mame, Indicator value,
Chemical Sponsorship Status, or Sponsor Commitment Status. You can enter all or part of & CAS number or chernical
name, a single indicator value, a single chemical sponsorship value, sponsor name, or sponsaorship year,

Please note that dashes have been added to all CAS Numbers on this website. This change ensures that all
CAS Numbers conform to standard CAS format. Dashes must now be included when searching for a CAS
Number.

Search Type - | CAS Number =l

Search Term- I 79-94-7

Search Year—lmﬂﬂ "I

submit Query |

Indicator Column Values

éﬁ 0 = Chemical is within the scope of the HPY Challenge Program and may be sponsored.
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selecting models (air, surface wuater, ground water and multimedia). AFR - Automated Form R - electronic form
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Hance Materials What is ECOSAR?

mical Categories ECO=AR (Ecological Structure Activity Relationships) is a personal computer software program that is used to estimate the toxicity of

chemicals used in industry and discharged into water. The program predicts the toxicity of industrial chemicals to aguatic arganisms
sent Orders and such as fish, invertebrates, and algae by using Structure Activity Relationships (SARs). The program estimates a chemical's acute

LR LU LR (< Hort-term) toxicity and, when available, chronic (long-term or delayed) toxicity.
es

port

SAR: Ecological What is a Structure Activity Relationship (SAR)?

otructure Activity Relationships, ar SAR, is a technigue routinely used by ERPA to estimate aguatic toxicity of chemicals being reviewed
by the EPA in response to Pre-Manufacture Motices mandated by Section 5 of the Toxic Substances Control Act (TSCA). ECOZAR
makes EPA's 3AR methods for aguatic toxicity conveniently available through an easy-to-use computer program.

How Does ECOSAR Work?

ECOSAR uses SARs to predict the aguatic toxicity of chemicals based on their structural similarity to chemicals for which aguatic
toxicity data is available. SARs express the correlations between a compound's physicochemical properties and its aguatic toxicity.
oARs measured for one compound can be used to predict the toxicity of similar compounds belonging to the same chemical class.
ECOSAR also allows access to over 100 SARs developed for 42 chemical classes. The SARs contained within the program are based
on test data. Many of the SAR predictions have been validated.
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Summary

GC3 Spreadsheet of Chemical Information Databases
and Modeling programs is just a start.

It is currently a spreadsheet but could be transferred to
a database like Access that is searchable using Key Words.

GC3 Members need to use the tool to evaluate how useful
it Is and is it worth developing further.

The GC3 Tools Team will be evaluating the tool and making
recommendations. We invite others to provide input
based on this presentation.

DC Long
12/14/06



