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& Symyx Software: Decision Support

Symyx

For Smarter Lead Generation
Explore pharmacophores and lead compound structure-activity relationships, select scaffolds and R-groups for combinatorial libraries, compare

ecotoxicology and biodegradation profiles, apply data about metabolic fate and toxic effects early in the discovery process, and monitor industry
trends.

Isentris provides rich functionality to access the Pharmacology databases:

e Drag-and-drop SAR table creation e Automatic links in metabolic pathways to toxicity data
Rgroup decomposition for rapidly exploring the effects of indicating toxic metabolic intermediates
substitution on the biological activity of a pharmacophore e Support for integration of in-house and Symyx databases
e Citation hyper-linking to source literature information so so information can be searched as a single source
scientists can obtain literature information without delay e Support for integration of content into existing scientific
e Customizable search, display, and report forms applications
e Metabolite explorer enabling researchers to explore known
metabolite routes quickly.
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MDDR: Bioactivity information for newly
launched and developing drugs

CMC: Information on marketed and clinically
studied drugs
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Several new benzodiazepines selectively interact with a
benzodiszepine receptor subtype

Time effects of food intake on the pharmacokinetics and
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Included Databases

MDDR provides current bioactivity findings for newly launched and Symyx Comprehensive Medicinal Chemistry (CMC) offers information on

developmental drugs including calculated properties based on chemical marketed and clinically studied drugs including biochemical properties, drug

structures and 3D models. The database is produced by Symyx and class, measured logP and pKa, and searchable 3D models. CMC is derived

Thomson Reuters. from the Drug Compendium in Elsevier's Comprehensive Medicinal
Chemistry.

National Cancer Institute Databases, including CAS Registry (127,000
structures), Plated Compounds, AIDS, and Cancer databases, are offered
as a public service to Symyx customers.
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biotransformation pathways. 5 PN Symyx Toxicity: Gain
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Symyx Metabolite is the world’s most comprehensive collection of Symyx Toxicity is a structure-searchable bioactivity database of toxic
xenobiotic compounds and biotransformations (primarily medicinal drugs), chemical substances containing data from in vivo and in vitro studies of
which also indexes path and scheme information and experimental data acute toxicity, mutagenicity, skin and eye irritation, tumorigenicity and
from in vivo and in vitro studies compiled from primary literature, conference carcinogenicity, reproductive effects, and multiple dose effects. Toxicity
proceedings, and New Drug Applications. Symyx Metabolite can be used in Database includes the complete contents of the Registry of Toxic Effects of
conjunction with Symyx Toxicity. Chemical Substances database, the GENE-TOX database (US

Environmental Protection Agency), and the Chemical Carcinogenesis
Research Information System database (National Cancer Institute).
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