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Chemical structure mining for adverse reactions and early stage signal detection

Okada, Takashi
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Effective components of drugs are accumulated in PharmCompo database. Each
entry in the database has ATC codes. A new algorithm has been proposed to detect classification
nodes and component nodes characteristically related to an adverse reaction by drugs. We have
applied this algorithm to adverse event reports in JADER using anaphylaxis and other 6 reactions.

Drug classifications and component drugs were detected causing frequent reactions. Browsing the
structures of these drugs led to several substructures, and the succeeding structure refinement
process enabled the proposal of structural alerts to these adverse reactions.
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BASIC (Basic Active Structures in Chemicals)
http://www.dm-lab.info/BASIC
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