The 18th Annual Conference of the Japanese Society for Artificial Intelligence, 2004

1F2-03

TFS
Structure Data Mining of Drugs using Differential Spectra of The TFS

Satoshi Fujishima Y oshimasa T akahashi

Department of Knowledge-based Information Engineering, Toyohashi University of Technology

We introduced the Differential spectra between the TFS for mining chemical structural features of Drugs that have a par-
ticular activity. The Differential spectra make us possible to characterize a particular chemical class with a set of TFS peaks
that are appeared in the chemical class but not appeared in another class. A software tool was developed, which can generate
the Differential spectra, and it also can find structural fragments assigned to the class-specific TFS peaks obtained by the Dif-
ferential spectral analysis. The Detail of this approach will be discussed with examples featuring the tool.
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