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A method to speedup compound searching
by grouped similar compounds
using the Tanimoto coefficient

NGUYEN CaM Ly, O SHIGETO SENO,?
YoicHl TAKENAKAT2 and HIDEO MATSUDAT?2

Abstract:0 In order to find compounds as candidates for drugs, one of the ma-
jor problems of drug development, it is necessary to find compounds that might
affect the proteins by using computer. Analysis of the compound structure sim-
ilarity is a widely used method to discover candidate compounds. Nowadays,
as the volume of compounds database is becoming rapidly increased, it is im-
portant to accelerate the compounds searching. In this paper, we propose a
method to speed up compound searching by using structure key and Tanimoto
coefficient. We use some methods for grouping similar compounds and evaluate
our method by comparing it with the algorithm normally used.
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