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Abstract: Finding a chemical compound similar to approved drugs or promising candidate compounds is important technique
for drug discovery. In this study, we improved the chemical structure comparison system named KCOMBU which used maxi-
mum commom subgraph/substructure (MCS). We developed the Tanimoto coefficient filter which provides upper bound of
Tanimoto coefficient where a threshold parameter is given. The calculations finding MCS between two compounds is omitted by
the filter. As a result, we achieved up to 14 times faster calculation of similarity search for ChEMBL 18 database than

KCOMBU.
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