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An approach allowing to perform the preliminary selection of substances with specified metabolic

properties has been developed. The approach includes classification of substances using 3D-QSAR algo-
rithm BiS. It allows to fulfil the selection of substances being and not being P450 isoforms substrates
depending on requirements. The same selection of substances can be required for the search of the drug
candidates with specified metabolic properties in addition to the main pharmacological effect.
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