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(57) Abstract: One purpose of this invention is to provide a method,
program, and device that make it possible to calculate a feature val-
ue that accurately represents the chemical properties of a structure of
interest. Another purpose of this invention is to provide a method and
program that make it possible to efficiently screen for a drug candi-
date compound using a feature value. Another purpose of this inven-
tion is to provide a method that makes it possible to efficiently create
the three-dimensional structure of a drug candidate compound using
a feature value. Similarity between the degrees of probe accumula-
tion of structures of interest indicates similarity between the chemical
properties of the structures of interest; that is, structures of interest
having similar feature values calculated according to a first embod-
iment have similar chemical properties. Therefore, the first embod-
iment makes it possible to calculate a feature value that accurately
represents the chemical properties of a structure of interest.
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