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ABSTRACT 

INTERACTION PREDICTION DEVICE, 	INTERACTION PREDICTION 

METHOD, AND COMPUTER PROGRAM PRODUCT 

5 The present invention acquires compound structure data 

and candidate protein structure data on a candidate protein 

serving as a candidate for interaction with the compound. 

The present invention calculates a binding strength between 

the candidate protein and the compound using a docking 

10 simulation method, determines a predicted binding strength 

corresponding to the binding strength predicted by making a 

comprehensive evaluation of the binding strength, and 

determines a predicted protein corresponding to the 

candidate protein predicted to interact with the compound. 

15 The present invention calculates an interaction strength 

using a binding strength simulation method and determines a 

predicted interaction strength corresponding to the 

interaction strength predicted by making the comprehensive 

evaluation of the interaction strength. 
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Figure 3 


