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SB-1 Acquisition of information related to compound structure

SB-2 Acquisition of information related to structure of candidate protein
SB-3 Display of result information

SB-4 Determination of predicted protein

SB-5 Determination of predicted interaction strength

SB-6 Prediction of effect
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(57) Abstract: Provided is an interaction prediction device
that: acquires information related to the structure of a com-
pound; acquires candidate protein structure information for a
candidate protein that interacts with the compound; calcu-
lates the bonding strength between the candidate protein and
the compound using a docking simulation method; determ-
ines a predicted bonding strength that is the bonding strength
predicted by carrying out an overall evaluation of bonding
strength; determines a predicted protein that is a candidate
protein predicted to interact with the compound; calculates
the interaction strength using a bonding strength simulation
method; and determines a predicted interaction strength that
is the interaction strength predicted by carrying out an over-
all evaluation of interaction strength.
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