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An efficient score calculation method without using FFT
in protein docking prediction

SHIMODA TAKEHIRO! ISHIDA TAKASHI! AKIYAMA YUTAKA!

Abstract: In protein-protein docking, a fast calculation method using fast Fourier transform (FFT) is well
known, but the form of the evaluation function is limited to the sum of convolution. In this study, we devel-
oped an efficient docking calculation method without using FFT in order to use various evaluation functions.
Against the increase of computational cost, we proposed the heuristic method that hierarchically searches
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only high-score complex structures using the locality of high-score complex structures.
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