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docking prediction by means of machine learning

FuJiwArRA TAKAYUKI! MATSUZAKI YURI' ISHIDA TAKASHI! AKIYAMA YUTAKA!

Abstract: The protein-protein docking software “MEGADOCK?” uses the two terms in its target function;
shape complementarity and electrostatic. However, the optimal balance between those two terms is defferent
for each protein. Thus, dynamic adjustment of the weight of the electrostatic term based on the surface
charge of a protein was proposed in a previous work. In this work, we improved the method by using support
vector regression and additional characteristics of a protein. By using our new method, we achieved the
better prediction performance for the data used in the previous study. We also applied the method to new
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Dynamic adjustment of the objective function for protein-protein

data set.
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0 1 Protein-Protein Docking Benchmark 20 000000
Table 1 The result of the experiment for Protein-Protein
Docking Benchmark 2.0.
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Fig. 1 The accumulated value of (1 — Rauc) for Benchmark
2.0. Each color represents the contribution of each pro-

tein.
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Table 2 The result of experiment for Protein-Protein Docking
Benchmark 4.0.
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