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Parallel computing of protein—protein interaction
prediction system MEGADOCK on Microsoft Azure

MasAHITO OHUEY® YUKl YAMAMOTOY2 YUTAKA AKIYAMAL?2

Abstract: To predict protein—protein interactions (PPIs) of a large number of proteins, a method of com-
prehensively calculating all pairs of proteins using tertiary structure information was proposed. In this study,
MEGADOCK which was parallel computing software for structure-based PPI prediction software was ported
on Microsoft Azure, which is a public cloud computing environment, and parallel computing performance was
evaluated. As a result of parallel computation with 480 CPU cores and 80 GPUs using 20 GPU-equipped
virtual machines, parallel efficiency of 89% was obtained compared with using 5 virtual machines. The

2017/3/23

acceleration ratio by GPUs was better than doubled of use fee which increased by using GPUs.
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