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Efficacious Load Balancing Methods for Molecular Orbital
Calculations on a Heterogeneous Cluster

Kiyoshi Hayakawa*, Tohru Sasaki**, Hiroaki Umeda™* T
and Umpei Nagashima™* T

This paper makes a study of load balance methods of molecular orbital calculations which
make efficient use of Heterogeneous cluster systems. Recently, different PCs are launched from
pillar to post as rapid progress of CPU. In the future, cluster systems which have different
types of compute resource, such as GPU, FPGA and so on, may be launched. Under the
circumstances, we evaluate 2 types of load balancing methods(static load balancing and dynamic
load balancing) of molecular orbital calculations, and discuss about load balance methods which
make efficient use of Heterogeneous cluster systems.
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