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To carry out the effective massively parallel calculation of the fragment molecular
orbital (FMO) method, we developed the parallel FMO program, OpenFMO. In
addition, we probed the hierarchical structure of the FMO program and designed the
interface of subprograms (modules) to make it easy to cooperate with the computer
scientists and computer engineers to improve the performance of the parallel FMO
program. In this study, we implemented the high performance FMO program and
confirmed its high parallelization efficiency. And it was shown that the modules
designed and implemented in this work was useful to construct the parallel FMO
program in short time.
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