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We have developed a GPU virtualization middleware to simplify the development of Molecular
Dynamics simulation program on distributed computing system, and evaluated their performance on

TSUBAME 2.0 supercomputer.

In addition, we applied this middleware to existing

Replica-Exchange Molecular Dynamics simulation program, which had been developed for a
single node computer, and confirmed that the middleware enables us to use the same source code

both for single- and multi-node computing systems.
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