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Development of Molecular Dynamics Simulation Program using Virtualized GPU
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FEXHEER  We parallelized the molecular dynamics simulation with up to 1,024 GPUs in the
TSUBAME supercomputer, and evaluated the scalability of the calculation speed. We utilized
the software named “DS-CUDA” which we are developing for virtualizing CUDA APIs for
GPUs. It enables us to use the same source code for a single node as for multiple node GPUs
without any modification. We obtained 61% parallel efficiency with 1,024 GPUs, and it matched

with the estimation model of the performance within 4% error.
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