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Molecular dynamics simulation on CP-PACS

Masaki HATTORI,;t Masazumt MATSUBARA ¢
KeN’icHI ITAKURAt and TAisukeE BOKUt

In this research, we implement a molecular dynamics simulator on the massively parallel
processor CP-PACS, and evaluate its performance. )

Utilizing a powerful interprocessor communication feature of CP-PACS, we parallelize the
application based on particle distribution method, which is usually not suitable for mesh-type
interconnection network. In this method, we can perfectly balance the load on all processing
units and achieve high scalability up to 512 nodes, deriving very wide bandwidth of intercon-
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