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Parallelization of Short-range Molecular Dynamics

YosHio HANAWA' and YosHio OYANAGI:

Although the molecular dynamics (MD) is an approach used in various scientific fields for
s1mulat1ng the systems which consist of a few hundred up to a few billion interacting particles,
there is still the needs for the simulations of the larger systems which can't be solved by a
single processor machine. This fact forces us to use parallel machines and good parallel algo-
rithms. For the parallelization of short-range MD, two algorithms called the cell method and
the Verlet neighbor table method are suitable. In this paper, we implemented the MD using
the Verlet neighbor table method on a distributed memory parallel computer AP1000+. We
show that the division of space into 2-dimensional blocks is efficient on certain conditions.
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