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This research discusses flows inside a carbon nanotube (CNT) by molecular dynamics(MD)

simulation.

Even the fully parallelized code for MPI cannot be fast enough for simulations of many molecules
because of too long CPU time required. This research optimizes the parallelized code for CUDA+MPI
and evaluates the code. As a result, the new code performs sixteen times as fast as the conventional
one. Computations of liquid argon flows inside the larger CNT by this code elucidate the transition

process between the nano and macro flow physics.
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