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Possibility of Workstation and Parallel Computer for Molecular .Science
Umpei Nagashima and Mutsumi Aoyagi®

Ochanomizu University, National Chemical Laboratry for Industry®*

Performance of some workstations and parallel computers are evaluated
using a program for molecular science, which calculates Hartree-Fock
self-consistent field molecular orbital. Except for I/0 performance,
recent workstations have almost the same performance of largest
mainframes which are equipped at Japanese general purpose computer
centers for academic use.

Remarkable improvement of the preformance by the parallel computing
was suggested from the results by Intel i1860/64 and workstation cluster.
In the case of 1860/64, maximum performance was obtained at 8 CPUs
whereas the performance of workstation cluster is almost proportional
to the number of CPUs.
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