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Development of a general purpose molecular simulation system
from microscopic to mesoscopic scales

Kwang Jin Oh'

ABSTRACT

In this paper, a general purpose molecular simulation system, which has been developed by the author, are described. One of the most
advantageous features is that the molecular simulation system can handle a coarse-grained model as well as an all-atom model. Therefore,
we can simulate mesoscopic phenomena as well as microscopic phenomea with the help of Langevin dynamics simulation and dissipative
particle dynamics simulation techniques. Thus we could study anesthesia, protein folding, biopolymer flow in microchannel with single
framework, which spans from microscopic to mesoscopic scales. We expect that we can also simulate many other bio/nano systems of
technological importance which are not feasible by means of molecular dynamics simulation technique. Finally, performance data are shown
and a bottleneck is identified for future optimization.
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