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Abstract:

Conventional molecular simulations suffer from the multiple-minima problem where there are
a huge number of local-minimum energy states in the system and the simulations tend to get
trapped in some of these local-minimum states. In order to overcome this difficulty, we have
been advocating  the  uses  of  the generalized-ensemble  algorithms which perform random
walks in potential energy and other physical quantities and their conjugate parameters. In this
talk, I will  give the latest results of our applications of generalized-ensemble algorithms to
classical and quantum molecular simulations.
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