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Abstract:

Transition state theory is the cornerstone of
classical molecular dynamic study of some rare
events such as chemical reactions, etc. Quantum
effects needs to be taken into account when (but
not limited to) light particles and/or low
temperature are involved. The high
dimensionality of potential energy surface calls
for more efficient models without solving

Schrodinger equations.

In this talk, I shall discuss various
generalizations of classical TST to quantum

regime and their applications.
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