EER - IS

ETSIRTRIAFIEIRAY=5ab=93Y0D
i &I

RRLFAZF BFS ONI -

Development and applications of quantum many-body molecular dynamics simulations
Kenichi Kinugawa, Faculty of Science, Nara Womenls University

Abstract:

Unknown dynamical properties and phenomena of quantum condensed and molecular systems have been
explored by means of path integral centroid molecular dynamics (CMD) simulations. A unified technique
called ab initio CMD has been developed, while a new numerical technique of quantum dynamics called
effective potential analytic continuation method has been proposed. The acceleration of the CMD
computation has been achieved on the basis of the MPI parallelization. These achievements have enabled us

to establish the computational schemes for the dynamics of quantum many-body molecular systems.
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