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Application of Global Reaction Route Ma?ping Method to Migration-Behavior
Analyses of Lattice Defects and Its Deployment to Real Time Scale Simulations
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The Global Reaction Route Mappin? method was implemented to parallel
computers, and some high speeding techniques for crystalline materials were introduced. We applied
our method to the analyses of diffusion behavior of vacancy-type defects for which conventional
methods are applicable, and then evaluated the accuracy of our method. It was shown that the
possible structure changes from given initial structures are comprehensively listed up with
associated activation energies. The method can be a powerful means to unravel the complicated
behavior of lattice defects
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