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Abstract:

Knowledge on interface dynamics and

precipitation thermodynamics is essential for the



mechanical property design of metals and alloys. The
microstructure formation and evolution in alloys are
basically determined by precipitation
thermodynamics. The dynamic behavior of interface
under strain plays a key role for the global
mechanical property of the materials. In our recent
works, we carried out theoretical investigations on
interface dynamics and precipitation
thermodynamics of various metals and alloys by
molecular dynamics simulation and first—principles
calculations. In this talk, I am going to introduce
several our recent results on the following two
aspects: the dynamic response of symmetrical tilt
grain boundaries of metals under shear strain and the
crack evolution in bulk nano—metals by molecular
dynamics simulations; the structure stability and
precipitation dynamics of typical binary alloys by
density—functional theory and density—functional

perturbation theory calculations.
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