©
2019 2021

Accurate analysis on plastic deformation from grain boundaries using
quantum-classical hybrid simulation

Uranagase, Masayuki
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Dependence of tensile strength of a graphene bicrystal on its misorientation
angle is studied by molecular dynamics simulations. Then, we found that it is difficult to relate
the strength with the energy of the grain boundary. This tendency is similar to that for three
dimensional crystals such as magnesium. In addition, to resolve a flaw appeared in simulations of
deformation, we developed novel nonequilibrium molecular dynamics method. Moreover, we analyzed
effects of vacancies on polarization in BaTiO3 and dynamics of water at a gold surface using
core-shell model.
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