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An atomistic study of early stage mechanism of solid-solid phase transformation
in Titanium
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In this study, factors affecting the initial process of solid-solid phase
transformation were investigated by using molecular dynamics techniques, which can directly treat
individual atomic motion. 1 obtained knowledge on effects of external factors such as temperature
and pressure as well as internal factors related to microstructures. 1 also worked on an atomistic
simulation framework, such as a method for the accurate evaluation of forces and energies, which is
useful for the quantitative analysis of the initial mechanism of solid-solid phase transformations.
A method for evaluating the energetic stability of each phase under finite temperature and pressure
was also worked on. Based on these studies, | obtained atomistic-scale knowledge and computational
methods, which are useful for the elucidation of the initial mechanism of solid-solid phase
transformation.
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