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Interfacial properties out of equilibrium estimated based on data assimilation
of atomistic and microstructural approaches

Ohno, Munekazu
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“ on-the-fly”

Solid-liquid interfacial free energy and mobilities are important quantities
that determine solidification microstructures in metallic materials. However, it is currently not
possible to obtain these quantities in non-equilibrium states and a method for computing them needs
to be developed. In this study, the method for computing the interfacial properties were developed
by combining atomistic simulations, microstructural simulations and data assimilation techniques.
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