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Figurel. The upper panel is for low ( a ) and high conducting ( B ) crystallographic structure (interstitial sites
are the Li-sites). The occupancy of Li (green), B, and H is 1 for a-phase, whereas occupancy is 0.5 for B-phase
(Li-sites are indicated by green and orange). The lower panel is of Li* ion density of the corresponding phases.
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R
B Reorientational motion and Li*-ion transport in Li,B,,H,, system: Molecular
dynamics study.

Employing Force-field based molecular dynamics (MD) study, we investigated Li* ion
transport in Li,B;,H;,-system, a potential candidate for all-solid-state battery electrolytes.
Despite several first-principles MD studies, we developed a force field in this material to
carry out MD simulation as it produces longer simulation. Longer simulation is necessary
to understand the anionic reorientational mechanism, as it is relatively slower than Li*
ions. The proposed potential model successfully reproduces the low ( a ) to high ( 8 )
conducting phase transition. Our study finds anionic reorientation generates plenty of Li-
sites, which is responsible for Li* ion diffusion in the high conducting phase. The present
potential model may also be transferable to other materials of this promising class of
solids due to their similar local environments, and that also helps to investigate the
substitutional effect on fast ion transport, such that the high conducting phase can be

stabilized near room temperature for practical application.

[] Kartik Sau, Tamio lkeshoji, Sangryun Kim, Shigeyuki Takagi, Kazuto Akagi, and Shin-ichi
Orimo , Phys. Rev. Materials 3, 075402 (2019)
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My name is Vu Thi Ngoc Huyen. | originally come from
Vietnam. It is lucky for me to work as an assistant technician
at the Center for Computational Materials Science from April
2020 after | graduated from a doctoral program at Osaka
University. | have been working on Material Science based
on theoretical calculations. Like other researchers who use
data performing by the supercomputer system, | understand
the important role of the computer system in the progress
of the science of technology. | will try the best to give my
contribution to the development of the center. | hope to

continue receiving your support in the future. Hiﬂﬁﬁ&_%
My hobby is enjoying the beauty of nature. | am happy to Vu Thi Ngoc Huyen
be able to visit many sight-seeing spots as well as to have a

peaceful life in Japan.
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