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Our lab focuses on the development and applications
of molecular simulations for molecular and material
designs. Through molecular simulations. Molecular
simulations can help explain physical and chemical
phenomena that will improve the development of
new materials.

Q—BEIOMRT—ZEALDTTH?
Molecular simulation is exciting for me because it
can help explain the bridge between the chemical
theory we learn from the textbook and the laboratory
experiments.

Q- EFEHAMRAFELZBRZ TS0,

In our lab, we are using various molecular simulation
methods, including Monte Carlo, molecular dynamics,
semi-empirical, and ab initio. We also develop an
in-house force field based on the active-learning
algorithm, where the atomic energies and forces are
directly derived from ab initio molecular dynamics
simulations.

Q- MARETIHEABRIEEEREFTH?

In this laboratory, you can learn various molecular
simulation techniques to design your favorite materials,
depending on the hottest trend in Chemistry. we
can predict essential properties for designing a new
material, in particular, batteries, semiconductors,
catalysts, and medicines. We actively collaborate with
experimental collaborators worldwide to gain more
insights into applying our simulation techniques.
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