
We focus on theoretical simulation, characterization and
prediction of material systems with novel electronic properties.
We applied computational chemistry to understand the
catalytic chemical and electrochemical reaction mechanisms
with an aim to help modify, optimize, and design new energy
systems. We have carried out DFT investigations on fuel cells,
CO2 recycling, and energy storage systems. We are also
interested in applying first-principles studies to investigate the
structural, electronic, and luminescence properties of small
molecular systems in general. We have developed intimate
collaborations with experimental groups in an aim to achieve a
more profound understanding from a microscopic perspective.
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