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Effects of defects on structure of TasNs crystal (Department of Applied Chemistry, Meiji
University) OMaho Kato, Tomoaki Watanabe, Tomoko Ikeda-Fukazawa

Tantalum nitride (TasNs) crystal is a visible-light responsive photocatalyst. The catalytic
activity of the crystal is affected by defects formed during synthesis of the crystal. To
investigate the effects of defects on the structure of the crystal, the molecular dynamics
calculations of the tantalum nitride including oxygen defects have been performed. From the
results, the mechanisms of the structural changes are discussed.
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