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First principles electric structure calculation of double perovskite
photocatalyst
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Although some semiconductors are known to have a photo-catalytic activity,
the most commonly used one is the titanium dioxide. However, the titanium dioxide has a large band
gap of 3.2 eV and therefore it"s photo-catalytic activity is mainly restricted in the UV light
region. In this study, we focused on the Ba2PrBiO6 double perovskite which has the photo-catalytic
activity in visible light region, and theoretically investigated it"s surface electronic structure.
We performed extensive first-principles calculation and found that the position of the surface band
gap is changed depending on the polar-surface, and also the surface defect can affect the band gap.
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