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Identification of factors that determine the ionization potential and building a
database toward development of novel photocatalyst materials

Hinuma, Yoyo

3,400,000

The ionization potential and related physical quantities of electron
affinity and work function were obtained for various binary and ternary oxides, and transition metal
hydrides, carbides, nitrides, and sulfides, and a database was created. Surface oxygen vacancies
can have a large effect on catalytic activity, but are expensive to calculate. A correlation between
this energy and electron affinity was discovered, which contributes to speeding up the search for
new catalyst materials.
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