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Visualization of defect structure in functional oxide by total scattering
analysis using interatomic potential

Kitamura, Naoto
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To reveal relationship between atomic configurations and oxide-ion
conduction properties in solid electrolytes for a solid oxide fuel cell, total scattering data of
the electrolytes were analyzed by a reverse Monte Carlo modeling using interatomic potentials. As a
result, this study could obtain detailed information on distributions of defects (vacancy and
substituent elements) and local structures around the defects in oxide-ion conductors such as
lanthanum silicates, and then clarify effects of the defect structures on the ionic conduction
properties.
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