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Defect-Structure Modeling of Layered Oxide-Based lonic Conductors by Diffraction
and Total Scattering Measurements and Theoretical Calculation

KITAMURA, Naoto

3,000,000

2 LaSrGa307
(La)

This work focused on oxide-ion conductors with a layered structure as an
electrolyte of the solid oxide fuel cell, and analyzed Bragg profiles and pair distribution
functions obtained by diffraction and total scattering measurements in order to uncover distribution

of charge carrier defects such as interstitial oxygen. The analytical results on LaSrGa307-based
materials clarified that interstitial oxygens tended to be trapped by La. In addition, the
analytical accuracy could be improved by the support of the first-principles calculation.
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