Hybrid-DFT study on ion conductive perovskites
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Abstract

Many perovskite-type compounds are expected as the ion conductive materials. First,
we talk about our calculation results of the oxide ion conductive LaAlO; perovskite [1].
In order to clarify the oxide ion conductive mechanism in LaAlO; perovskite, hybrid-
DFT calculations were performed for Onishi Ionics Model (La>Al;O; model). It was
discovered that A-site counter cation forms the chemical bonding with conductive oxide
ion (Ocma). We concluded that the obtained potential energy curve for oxide ion
conduction can be explained by two factors such as La-Ocnd bond formation and Al-
Ocona-Al bond breaking. We will also talk about our calculation results for the lithium

ion conductive perovskite [2-3].
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