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The development of automotive exhaust purification catalyst by first —principles calculation
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Transition elements in stead of platinum group elements for automotive exhaust purification catalyst is developed.
An oxygen storage capacity is one of the factors releted to catalytic reaction. Correlation between an oxygen
storage capacity and an oxygen vacancy formation energy by first—principles calculation is studied in high—activity
LaFeO,. It was found that an oxygen vacancy formation energy of A site substituted LaFeO, which has high oxygen
storage capacity ability is smaller than that of LaFeO,, and it is reduced that the formation of long— and short-bond

distance by A site substitution.
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