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Stabilities of defect structures composed of oxygen vacancy and hydrogen in perovskite-type oxide
SrTiOs are evaluated by using first-principles calculations. The effects of exchange-correlation
functional of Heyd, Scuseria, and Ernzerhof (HSE) on the accuracy of the obtained results for the
defect structures in SrTiOs are evaluated. Based on the obtained results, we clarified some aspects of

defect formation process of oxygen vacancy and Hydrogen impurity in this material.
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Functional ap (A) Eg (eV) B (GPa)
PBE 3.943 1,80 168
HSE 3.901 3.31 102

Experimental 3.905 3.25 179
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