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Stability of orthorhombic and monoclinic HfO, in charged states: first-principles study
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Fig.2 Energy difference between ortho-
Fig.1 Schematic pictures of (a) ortho- rhombic and monoclinic HfO,, as a
rhombic and (b) monoclinic HfO, unit function of charge. The cases of bulk, Vo
cells adopted in this work. vacancy, and Vo+Si complex are shown.
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