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First-principles analysis of oxygen vacancy behavior in rutile TiO; under external electric fields
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Fig. 1. Slabs of 4 rutile TiOz layers and 2 x 1 (5.9 X 6.6
A?) on a (110) surface unit cell with a vacuum layer of
10 A.

Fig. 2. Vacancy formation energy variation of vacancy
contained supercells as a function of external electric
field.
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