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Vo 0 7.427 2.613 5.258 0.108
+1 4.626 —0.184 3.806 —1.344
+2 2,018 —2.796 2.147 —3.003
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MW 3 FIE 4 7] LLE B, O; kAL 40 A
AHFI BB B AH TiO2 11 717 BRI A7 7 i B 4 A% fig
%K e0,(0/—2) = Ecpnm—1.083eV Ml e, (0/ —2) =
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WM BRI, M FiEAN TiO,, HFHEA S
A5, Ti ] BE R BE 1R T8 B B 38 n, i i 25 67 i Fa T
HAREI /D, X T 44 TiO,, 24 Ep > 2.291 eV
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Abstract
In the paper, we study how the geometry structure and the growing ambience and the Fermi level of several intrinsic point defects
effect the defect formation energy of the rutile and anatase TiO2, which type of point defect will be formed, and how to predict the
experimental condition of point defect from theory. The key problem is how to calculat the defect formation energy with charge, and
correcte the calculation results. The results show the defect type and the defect concentration are related to the nonequilibrium growth
condition. In general, under the O-rich condition, Vr; will form spontaneously, and under the Ti-rich condition, Ti*t and Vo easily

appear in Schottky defects.
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