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structures,16 is obtained. The supercell size was twice as big
as in earlier LDA calculations17 for intrinsic defects in
CuInSe2 .

The defect transition energies, e.g., acceptorEH(0/2) is



tems where the~negatively charged! copper vacancies pre-
exist, e.g., in Cu-poor,p-type Cu(In,Ga)Se2 , hydrogen will
be incorporated next to copper vacancy, forming the (VCu

1H)0 defect complex. Since neutral (V
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