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The range of values for the defect-free slab reflects poss
effects of LDA band-gap errors: A polar slab depolariz
itself by moving valence charges from the anion surface i
conduction bands associated with the cation surface, and
energy cost of doing this should scale with the band gap. O
possible correction for this would be to increase the super
energy by the number of electrons transferred~two! times the
difference between the computed and experimental b
gaps, giving about 2 eV. For a second estimate, we calcul

the ideal energies of the~110! and (111)/(1̄1̄1̄) surfaces of
several zinc-blende II-VI semiconductors, extracted a co
ponent of the polar-nonpolar surface energy difference
scaled with the LDA band gap, then rescaled this compon
by shifting the gap to its experimental value, yielding a c
rection of about 1 eV in CIS. These error estimates w
included in our results below.

The Nonpolar (110) Surface ofCuInSe2: We used a
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ous formation of (112)1(1̄1̄2̄) microfacets of epitaxial po-
lar surfaces, as shown schematically in Fig. 2, when
attempts to grow nonpolar surfaces.16 Both results reflected
e


