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atomic positions be denoted as$R1da(R)%, and the relaxed
supercell edge vectors be denoted as$L1 ,L2 ,L3%. One can,
for example, take the anion positions as$R%; then each cat-
ion has a displacement$da(R)% ~the displacements for an
ions is zero!. Notice that, in the unrelaxed Bloch functio
fk,n

0 (x) of the reference system, the periodic functi
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