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FI1G. 3. Relationships between the orbital-energy
eigenvalue €, the unrelaxed energy difference AE| cort
and the relaxed energy difference AE| ., upon removal
of an electron, in the HF, SIC-LSD, and LSD approxi-
mations. In the example shown here, the electron is
removed from the 3s orbital in atomic Ar. The re-
laxation energy » has been taken from HF calculations.
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FIG. 2. Spherical average of the neon exchange hole
times R for (a) » =0.09 a.u. and (b) » =0.39 a.u. The
full, dashed, and dotted curves are the exact, SIC-LSD
and LSD results, respectively. In part (a), the SIC-LSD
curve is almost indistinguishable from the exact one.
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FIG. 1. Exchange hole about an electron located at
distance 7 from the nucleus in the neon atom. The full
curves are exact, while the dashed and dotted curves
represent the SIC-LSD and LSD approximations,



