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state. Its lowest energy point (I" point in the Brillouin zone) is referred to in tables 2 and
3 as the 2s band minimum. The = sub-band is narrow compared with the value of
494 ¢V in similar calculations on graphite clusters by the ExH method, and 53¢V in
IExH calculations. The overall occupled bandwidth is smaller than the expenmental
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gap: two quasidegenerate carbon o states at — 12-0 eV with 40 %, carbon character, and
one 7 state at —12-14 eV with 65% carbon character. The location of these states is
changed only by approx1mately 1% when the cluster size is mcreased from B1 0NIOH12
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5. Conclusions

In conclusion, it should be stressed that the semi-empirical methods involved cannot
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