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Sz = 2  U Sz = 3/2  N. -

-

 1

( . .)  Sz.

RECPSK [ 26 ]

U N

Sz 0 1 2 3 1/2 3/2 5/2

LSDA –51,4217 –51,5124 –51,5878 –51,5216 –54,1412 –54,2584 –53,2668

PW91 –51,3377 –51,4729 –51,5049 –51,4711 –54,4574 –54,5690 –53,5749
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RECP78SK Gaussian-03* 9,2 2,18 1,83 5,46 1,09 2,00 2,00 5,18

GRECP78 Gaussian-03** 10,1 1,66 2,01 5,89 1,19 2,00 1,85 4,81
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