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species Energy (kcal/mol)
H, 2.1

NH, 10.6

CO 3.3

H,S 51

N,O 1.4
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Table.2
(Hx0)20
20
species Ro--o (A)
Table 2 ( B3LYP/6-31G(d) )y NO 2.7480
(Cage) H,S 2.7445
2(H,) 2.7440
20 24 28 CO, 2.7416
H, 2.7404
CH, 2.7392
Vacant 27374
NH, 2.7352
N, 2.7321
CcoO 2.7303
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