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Z¢ 1. SiggH3ze D - [ X 10%a.u.] D ERLIFVE, F B BB A7

charge -2 -1 0 +1 +2
Aa 1.58 6.61 X102 1.37 2.64 1.22
Ba 1.06 X103 5.02 X102 3.61 4.16 2.44

a A = (optimize/FF = 6-31G*/6-31G* ), B = (optimize/FF = 6-31+G*/6-31+G* ).

* 2. SisHi2 @ vy [X103a.u]OE MK EME, B BAEUK F M

charge -2 -1 0 +1 +2
Aa 0.12 4.52 3.11 3.54 2.93
Ba 1.89 X104 3.61 X102 7.89 7.09 5.32

a A = (optimize/FF = 6-31G*/6-31G* ), B = (optimize/FF = 6-31+G*/6-31+G* ).



