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 Table 1  2 0.923  1 
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 2  γ 472 103 a.u.  1  γ 2284 103 a.u.
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Figure 1. 1 – 5 I ,  II  

 

Table1. (y) (γ)  

System 1 2 3 4 5 

y [-] a) 0.746 0.923 0.899 0.731 0.367 

γ [ 103a.u.] b) 2383 472 1558 1929 431 
a) Calculated by the occupation numbers of UHF natural orbitals 
b) Calculated by the UBHandHLYP method with the 6-31G* basis set. 
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