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                                  VDE  

 12-a 12-b 11-a 10-a 10-b 10-c 

VDE /eV 3.17  3.03   2.56  1.80  1.99  1.84  

 /eV           3.1   2.5                2.1 ,  3. 0 

        1 Al12Cs-, Al11Cs2- Al10Cs3- HOMO - LUMO gap 

 12-a 12-b  11-a 10-a 10-b 10-c 

ゝ  /eV 1.32 1.47 1.34 0.81 0.87 0.86 

 /eV 1.8 1.3                  0.9 

12-a 

0.00 kcal/mol 

12-b 

0.23 kcal/mol 

11-a 

 

10-a 

0.00 kcal/mol 

10-b 

0.09 kcal/mol 

10-c 

3.34 kcal/mol 
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