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 Mulliken  

 (a) PAPB (b) PAPB + BABB (c) PAPB + BABB +HAHB 

PA 0.031 0.048 -0.314 

  (PA ) -0.241 -0.236 -0.210 

  (HIS 3 ) 0.272 0.283 -0.104 

BA  0.002 0.389 

  (BA )  -0.395 0.002 

  (HIS 3 )  0.397 0.388 

HA   -0.028 

A-branch 0.031 0.050 0.048 

PB -0.031 -0.046 0.019 

  (PB ) -0.315 -0.324 -0.261 

  (HIS 3 ) 0.284 0.279 0.279 

BB  -0.004 0.008 

  (BB )  -0.216 -0.208 

  (HIS 3 )  0.212 0.216 

HB   -0.074 

B-branch -0.031 -0.050 -0.048 
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