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�4 0.0       # of orbitals,  shift of 
potential 
 1,-1,2      n (principal quantum 
number), kappa, occup. number 
 2,-1,2      2s 
 2,-2,4      2p 
 2, 1,2      2p* 
 1   0.0          # of orbital of 
second atom 
 1,-1,2      1s 
 0           end switch 
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