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Table S1. Exponents ζi and Valence Shell Ionization Potentials Hii of Slater-Type Orbitals χi Used for Extended Hückel Tight-Binding 
Calculationa 

atom  χi  Hii(eV)  ζi  Cb  ζi’ C’b

O  2s  ‐32.299999   2.275000    1.00000  

  2p  ‐14.800000   2.275000    1.00000      
V  4s  ‐8.810000    1.300000    1.00000      
  4p  ‐5.520000    1.300000    1.00000  
  3d  ‐11.000000   4.750000    0.475500   1.700000   0.705200  
P  2s    ‐18.600000   1.750000    1.00000      
  2p  ‐14.000000   1.300000    1.00000      

a Hii’s are the diagonal matrix elements ‹ χi|Heff|χi ›, where Heff is the effective Hamiltonian. In our calculations of the off-diagonal matrix elements 
Heff =‹ χi|Heff|χj ›, the weighted formula was used. Contraction coefficients used in the double-ζ slater-type orbital. 
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