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Atom Charge Spin
Sh [+ 65 Nil 1.41 1.78
S 83 Ni2 1.07 0.03

Ni3 1.16 0.00
Ni4 1.07  -0.03
Nis 140  -1.78

*cm!
**basis set Ni : MIDI, others 4-31G
c;=0.51ineq (1)
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