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Table 1S.  Computed energy levels (eV) and predominant atomic orbital coefficients of the selected MO for the fragment model [V8P8O40]4- (Figure 6) a
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-0.196
0.185
-0.199
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-0.190
-0.183
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0.200



a Atomic orbitals with their orbital coefficients of more than 0.1 (less than -0.1) are indicated.

