Per-Irrep Predictive Power (Octahedral Group)

HOMO-LUMO gap (r=0) 0.438 0.618 0.338
HOMO energy (r=0) 0.079 0.145 -0.012
0.039 0.080 0.000
IDipole| (mag) (r=0) 0.171 0.395 0.064
ZPVE (r=0) 0.166 0.378 -0.021
Dipole mu_(r=1) - 0.010 0.010 0.008 0.043 0.003
Dipole mu, (r=1) = 0.124 0.124 0.029 0.191 -0.002
Dipole mu_ (r=1) - -0.002 -0.002 -0.005 -0.005 0.000
Polarizability (r=2) = 0.313 0.313 0.030 0.017 0.001
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