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Table 1 Ne IPs (eV) and ai used by LC-BLYP, CV-B3LYP and OS hybrid functionals

Orbital LC-BLYP CV-B3LYP 0S Exptl.
Is 836.61 (-33.59) [0.0] 861.39 (-8.81) [0.5] 870.58 (0.38) [0.629] 870.2
HOMO 1920 (-2.36) [1.0]  18.45 (-3.11) [02]  20.97 (-0.59) [0.800] 21.56
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