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Tablel Observed and calculated IPs(eV) for O2(*Y; ) with DZP basis.

Methods 11, 411, 42; iy

Koopmans theorem 15.14 15.60 19.08 27.04
convnentional-EP2 11.06 16.12 17.02 23.09
2ph-TDA 12.26 16.10 17.69 24.51
FS-CCSD, UH F-reference* 11.76 16.40 17.75 24.15
FS-CCSD, ROHF-reference* 11.76 16.41 17.76 24.21
UGA-EP2 11.55 16.98 17.94 23.61
2(24) 12.40 17.22 18.26 24.33
DR2 12.44 1749 18.55 24.71
Experimental* 12.35 16.85 18.33 24.66
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