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#F. Effective bond order of oxygenated Hr (OxyHr) and deoxygenated Hr (DeoxyHr).

Hr Structure o T 0
OxyHr X-ray 0.23 0.15 0.01
Opt 0.18 0.13 0.01
DeoxyHr X-ray 0.12 0.06 0.01
Opt 0.06 0.02 0.01
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