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Figure 1. Schematic representation of oxidation of ubiquinol at Qp-site.
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Table 1. Spin angular momentums, total energies, and relative energies.

Complexes (C, 2S+1) <S2> Etot + 5223 (a.u.) DErel (kcal/mol)

oxCbc1 (-2, 1) 4.6393 -0.672094 0.0

oxCbc2 (-2, 11) 30.0240 -0.659728 7.8

redCbc3 (-2, 1) 4.7308 -0.667982 2.6

redCbc4 (-2, 11) 30.0341 -0.650162 13.8
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Figure 2. Optimized geometries of ubiquinol and ubiquinone docked in Rieske 
iron-sulfur and Glu272


