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GSOP

GSOP = (G0 − G+)GS,aq

ESOP

ESOP = (G0 − G+)ES,aq ≈ (G0 − G+)GS,aq − E0−0,aq
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AIMD

Mi
d2Ri

dt2
= −∇i 〈Ψ0|He |Ψ0〉

HeΨ0 = E0Ψ0

ROKS

E(S1) = 2E(m)− E(t)
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• A computational framework for characterizing artificial
photosynthetic modules in terms of oxidation potentials,
optical absorption and charge separation/recombination is
presented and validated on a series of molecular dyads.

• Complex 1 appears to meet the requirements as charge
separation module the best.
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