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between these two functionals was 0.05 eV. The peak positions of complexes 1, 2, and 3 were red-shifted as compared to [Ru(Phox(•-))]2(PF6)2 (4), [Ru(Phox(•-))]2(NH3)2 (5), and [Ru(Phox(•-))]2(H2PO3) (6) by 0.61, 0.60, and 0.29 eV, respectively. The time-dependent wave function analysis revealed that both the
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