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Fig.S1: Optimized structures of M.CC6 complexes. (M= Na+, Mg2+ and Sr2+)

[Na+.CC6] [Mg2+.CC6] [Sr2+.CC6]
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Table S1: Mulliken charges, HOMO-LUMO gap of M.CC6 complexes. (M= Na+, Mg2+, Sr2+ and Cs+)

Table S2: Reorganization energies of CC6 ligand upon complexation with M. (M= Na+, Mg2+, Sr2+ and Cs+)

M. CC6 Reorganization energy

Na+.CC6 +6.00

Mg2+.CC6 +34.41

Sr2+.CC6 +22.27

Cs+.CC6 +3.49

ChargeComplex

M

HOMO-LUMO (ΔE, eV)

Na+.CC6 0.653 -5.46

Mg2+.CC6 1.468 -4.81

Sr2+.CC6 1.329 -5.29

Cs+.CC6 0.946 -5.54


