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Table S1. Main experimental and calculated optical transitions for 5a—d and

their corresponding oxidized states.
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Figure S1. The packing diagram of compound 4d view along the a axis(the dotted
line representing the S---S non-bonded contacts less than 3.7 A).
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Figure S2. The packing diagram of compound 5b. The dotted line representing the
S---S non-bonded contacts (red) less than 3.7 A and the H-bonding (blue).
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Figure S3. The packing diagram of compound 5c. The dotted line representing the
S---S non-bonded contacts (red) less than 3.7 A and the H-bonding (blue).
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Figure S4. The packing diagram of compound 5d. The dotted line representing the
S---S non-bonded contacts (red and green) less than 3.7 A and the H-bonding (blue).
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Figure S5. UV-vis absorption spectra for 4a—d (4x10> M) and 5a-d (4x10™> M), in
the presence of varying amounts of I, measured in CH,Cl,.
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Figure S6. Cyclic voltammogram (solid line) and differential pulse voltammogram
(dash-dotted line) for compounds 4a and 4b (10~ M), measured in CH,Cl, (vs
Fc/Fc). The scan rate for CV measurements was 50 mV/s; the step increment and
pulse width for DPV measurements were 4 mV and 0.05s, respectively.
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Figure S7. Frontier orbitals for complexes 5b—d in the neutral, radical cation,

dication, trication and tetracation states.
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