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DFT (B3LYP, 6-31G (d)) calculated UV/vis spectra for 10-12. Vertical lines indicate the position of

calculated transition.
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DFT (B3LYP, 6-31G (d)) calculated energy diagram showing the orbital surfaces that participate
in the calculated transitions. Bold lines indicate the orbital shown.
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Solution and solid state fluorescence for 10-12.

Molecular packing in single crystal of 11, showing S...S interactions between m-stacks.
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