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Fig. 1. HOMO, LUMO and ELUMO-HOMO energies of silole, dithienosilole (DTS) and hetero-analogs calculated at B3LYP/6-311G(d,p) level of theory


Fig. 2. The structure of DTS and its derivatives 1-11 
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Fig. 3. The optimized studied structures 3, 10 and 11 [front (a) and side views (b), from left to right: Neutral, anion, cation and S1 states] at B3LYP/6-311(d,p) level of theory 
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Fig. 4. HOMO, LUMO energies of CBP, DTS and its derivatives 1-11 at B3LYP/6-311G(d,p) level of theory 
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Fig. 5. The calculated absorption and emission spectroscopies of studied compounds in THF solvent at TD-DFT/PBE0/6-311G(d,p) level of theory 

	


	Fig. 6. The structure of designated candidates
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