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Figure S1: Chemical structure of the FTAZ donor. Optimization of the donor polymer was
performed at B3LYP/6-31G(d,p) level of theory considering one monomer unit.
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Figure S2: Correlation plot between the rate of charge transfer (k, / k.) and electronic
coupling (Jy, / J.) for all the investigated eight thiophene systems: (a) holes and (b) electrons.
The color of each point represents the charge carrier mobility (i / pe) value.

Table S1: Comparison between predicted absorption wavelength (\) and elec-
tron mobility () with experimental measurements. )\ values are obtained at
B3LYP/6-31G(d,p) level of theory. ;1 was computed following the protocol de-
scribed in Section 2.2 of the main manuscript.

Compounds  Agm [nm]  Aexp [0m] g (sim) (em? V717! . (exp) (em? Vg™

INIC3 736 7105t 3.45 x 1072 1.70 x 10~481
BCDT-4F 756 73352 4.80 x 1072 2.09 x 10452
BCDT-4Cl1 769 74852 8.50 x 1072 3.54 x 107452

Table S2 of the supplementary information is provided in a separate excel

sheet.
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