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Figure S1: Side view of optimized geometries for trimetric units of P2TI (top) and P2TITT 
(bottom)



2

Figure S2: Comparison of the DFT-calculated and experimental HOMO-LUMO levels of P2TI and 
P2TITT.
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Figure S3: Electron cloud distribution in frontier molecular orbitals of P2TI.
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Figure S4: Electron cloud distribution in frontier molecular orbitals of P2TITT.
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Figure S5: Electrostatic potentials surface in trimeric units of P2TI (top) and P2TITT (bottom).


