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Optimized geometries of ground state (Sy) and triplet excited state (T;) of TPA-a-Ch and TPA-B-Ch using
PBE-D3 functional. The effect of solvent has not been included, but the geometries have also been optimized
using dichloromethane as solvent with very similar results. In TPA-B-Ch, folded and unfolded have similar
energies and for this reason both conformations have been calculated.
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Optimized geometries of ground state (S,) and triplet excited state (T,) of TPA-a-Ch and TPA-B-Ch using
M062X-D3 functional. The effect of solvent has not been included, but the geometries have also been
optimized using dichloromethane as solvent with very similar results. In TPA-B-Ch, folded and unfolded
have similar energies and for this reason both conformations have been calculated.
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Optimized geometries of ground state (Sy) and triplet excited state (T;) of TPA-a-Ch and TPA-B-Ch using
wB97XD functional. The effect of solvent has not been included, but the geometries have also been
optimized using dichloromethane as solvent with very similar results. In TPA-B-Ch, folded and unfolded

have similar energies and for this reason both conformations have been calculated.



