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Table S1. The frontier molecular orbitals for XS54.
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Table S2. The frontier orbitals for the designed molecules.
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Figure S1. The spectrum of XS54 calculated with different functionals compared with 
the experimental data. The experimental data are taken from Chem. Commun., 49 
(2013) 5748-5750.



Figure S2. The energy levels of the designed sensitizers and XS54.
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