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Figure S2: Main Vertical singlet and triplet excitation energies, A (nm), AE (eV), oscillator strength f
and Natural Transition Orbitals involved, for DMNP, SDMNP and SeDMNP in DMSO at TD-
DFT/B3LYP/6-31+G(d,p) level of theory.
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Figure S3. Energy diagram of the main singlet and triplet states.
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