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Fig. S1. Comparison of the experimental and calculated absorption spectra for L-1, L-2, Ir-1
and Ir-2 in toluene. Calculations were performed with linear response TDDFT with PBEI

functional and LANL2DZ/6-31G* basis sets. Vertical lines indicate the oscillation strength of
the optical transitions.
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Figure S2. Normalized UV-vis absorption spectra of L-1, L-2, Ir-1, and Ir-2 in different
solvents.



Table S1. Natural transition orbitals (NTOs) representing the main transitions contributing to
the high-energy absorption bands of L-1, L-2, Ir-1, and Ir-2 in toluene.
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Table S2. NTOs representing the fluorescence emitting states for L-1 and L-2 in toluene.
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Figure S3. Normalized emission spectra of L-1, L-2, Ir-1, and Ir-2 in different solvents at
room temperature.
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Figure S4. Nanosecond time-resolved TA spectra of L-1, L-2, Ir-1, and Ir-2 in toluene. Aex =
355 nm, A3ss = 0.4 in a 1-cm cuvette.



