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Table S1. Calculated energy levels, oscillator strength (f), orbital transition analyses
and %MLCT for complex 3. Note: The TDDFT calculation is combined with an
integral equation formalism-polarizable continuum model (IEF-PCM) in acetonitrile

to consider the solvation effect.

. MLCT
States |  Acal f  JAssignments %)
T, | 6822 | 0 |HOMO—>LUMO (100%) 0
S1 681.5 | 0.0002 [HOMO—LUMO (100%) 0

T 544 0 |HOMO-1—-LUMO (99%) 0
Sz 539.5 | 0.0001 [HOMO-1—-LUMO( 99%) 0
T3 526 0 |HOMO-2—LUMO (100%)| 32.6
S; | 525.8 |0.0001 [HOMO-2—LUMO (100%)| 32.6
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Figure S1 Expanded UV-Vis absorption spectra of complexes 2 (green) and 3 (black)

between 400 ~ 560 nm in acetonitrile.
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Figure S2. Frontier orbitals involved in the lower-lying electronic transitions for 3.
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Figure S3. 'H and **C NMR spectra for complex 3.



