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Table TS1. Energies of the first excited singlet (ES1) and triplet (ET1) states in cm-1 with respect to their 
corresponding HOMO for the ligands used, and the energy gap ΔƐST in eV between the S1 and T1 states. 

Ligands ES1 (cm-1) ET1 (cm-1) ΔƐST (eV) References 

phen 31000 20790 1.27 [33], [*] 

bphen 31447 18116 1.65 [25] 

me-phen 32300 18400 1.72 [32] 

pyz-phen 34500 21200 1.65 [*], [32] 

tta- 28900 20450 1.04 [33] 

bta- 31200 28488 0.34 [**] 

bz- 44000 23000 2.60 [33] 

 



Although the bz- ligand absorbs quite low in the UV range and, therefore, is not very 

suitable for the applications in our work on its own, it can be interesting when combined 

with other ligands. 
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