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NMR Spectra

"H NMR data of 4,4'-Bi-1H-1,2,3-triazole, 1,1'-bis(phenylmethyl) in CD3;CN:
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3C NMR data of 4,4'-Bi-1H-1,2,3-triazole, 1,1'-bis(phenylmethyl) in Acetone-ds:
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'"H NMR data of Iridium(IIT) Bis[2-phenylpyridinato-N,C2']-4,4'-Bi-1H-1,2,3-

triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (1) in CD3;CN:
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BC NMR data of Iridium(II) Bis[2-phenylpyridinato-N,C2']-4,4'-Bi-1H-1,2,3-

triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (1) in Acetone-ds:
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F NMR data of of Iridium(III) Bis[2-phenylpyridinato-N,C2']-4,4'-Bi-1H-1,2,3-

triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (1)
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'"H NMR data of Iridium(III) Bis[(1'-phenyl)1,2,3-triazolato-N,C?*]-4,4'-Bi-1H-1,2,3-

triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (2) in CD3;CN:
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3C NMR data of Iridium(III) Bis[(1'-phenyl)1,2,3-triazolato-N,C*]-4,4'-Bi-1H-1,2,3-

triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (2) in CD3;CN:
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F NMR data of Iridium(III) Bis[(1'-phenyl)1,2,3-triazolato-N,C*]-4,4'-Bi-1H-1,2,3-

triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (2):
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'"H NMR data of Iridium(III) Bis[1'-(4,6’-difluorophenyl)1,2,3-triazolato-N,C* |-

4,4'-Bi-1H-1,2,3-triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (3) in

CD3CN2
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F NMR data of Iridium(III) Bis[1'-(4’,6’-difluorophenyl)1,2,3-triazolato-N,C*|-

4,4'-Bi-1H-1,2,3-triazole, 1,1'-bis(phenylmethyl) Hexafluorophosphate (3):
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Figure S1: Absorption, 77 K and 298 K emission spectra for 1 (Aexc = 400nm):
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Figure S2: Absorption, 77 K and 298 K emission spectra for 2 (Aexc = 300nm):
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Figure S3: Absorption and 77 K emission spectra for 3 (Aexc = 290nm):
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Figure S4: Cyclic voltammogram of 1 in ACN with 0.1 M TBAPF,.

V vs SCE

Figure S5: Cyclic voltammogram of 2 in ACN with 0.1 M TBAPF,.
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Figure S6: Cyclic voltammogram of 3 in ACN with 0.1 M TBAPF,.

100% -

90% -

80% -

70% -

60% -

50% "Bt
" ppy

40% - ur

30% -

20% -

10%

0% - T T T T T T T T T

HOMO-4 HOMO-3 HOMO-2 HOMO-1 HOMO LUMO LUMO+1 LUMO+2 LUMO+3 LUMO+4
-6.77 -6.72 -6.59 -6.42 -5.80 -1.79 -1.72 -1.47 -1.26 -1.22

Figure S7: MO quantification of 1.
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Figure S8: MO quantification of 2.
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Figure S9: MO quantification of 3.
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Figure S10: Dipole moment predictions for 1.
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Figure S11: Dipole moment predictions for 2.
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Figure S12: Dipole moment predictions for 3.
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