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Table S1: Crystallographic data for complexes 2a, 3b and 4a 

 

Figure S1: Ortep representation of complex 2a (ellipsoids at 30% probability) 
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Figure S2: Ortep representation of complex 3b (ellipsoids at 30% probability) 

 

 

Figure S3: Ortep representation of complex 4a (ellipsoids at 30% probability)
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Figures S4: Example of the lifetime measurement of a sample of 3a 

[Ir(dFMeppy)2bpy]PF6 in MeOH/EtOH at 77 K. The decay curve is in red and the 

standard deviation after modeling with a mono-exponential regression is in green. 

 

 



S 5 
 

Figure S5: Absorption and emission spectra for 1a [Ir(ppy)2bpy]PF6: 

 

Figure S6: Absorption and emission spectra for 1b [Ir(ppy)2dtBubpy]PF6: 
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Figure S7: Absorption and emission spectra for 2a [Ir(phtl)2bpy]PF6: 

 

Figure S8: Absorption and emission spectra for 2b [Ir(phtl)2dtBubpy]PF6: 
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Figure S9: Absorption and emission spectra for 3a [Ir(dFMeppy)2bpy]PF6: 

Figure S10: Absorption and emission spectra for 3b [Ir(dFMeppy)2dtBubpy]PF6: 
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Figure S11: Absorption and emission spectra for 4a [Ir(dFphtl)2bpy]PF6: 

Figure S12 : Absorption and emission spectra for 4b [Ir(dFphtl)2dtBubpy]PF6:  
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Figure S13 : Calculated and experimental absorption spectra of 1a 

 

Figure S14 : Calculated and experimental absorption spectra of 1b 
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Figure S15 : Calculated and experimental absorption spectra of 3a 

 

Figure S16 : Calculated and experimental absorption spectra of 3b 

 

 

  



S 11 
 

Figure S17: Jablonski diagram for complex 1a 

Figure S18: Jablonski diagram for complex 1b 
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Figure S19: Jablonski diagram for complex 2a 

 

Figure S20: Jablonski diagram for complex 2b 
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Figure S21: Jablonski diagram for complex 3a 

Figure S22: Jablonski diagram for complex 3b 
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Figure S23: Jablonski diagram for complex 4a 

Figure S24: Jablonski diagram for complex 4b  
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Cyclic voltammetry: General section 

All cyclic voltammograms shown below were measured in ACN (with ca. 0.1M TBAPF6 

as the supporting electrolyte) at a scan rate of 50 mV/sec. Potential windows of either -2 

to 1.5 V or -2 V to 2 V were used during voltammogram acquisition. The reversibility 

and the potentials were found to be independent of the scan rate (from 50 to 200 mV/sec).   
 

Figure S25: Cyclic voltammogram of complex 1a  

 

Figure S26: Cyclic voltammogram of complex 1b 
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Figure S27: Cyclic v voltammogram of complex 2a 

 

Figure S28: Cyclic voltammogram of complex 2b 

 

Figure S29: Cyclic voltammogram of complex 3a 
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Figure S30: Cyclic voltammogram of complex 3b

 

 

Figure S31: Cyclic voltammogram of complex 4a

 

 

Figure S32: Cyclic voltammogram of complex 4b 
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Figure S 33: 
1
H and 

13
C NMRs data of 1a [Ir(ppy)2bpy]PF6  
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Figure S 34: 
1
H and 

13
C NMRs data of 1b [Ir(ppy)2dtBubpy]PF6  
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Figure S 35: 
1
H and 

13
C NMRs data of 2a [Ir(phtl)2bpy]PF6  
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Figure S 36: 
1
H and 

13
C NMRs data of 2b [Ir(phtl)2dtBubpy]PF6  

 

 



S 22 
 

Figure S 37: 
1
H and 

13
C NMRs data of 3a [Ir(dFMeppy)2bpy]PF6  
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Figure S 38: 
1
H and 

13
C NMRs data of 3b [Ir(dFMeppy)2dtBubpy]PF6  
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Figure S 39: 
1
H and 

13
C NMRs data of 4a [Ir(dFphtl)2bpy]PF6  
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Figure S 40: 
1
H and 

13
C NMRs data of 4b [Ir(dFphtl)2dtBupy]PF6  
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Table S2: Visualisation of MOs of 1a [Ir(ppy)2bpy]PF6 
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Table S3: Visualisation of MOs of 1b [Ir(ppy)2dtBubpy]PF6
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Table S4: Visualisation of MOs of 2a [Ir(phtl)2bpy]PF6
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Table S5: Visualisation of MOs of 2b [Ir(phtl)2dtBubpy]PF6 
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Table S6: Visualisation of MOs of 3a [Ir(dFppy)2bpy]PF6 
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Table S7: Visualisation of MOs of 3b [Ir(dFppy)2dtBubpy]PF6 

 



S 32 
 

Table S8: Visualisation of MOs of 4a [Ir(dFphtl)2bpy]PF6 
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Table S9: Visualisation of MOs of 4b [Ir(dFphtl)2dtBubpy]PF6 
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Table S10: Energy and composition of TD-DFT calculated transitions of 1a 
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Table S11: Energy and composition of TD-DFT calculated transitions of 1b 
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Table S12: Energy and composition of TD-DFT calculated transitions of 2a
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Table S13: Energy and composition of TD-DFT calculated transitions of 2b 
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Table S14: Energy and composition of TD-DFT calculated transitions of 2b 
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Table S15: Energy and composition of TD-DFT calculated transitions of 3a



S 45 
 

 



S 46 
 

Table S16: Energy and composition of TD-DFT calculated transitions of 3b 
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Table S17: Energy and composition of TD-DFT calculated transitions of 4a
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Table S18: Energy and composition of TD-DFT calculated transitions of 4b
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