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A. UV-vis spectra 

 

Figure 1. UV-vis spectrum of Ir[TPC]tma2. 

 

Figure 2. UV-vis spectrum of Ir[TPC]py2. 
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Figure 3. UV-vis spectrum of Ir[TpOMePC]tma2. 

 

Figure 4. UV-vis spectrum of Ir[TpOMePC]py2. 
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Figure 5. UV-vis spectrum of Ir[TpCF3PC]tma2. 

 

Figure 6. UV-vis spectrum of Ir[TpCF3PC]py2. 
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Figure 7. UV-vis spectrum of Ir[TpCF3PC]dmap2. 

 

Figure 8. UV-vis spectrum of Ir[TpCF3PC]4pa2. 
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Figure 9. UV-vis spectrum of Ir[TpCF3PC]isoq2. 
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B. Mass spectra 

 

 

Figure 10. Electrospray ionization mass spectrum of Ir[TPC]tma2. 
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Figure 11. Electrospray ionization mass spectrum of Ir[TPC]py2. 
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Figure 12. Electrospray ionization mass spectrum of Ir[TpMePC]tma2. 
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Figure 13. Electrospray ionization mass spectrum of Ir[TpMePC]py2. 
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Figure 14. Electrospray ionization mass spectrum of Ir[TpOMePC]tma2. 

 

AGI_050_144_pos #1-5 RT: 0.00-0.11 AV: 5 NL: 2.13E7
T: FTMS + p ESI Full ms [600.00-1200.00]

750 800 850 900 950 1000 1050 1100

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

924.3336

944.2989

973.3246912.2743

1007.3667
897.2866865.2601

916 918 920 922 924 926 928 930 932 934

m/z

0

10

20

30

40

50

60

70

80

90

100

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

924.3336

922.3316
925.3362

923.3346

926.3393

924.3336

922.3310

925.3368

923.3343

926.3398

927.3428

NL:
2.13E7

AGI_050_144_pos#1-5  RT: 
0.00-0.11  AV: 5 T: FTMS + p 
ESI Full ms [600.00-1200.00] 

NL:
9.13E3

C 46 H 47 IrN 6 O 3: 
C 46 H 47 Ir 1 N 6 O 3

p (gss, s /p:40) Chrg 1
R: 90000 Res .Pwr . @FWHM



S12 

 

 

Figure 15. Electrospray ionization mass spectrum of Ir[TpOMePC]py2. 
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Figure 16. Electrospray ionization mass spectrum of Ir[TpCF3PC]tma2. 

 

AGI_055_151_pos #1-5 RT: 0.02-0.13 AV: 5 NL: 1.32E7
T: FTMS + p ESI Full ms [600.00-1500.00]

900 950 1000 1050 1100 1150 1200

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

1038.2654

1011.2184
979.1915887.2035

1087.2567

1071.2614
1121.2987

1032 1034 1036 1038 1040 1042 1044

m/z

0

10

20

30

40

50

60

70

80

90

100

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

1038.2654

1039.2690

1036.2628

1037.2672

1040.2728

1041.2771

1038.2641

1036.2615

1039.2670

1037.2646

1040.2701

1041.2731

NL:
1.32E7

AGI_055_151_pos#1-5  RT: 
0.02-0.13  AV: 5 T: FTMS + p 
ESI Full ms [600.00-1500.00] 

NL:
9.25E3

C 46 H 38 F 9 IrN 6: 
C 46 H 38 F 9 Ir 1 N 6

p (gss, s /p:40) Chrg 1
R: 84000 Res .Pwr . @FWHM



S14 

 

 

Figure 17. Electrospray ionization mass spectrum of Ir[TpCF3PC]py2. 
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Figure 18. Electrospray ionization mass spectrum of Ir[TpCF3PC]dmap2. 
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Figure 19. Electrospray ionization mass spectrum of Ir[TpCF3PC]4pa2. 
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Figure 20. Electrospray ionization mass spectrum of Ir[TpCF3PC]isoq2. 
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C. 1H NMR spectra 

 

 

Figure 21. 1H NMR spectrum of Ir[TPC]tma2 in acetone-d6.   
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(a) 

 

 

(b) 

 

 

Figure 22. (a) COSY of Ir[TPC]tma2 in acetone-d6. (b) Close-up of aromatic area. 
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Figure 23. 1H NMR spectrum of Ir[TPC]py2 in acetone-d6. 
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(a) 

 

 

(b) 

 

 

Figure 24. (a) COSY of Ir[TPC]py2 in acetone-d6. (b) Close-up of aromatic area. 
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Figure 25. 1H NMR spectrum of Ir[TpMePC]tma2 in chloroform-d. 

 

  



S23 

 

(a) 

 

 

(b) 

 

 

Figure 26. (a) COSY of Ir[TpMePC]tma2 in chloroform-d. (b) Close-up of aromatic area. 
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Figure 27. 1H NMR spectrum of Ir[TpMePC]py2 in benzene-d6. 
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(a) 

 

 

(b) 

 

 

Figure 28. (a) COSY of Ir[TpMePC]py2 in benzene-d6. (b) Close-up of aromatic area. 
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Figure 29. 1H NMR spectrum of Ir[TpOMePC]tma2 in chloroform-d. 
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(a) 

 

 

(b) 

 

 

Figure 30. (a) COSY of Ir[TpOMePC]tma2 in chloroform-d. (b) Close-up of aromatic area. 
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Figure 31. 1H NMR spectrum of Ir[TpOMePC]py2 in benzene-d6. 

  



S29 

 

(a) 

 

 

(b) 

 

 

Figure 32. (a) COSY of Ir[TpOMePC]py2 in benzene-d6. (b) Close-up of aromatic area. 
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Figure 33. 1H NMR spectrum of Ir[TpCF3PC]tma2 in chloroform-d. 
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(a) 

 

 

(b) 

 

 

Figure 34. (a) COSY of Ir[TpCF3PC]tma2 in chloroform-d. (b) Close-up of aromatic area. 
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Figure 35. 1H NMR spectrum of Ir[TpCF3PC]py2 in benzene-d6. 
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(a) 

 

 

(b) 

 

 

Figure 36. (a) COSY of Ir[TpCF3PC]py2 in benzene-d6. (b) Close-up of aromatic area. 
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Figure 37. 1H NMR spectrum of Ir[TpCF3PC]dmap2 in benzene-d6. 
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(a) 

 

 

(b) 

 

 

Figure 38. (a) COSY of Ir[TpCF3PC]dmap2 in benzene-d6. (b) Close-up of aromatic area. 
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Figure 39. 1H NMR spectrum of Ir[TpCF3PC]4pa2 in methanol-d4. 
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(a) 

 

 

(b) 

 

 

Figure 40. (a) COSY of Ir[TpCF3PC]4pa2 in methanol-d4. (b) Close-up of aromatic area. 
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Figure 41. 1H NMR spectrum of Ir[TpCF3PC]isoq2 in chloroform-d. 
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(a) 

 

 

(b) 

 

 

Figure 42. (a) COSY of Ir[TpCF3PC]isoq2 in chloroform-d. (b) Close-up of aromatic area. 

 

 

 

 

 

 


