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A. UV-vis spectra
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Figure 1. UV-vis spectrum of Ir[TPC]tmaz.
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Figure 2. UV-vis spectrum of Ir[TPC]py-.
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Figure 3. UV-vis spectrum of Ir[TpOMePC]tmaz.
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Figure 4. UV-vis spectrum of Irf[TpOMePC]py-.
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Figure 5. UV-vis spectrum of Ir[ TpCFsPC]tmas.
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Figure 6. UV-vis spectrum of Irf[TpCFsPC]py-.
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Figure 7. UV-vis spectrum of Ir[TpCFsPC]dmap:.
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Figure 8. UV-vis spectrum of Irf[TpCFsPC]4pa.
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Figure 9. UV-vis spectrum of Irf[TpCFsPC]isoq2.
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B. Mass spectra
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Figure 10. Electrospray ionization mass spectrum of Ir[TPC]tmaz.
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AGI_066_168_pos #1-4 RT: 0.02-0.11 AV: 4 NL: 1.01E7
T: FTMS + p ESI Full ms [600.00-1500.00]
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Figure 11. Electrospray ionization mass spectrum of Ir[TPC]py-.
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AGI_056_152_pos #1-4 RT: 0.02-0.11 AV: 4 NL: 1.59E8

T: FTMS
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Figure 12. Electrospray ionization mass spectrum of Ir[TpMePC]tmaz.
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AGI_058_156 #1-4 RT: 0.02-0.12 AV: 4 NL: 9.42E6
T: FTMS + p ESI Full ms [600.00-1000.00]
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Figure 13. Electrospray ionization mass spectrum of Ir[TpMePC]py-.
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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]
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Figure 14. Electrospray ionization mass spectrum of Ir[TpOMePC]tmaz.
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p-OMe-py #6 RT: 0.14 AV: 1 NL: 8.58E7
T: FTMS + p ESI Full ms [600.00-1200.00]
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Figure 15. Electrospray ionization mass spectrum of Ir[TpOMePC]pya.
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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]

100
957
90
857
805

75

707
65
607
55
50
457

40
35

305
257

H
e

(8]

o

1007

887.2035

900

979.1915

950

1038

1036.2628

1037.2672

1038.2654

1011.2184

1087.2567
1071.2614

1121.2987

1000 1050

m/z

.2654

1039.2690

1040.2728

1041.2771
1

1100

1150

1038

1036.2615

1037.2646

.2641

1039.2670

1040.2701

1041.2731

i

1032

1034

1038

1036

1044

1040
m/z

1042

1200

NL:

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

NL:
9.25E3

Cy46 H3zg Fo IrNg:
CasHsgFolri Ng

p (gss, s /p:40) Chrg 1

R: 84000 Res .Pwr . @FWHM

Figure 16. Electrospray ionization mass spectrum of Ir[TpCFsPC]tmaa.
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AGI_068_170_pos #1-5 RT: 0.01-0.12 AV: 5 NL: 1.71E7
T: FTMS + p ESI Full ms [600.00-1500.00]
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Figure 17. Electrospray ionization mass spectrum of Ir[TpCFsPC]py-.
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IrnCF3_DMAP #1-5 RT: 0.02-0.12 AV: 5 NL: 8.15E7
T: FTMS + p ESI Full ms [600.00-2000.00]
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Figure 18. Electrospray ionization mass spectrum of Ir[TpCFsPC]dmapa.
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Figure 19. Electrospray ionization mass spectrum of Ir[TpCFsPC]4paz.
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IrpCF3_isoquinoline_b #2 RT: 0.03 AV: 1 NL: 6.88E7
T: FTMS + p ESI Full ms [700.00-2000.00]

100 1178.2351

957
90
857
805

75

707
65
607
55
50
457

40
35

30

255

104
1211.2316

&
[ERTIATEN

LN N B B | \\\\\\\\\\\\\‘\J\“\x\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\

| [
700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
m/z

o

1178.2351 NL:
1005 6.88E7
904 IrpCF3_isoquinoline_b#2 RT:
E 0.03 AV: 1 T:FTMS + p ESI
80 Full ms [700.00-2000.00]

70— 1179.2377

E 1176.2334

409 1177.2367

1180.2411

1181.2451
I

1178.2329 NL:
1004 8.44E3
90 Csg H3zsa Fo Ngr:
e CsgHza FoNglry
80— p (gss, s /p:40) Chrg 1
E R: 83000 Res .Pwr . @FWHM

] 1179.2358
] 1176.2302

404 1177.2333

209 1180.2389

g 1181.2420 11822451

0 R B IR L L L I I I L I I L UL I R I L L I I I

1174 1176 1178 1180 1182 1184
m/z

Figure 20. Electrospray ionization mass spectrum of Ir[TpCF3PC]isoqq.
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C. 'H NMR spectra
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Figure 21. 'H NMR spectrum of Ir[TPC]tmaz in acetone-ds.
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Figure 22. (a) COSY of Ir[TPC]tmaz in acetone-ds. (b) Close-up of aromatic area.
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Figure 23. *H NMR spectrum of Ir[TPC]py: in acetone-de.
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Figure 24. (a) COSY of Ir[TPC]py:z in acetone-ds. (b) Close-up of aromatic area.
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Figure 25. *H NMR spectrum of Ir[TpMePC]tmaz in chloroform-d.
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Figure 26. (a) COSY of Irf[TpMePC]tmaz in chloroform-d. (b) Close-up of aromatic area.
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Figure 27. 'H NMR spectrum of Irf[TpMePC]py2 in benzene-ds.
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Figure 28. (a) COSY of Irf[TpMePC]py: in benzene-ds. (b) Close-up of aromatic area.
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Figure 29. *H NMR spectrum of Ir[TpOMePC]tmaz in chloroform-d.
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Figure 30. (a) COSY of Irf[TpOMePC]tmaz in chloroform-d. (b) Close-up of aromatic area.
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Figure 31. *H NMR spectrum of Ir[TpOMePC]py: in benzene-ds.
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Figure 32. (a) COSY of Irf[TpOMePC]py: in benzene-ds. (b) Close-up of aromatic area.
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Figure 33. *H NMR spectrum of Ir[TpCFsPC]tmaz in chloroform-d.
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Figure 34. (a) COSY of Ir[TpCFsPC]tmaz in chloroform-d. (b) Close-up of aromatic area.
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Figure 35. 'H NMR spectrum of Ir[TpCFsPC]py2 in benzene-ds.
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Figure 36. (a) COSY of Ir[TpCFsPC]pyz in benzene-ds. (b) Close-up of aromatic area.
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Figure 37. *H NMR spectrum of Ir[TpCFsPC]dmap2 in benzene-ds.
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Figure 38. (a) COSY of Ir[TpCFsPC]dmap: in benzene-ds. (b) Close-up of aromatic area.
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Figure 39. *H NMR spectrum of Ir[TpCFsPC]4paz in methanol-da.
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Figure 40. (a) COSY of Ir[TpCFsPC]4paz in methanol-da. (b) Close-up of aromatic area.
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Figure 41. 'H NMR spectrum of Ir[TpCF3sPC]Jisogz in chloroform-d.
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Figure 42. (a) COSY of Ir[TpCF3PC]isoqz in chloroform-d. (b) Close-up of aromatic area.
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