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Scheme S1. Synthesis of complexes 1-9. a) KOtBu, DMF, r.t., 16 h; b) Acetic anhydride, reflux,
48 h; c) Acetic anhydride, KOAc, I3 (cat), reflux, 48 h and then NaOH, MeOH, 64 °C, 1 h; d)
Na3S$204, DMSO/H,0 (10:1), 90 °C, 15 h; e) Ru(dmso)4Cly, LiCl, DMF, 130 °C, 16 h; f) Os(NH4)-Cls,
ethylene glycol, 130 °C, 1 h; g) Ethylene glycol, 130 °C, 24 h for 4, and 7-9, EtOH, 80 °C, 6 h for
the others.
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Figure S1. 'H-NMR spectrum of 2 in CDsCN, 400 MHz
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Figure S2. 13C-NMR spectrum of 2 in CD3CN, 100 MHz
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Figure S3. 'H-NMR spectrum of 3 in CDsCN, 400 MHz
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Figure S4. 13C-NMR spectrum of 3 in CD3CN, 100 MHz
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Figure S5. 'H-NMR spectrum of 4 in CDsCN, 400 MHz

8.0 7.5 7.0 6.5 6.0 5.5 5.0

8.5

9.0

2200
2100

2000

1900

1800

1700

1600

1500

1400

1300

1200

1100

1000

900

800

700

600

500

400
300
200
100
r-100

r-200

S8'9TT —

TTTe
sozer
98b2T ~_
prser =
85821 ~.
osger W
zzoet

LTLET ~
09'8€T —

0T'8yT —
ET°CST
65°CST V
S6°LST
T0°8ST W
TS°6ST

80 70 60 50 40 30 20 10

90
f1 (ppm)

Figure S6. 13C-NMR spectrum of 4 in CD3CN, 100 MHz
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Figure S7. 'H-NMR spectrum of 6 in CDsCN, 400 MHz
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Figure S8. 13C-NMR spectrum of 6 in CD3CN, 100 MHz
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Figure S9. 'H-NMR spectrum of 7 in CDsCN, 400 MHz
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Figure $S10. 13C-NMR spectrum of 7 in CDsCN, 100 MHz
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Figure S11. *H-NMR spectrum of 8 in CD3CN, 400 MHz
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Figure S12. 13C-NMR spectrum of 8 in CDsCN, 100 MHz
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Figure $13. 'H-NMR spectrum of 9 in CD3CN, 400 MHz
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Figure S14. 13C-NMR spectrum of 9 in CDsCN, 100 MHz
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Figure S15. (Experimental/Theoretical) ESI-HRMS spectrum of 2 (positive detection mode)
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Figure S16. (Experimental/Theoretical) ESI-HRMS spectrum of 3 (positive detection mode)
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Figure S17. (Experimental/Theoretical) ESI-HRMS spectrum of 4 (positive detection mode)
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Figure S18. (Experimental/Theoretical) ESI-HRMS spectrum of 6 (positive detection mode)
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Figure S19. (Experimental/Theoretical) ESI-HRMS spectrum of 7 (positive detection mode)
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Figure S20. (Experimental/Theoretical) ESI-HRMS spectrum of 8 (positive detection mode)
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Figure S21. (Experimental/Theoretical) ESI-HRMS spectrum of 9 (positive detection mode)
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Figure S22. Comparative representation of complexes 1-9 phototoxicity upon irradiation at
480 nm for 10 min in Hela and RPE-1 cells.



