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Scheme S1. Synthetic steps of ligand L1 and L2.



16T~

8¢6'C
09°¢C
[
08¢

OSINd

[87T
€e'g
65°€
09°¢
$6'¢
61'h
1T
wwr
€Tt
1+L
€L
oL
69'L
oL'L
1L
we
LLL
812
6LL
08'L
08'L
98z
01’8
18
s
c18
88|
or's

%58 K
98

@@,ww
106

06

06

80'6

80°6

60'6

606

FS'6

61017

—— e

OH

L1

o'l
o'l
To'l
MS.N
01
196’1
7oo'L
¥96'0
Ho'1
0'1
T0'1

Kot

Foon

1 (ppm)

S1. '™H NMR spectrum of L1 in DMSO-d°.
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Figure S2. 13C NMR spectrum of L1 in DMSO-d®.
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Figure S3. "H NMR spectrum of L2 in DMSO-d®.
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Figure S4. 13C NMR spectrum of L2 in DMSO-d®.
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S5. 'TH NMR spectrum of Complex 1 in MeOD-d*.
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Figure S6. 1*C NMR spectrum of Complex 1 in DMSO-db.
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Figure S7. "H NMR spectrum of Complex 2 in DMSO-db.
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Figure S8. 1*C NMR spectrum of Complex 2 in DMSO-db.
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S9. 'H NMR spectrum of Complex 3 in DMSO-d°.
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Figure S10. 13C NMR spectrum of Complex 3 in DMSO-d®.
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S11. '"H NMR spectrum of Complex 4 in DMSO-db.
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Figure S12. 13C NMR spectrum of Complex 4 in DMSO-d®.
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Figure S13. The intensity of fluorescence (Aex = 504 nm, Aep, = 525 nm) of ruthenium complexes 1
(a), 3 (b) and 4 (c) (50 uM) in the presence of SOSG (1 uM) in H,O (3% acetone) upon the
irradiation for 10 min. The higher intensity of fluorescence suggested higher activation
wavelength for the generation of singlet oxygen.
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Figure S14. Fluorescence laser scan confocal microscopy images of A549 cells
incubated with complexes 3 or 4 (10 uM) at 310 K. Complex was incubated with
cells for 3 h before DiD, a cell membrane dye, was incubated for 20 min.
Wavelengths for complexes 3 and 4, A, = 488 nm, A, = 600 — 630 nm; for DiD, A,
=633 nm, Ay, = 650 — 680 nm. ¢, merge of a and b; f, merge of d and e.






