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Figure S2 '3C NMR spectrum of the Rul.
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Figure S3 HRESI-MS spectrum of the Rul.
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13C NMR spectrum of the Ru2.
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Figure S6 HRESI-MS spectrum of the Ru2.
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Figure S8 '3C NMR spectrum of the Ru3.

pos
2022-0621-LXW-wz-3 (0.027) Is {1.00,1.00) C37H2BCINRu 1: TOF MS ES+
7081223 227e12

1004

7101221

7071231

709.1237
706.1229

e 711 1246

nz21221

702 |1249 = o

T T T T T T T T T T T T .‘ T T T T T T T T T T T T T T T T T T T T T T T Mz
601 602 693 604 605 606 607 698 69O 70D 701 702 703 704 705 706 707 708 70O 70 711 712 73 714 7i5 716 717 7B 70 730 721 722 723 724 725 7%
2022-0621-LXW-wz-3 21 (0 170) 1: TOF MS ES+
7708.1210 1.54e7

1004

27104218

7707.1216

7709.1216
2706 1216

7051216 oot

7712 1202

702
7704 1213

17725 4589

o5tz 4TS 705 4825 1gog sqz7 76994670
| rd I

77014783 Tz
[ 7744 1648
i sl ‘ L ol I Y " hl..r LR S50

L |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
691 602 693 604 605 696 607 698 699 70D 701 702 703 704 705 706 707 708 709 710 711 712 713 714 715 716 717 718 719 720 721 722 723 724 725 726

Figure S9 HRESI-MS spectrum of the Ru3.
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Figure S11 3C NMR spectrum of the Ru4.
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Figure S12 HRESI-MS spectrum of the Ru4.
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Figure S14 3C NMR spectrum of the Ru5.
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Figure S15 HRESI-MS spectrum of the RuS.
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Figure S17 spectrum of the Ru6.
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Figure S18 HRESI-MS spectrum of the Ru6.
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Figure S20 '*C NMR spectrum of the Ru7
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Figure S21 HRESI-MS spectrum of the Ru7.



1,00

£1 (ppm)

21000
F20000
15000
[-18000
17000
16000
15000
14000
13000
12000
11000
10000
a0

(2000

F7000

Feooo

5000

4000

Fa000

{1000

190

150

170

160

130

T
1z0 10

¢

Figure S23 3C NMR spectrum of the Ru8.
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Figure S24 HRESI-MS spectrum of the Ru8.
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Figure S26 Photographs of agar plate of S. aureus treated with Rul-Ru8 (a) 4 pg/mL
and (b) 8 pg/mL with or without blue LED light irradiation (25 mW/cm?) for 15 min.

1.5

1.0

logP

0.5

Ru1 Ru2 Ru3 Ru4 Ru5 Ru6é Ru7 Ru8



Figure S27 Octanol/water partition coefficients of Rul-Rus8.
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Figure S28 Hemolysis rate of Rul-Ru8 at a concentration of 200 pg/mL with or
without blue LED light irradiation (25 mW/cm?) for 15 min, Triton X-100 (1%) and
PBS were used as the positive and negative control. Data are presented as mean + s.d.
(n=3).
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Figure S29 Photographs of agar plate of S. aureus treated with or without Ru2 (4
ug/mL) under blue LED light irradiation (25 mW/cm?).
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2 pg/mL) under dark conditions or with blue LED light irradiation (25 mW/cm?) for 15
min.
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Figure S31 Photographs of agar plate of the killing kinetics of S. aureus treated with
different concentrations of Ru2 under dark conditions for 15 min.
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Figure S32 Photographs of agar plate of the killing kinetics of S. aureus treated with

different concentrations of Ru2 under blue LED light irradiation (25 mW/cm?) for 15
min.
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Figure S33 Agarose gel electrophoresis of pUC19 DNA (12.5 pg/mL) untreated and
treated with 2, 4, 8 and 16 uM Ru2 under dark conditions 1h or with blue LED light
irradiation (25 mW/cm?) 5 min.
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Figure S34 The photo-stability of DPA in H,O/DMSO (9:1) solution under blue LED
light irradiation (25 mW/cm?).
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Figure S35 ESR spectra of 'O, generation by Ru2 (10 uM) in water under blue LED
light irradiation (25 mW/cm?, 15 min). PBS with blue LED light irradiation was used
as a control.
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Figure S36 Growth curves of S. aureus in the presence and absence of different
scavengers (NAC and NaN3).
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Figure S37 Representative images of rabbit erythrocytes in the presence of Triton X-
100 (1%), PBS, Ru2.



