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Fig. S2 FT-IR Spectrum of BD.
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Fig. S3 'H-NMR spectrum of BD.
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Fig. S5 MALDI-TOF spectrum of 4.
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Fig. S6 MALDI-TOF spectrum of Ru- BD.
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Fig. S7 FT-IR Spectrum of Ru- BD.
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Fig. S8 'H-NMR spectrum of Ru-BD.

69—

o0vL~
WL
RN
8y'L—
05,
€L —
SL—
09°L—
1907
99'L~_
89°L—
PLL
SLL—
e

or'g
g

E.w”
18

g
81'g—
oN.w\

18
ws
174
mN.w\

1€'8

288~
€98 —
v8'87

W 68°€

860

\%\ 10°C
™~

—1°0T

-y
= —ST'e

yv F90'b1

—69'TT

T €8T
v6'T
0S¢
18°C

Fspe

8.0

f1 (ppm)

Fig. S9 Aromatic region of 'H-NMR spectrum of Ru-BD.
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Fig. $10 3C-NMR spectrum of Ru-BD.
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Fig. $11 MALDI-TOF spectrum of Ir- BD.
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Fig. S14. Aromatic region of *H-NMR spectrum of Ir-BD.
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Table S1. The selected bond and conformational parameters for BD and 3

BD

3

B1—F1

B1—F2
B1—N1
B1—N2
C1-C18

C3-C27

C5-C28

C7-C26

C9-C10
01-C31

O1-H1

N1-C9

N1-C6

N2-C1

N2-C4
F2-B1-F1
F1-B1-N2
F1-N1-B1
N2-B1-N1
C1-C18-C19
C4-C5-C6
C4-N2-C1
C6-N1-B1
C5-C28-C29
C9-C10-C11
C6-C5-C28-C29
C4-C5-C28-C33
C4-C5-C28-C29
C6-C5-C28-C29
C6-C5-C28-C33
C6-N1-C9-C10
F1-B1-N1-C9
F1-B1-N1-C6

1.405 (4)
1.393 (4)
1.540 (4)
1.521 (4)
1.436 (4)
1.491 (5)
1.485 (4)
1.492 (4)
1.427 (4)
1.360 (3)
0.877 (10)
1.351 (4)
1.392 (3)
1.369 (4)
1.390 (4)
107.6 (2)
110.6 (2)
109.0 (3)
107.6 (2)
123.2 (3)
120.7 (3)
107.9 (2)
124.8 (2)
121.0 (3)
124.9 (3)
99.8 (3)
105.7 (3)
-77.8 (4)
99.8 (3)
-76.7 (4)
-174.5 (3)
65.7 (4)
-119.2 (3)

Rul-N1
Rul-N2
Rul-N3
Rul-N4
Rul-N5
Rul-N6
Cc3-Ccl1
C8-Cl2
C17-C18
C27-C28
N1-Rul-N2
N2-Rul-N6
N3-Rul-N6
N5-Rul-N6
N3-Rul-N5
N3-Rul-N4
N4-C18-C19
N3-C17-C16

2.061 (4)
2.075 (4)
2.065 (4)
2.064 (4)
2.064 (4)
2.059 (4)
1702 (5)
1720 (5)
1.453 (7)
1.443(7)
79.46 (15)
97.03 (16)
96.30 (16)
78.62 (17)
95.10 (16)
78.40 (17)
120.8 (5)
121.2 (5)
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mean: 2 atems

Fig. S16 The angle between the planes of BODIPY and phenol ring in BD.
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Fig. $17 UV-vis spectrum of methylene blue in DMSO.
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Fig. $19 UV-vis spectra of BD in DMSO at different concentrations between 2.5x10°® M and
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Fig. S20 UV-vis spectra of Ru-BD in DMSO at different concentrations between 2.5x10° M
and 0.5x10° M.
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Fig. S21 UV-vis spectra of Ir-BD in DMSO at different concentrations between 2.5x10° M and
0.5x10¢ M.
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Fig. S24 Lifetime spectra of Ir-BD.
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