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Fig. S1 ESI-MS of Benzo[h]quinoline-5,6-dione in CH;OH
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Fig. S2 'H NMR spectrum of Benzo[h]quinoline-5,6-dione in DMSO-ds.
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Fig. S3 ESI-MS of [Ir(tpy)(bhqd)CI]PFg in CH;0H
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Fig. S4 *H NMR spectrum of [Ir(tpy)(bhqd)CI]PFs in DMSO-d,
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Fig. S6 'H NMR spectrum of Irl in DMSO-d;

10.4



Peak#:1 Ret.Time:Averaged 2.867-2.900(Scan#:173-175)

BG Mode:Cale 2.800<->3.033(169<->183)

Mass Peaks:272 Base Peak:741.00(294293) Polarity:Pos Segment] - Eventl
100~

741.00

=

20

(= ~
issoe T G e T

(¥

B
(=1

742.00

(=
=

w
<
o linen el

sl

kil Iy . " i I,

0 720 750 780 810 84

T
60 90 120 150 180 210 24

L A A
0 870 900 930 960
m/z

=5
N
a3
=
w
=
S
e
G -
[=
v
(=)
(=3
wd
&
(=3
e
hall
[==
e
b
o
e
0
=5
]
o]
W
Ak
[=F
w
=
[=1%
o
=
[=
g
oo
=
o
INE
S
o
B -

Fig. S7 ESI-MS of Ir2 in CH;0H
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Fig. S8 'H NMR spectrum of Ir2 in DMSO-d;
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Fig. S9 ESI-MS of Ir3 in CH;0H
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Fig. $10 'H NMR spectrum of Ir3 in DMSO-d,
S6

10.2 10.0

10.4




0.6 1

—r1
e Ir2
1 Ir3

0.4 -

0.3 -

Absorbance

0.2

0.1 =

0.0

T Y Y T Y | .
400 500 600 700 800
Wavelength/nm

T
300

Fig. S11 The absorption spectra of Ir1-Ir3 at 298 K in PBS.
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Fig. $12 The Emission spectra of Ir1-Ir3 at 298 K in PBS.
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Fig. $13 The ESR spectra of Ir1-3 with TEMP as singlet oxygen trap.
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Fig. $14 Time-dependent cellular uptake of Ir1-Ir3 by ICP-MS.
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Table. S1 Photophysical properties of Ir1-1r32

Complexes Agps/nMP Aem/NME 7/ps? (O8
Irl 378 540 1.437 0.125
Ir2 421 538 1.031 0.056
Ir3 460 546 1.416 0.018

2 All data were obtained at 298 K in PBS.

b Wavelength corresponding to the absorption maxima.
¢ Wavelength corresponding to the emission maxima.

d Lifetime in PBS.

¢ Phosphorescence quantum yield.

Table. S2 log P, Of Ir1-Ir3

Irl Ir2

Ir3

-0.5334 -0.0466

0.1056
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