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Table S1 Photophysical Data of Ir-Rho-G2, together with bpy-Rho, Ir-Rho.

λabs, nm

(MeCN)

ε,

M˗1 cm˗1

λem, nm

(MeCN)

Φem,

%

τ, μs ΦΔ,

%

C logP

Ir-Rho-G2 578 68100 a 635 0.7 b 9.73 c 72.6 d 11.178 e

bpy-Rho f 564 98600 598 29.0 n.d. 0.3 3.108 e

Ir-Rho f 575 87500 629 1.4 0.82 43.0 6.778 e

a Molar extinction coefficient at the absorption maxima. b Emission quantum yield. c Triplet-state lifetime

measured by transient absorption in anaerobic CH3CN. d Singlet oxygen quantum yield, relative to rose

bengal (ΦΔ = 0.45 in MeCN), from the emission peak with excitation wavelength at 514.5 nm. e C logP

calculated by Chemdraw. f From ref. 38.
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Figure S1. 1H (top) and 13C (bottom) NMR spectra of Ir-Rho-G2 in CD3CN at 298K.
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Figure S2. high-resolution mass spectroscopy of Ir-Rho-G2.
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Figure S3. Photostability study of Ir-Rho-G2 and Rose Bengal in their UV-Vis absorption spectra (a) and the

corresponding relative absorbance (b) using 532 nm laser with 336 mW/cm2. The absorbance monitored

for Ir-Rho-G2 and Rose Bengal are 562 nm and 580 nm, respectively.



S6

Figure S4. Subcellular colocalization in MCF-7 tumor cells after treating with bpy-Rho, Ir-Rho and Ir-Rho-G2 

and MitoTracker Green. 
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Figure S5. DCFH-DA assay for the evaluation of intracellular ROS production of bpy-Rho, Ir-Rho and Ir-Rho-

G2 (5 μM) in DMEM; incubation with MCF-7 cells in the dark for 30 min followed by 30 min irradiation flow

cytometry analysis (n = 10 000 cells) with mean fluorescence intensity per cell.
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Figure S6. Flow cytometry analysis (n = 10000 cells) of Ir-Rho-G2 in normal cells (MCF-10A, 293T, L02,

bEnd3,) and tumor cells (MCF-7, A549, HepG2, 4T1,) with normalized fluorescence intensity.
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Figure S7. In vivo PDT therapy using Ir-Rho and Ir-Rho-G2. (a) average weights and (b) survival rate profiles 

of the mice bearing MCF-7 tumors in different groups for 22 days observation period after treatment.
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Figure S8. H&E stained images of sliced major organs collected from different groups.
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Figure S9. Nude mouse serum levels of ALT, AST, BUN, and CRE after intravenous injecting Ir-Rho and Ir-

Rho-G2. Error bars are standard error of the mean (#P<0.05) as compared to control.


