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Fig. S1. '"H NMR spectra of 1 (DMSO-dj).
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Fig. S2. 'TH NMR spectra of Mito-YX (DMSO-dy)
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Fig. S3. 3C NMR spectra of Mito-YX (DMSO-dy).
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Spectrum from 20200624_YYX_182.wiff (sample 1) - 20200624_YYX_182, Experiment 1, +TOF MS (50 - 1500) from 0.445 to 3.663 min
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Fig. S4. TOF-MS of Mito-YX calculated for C;H;7BNO,S*
311.1091.
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Fig. S5. TOF-MS of the reaction product of Mite-YX after treatment with O,
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Fig. S6. '"H NMR data of Mito-YX and corresponding compounds after reacting with
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Fig. S7. HPLC chromatogram changes of 10 uM Mito-Y (a) and10 4uM Mito-YX in
the absence (b) and presence (c) of 700 uM KO,.
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Fig. S8. CLSM images of MCF-7 cells co-cultured with (a) Mito Tracker Deep Red
FM (100 nM, red channel); (b) Mito-YX (10 uM, green channel, 100 uM KO,). (c)
Overlay image of (a), (b); (d) Intensity correlation plot of Mito Tracker Deep Red FM
and Mito-YX, R? = 0.7627; (F) Intensity profile of the linear ROI across the cell (white line in
images panels b—c). green channel: Aem = 530-600 nm, Aex =488 nm; red channel: Aem = 650-
670 nm, Aex =644 nm. Scale bar: 15 ym.

The Fluorescent quantum yield of Mito-Y was studied in 20% ethanol
solution using Rhodamine B (®s=0.89 in ethanol) as a standard. The

Fluorescent quantum yields were determined based on the equation:
@, = [(AF,n*)/(AFng)| @,

(CDu and @
A, ,and A
F,and F

s: the fluorescent quantum yield of Mito-Y and Rhodamine B,
s: the absorbance of Mito-Y and Rhodamine B respectively,
s: the integrated fluorescence intensity of Mito-Y and Rhodamine
B at their excitation wavelength, n presents the refractive index of solvent.
The fluorescent quantum yield of Mito-Y is 0.23.

®~=0.89 » A=0.249 » F= 122297.444 > ny~=1.33 ; A;=0.131, F=
17356.607 > n = 1.365; calculated @, = 0.23.

Table.1 The comparison of reported work with this work
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