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Supporting Information

A novel fast-response and highly selective AIEgen fluorescent probe for

visualizing peroxynitrite in living cells, C. elegans and inflammatory mice
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Fig. S1. '"H NMR spectra of 1 (DMSO-dg).
Fig. S2.TOF-MS of 1 for C;4H;;NOS [M], 241.3; found 242.0641

Spectrum from 20210323 _95.wiff (sample 1} - 20210323_95, Experiment 1, *TOF MS (100 - 1500) from 2.758 min
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Fig. S3. '"H NMR spectra of 2 (CDCl).

[ Spectrum from 20210223 96.wilf (sample 1) - 20210323 96, Experiment 1, *TOF MS (100 - 1500) from 2.579 min
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Fig. S4. TOF-MS of 2 for CsH;;NO,S [M]", 269.3; found 270.0581.
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Fig. S5. 'H NMR spectra of PE-OH (CDCls).

Spectrum from 20210323 170.wiff (sample 1) - 20210323 170, Experiment 1, +TOF MS {100 - 1500) from 3804 min
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Fig. S6. TOF-MS of PE-OH for C,5H,sN,OS [M], 394.5; found 395.1212.
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Fig. S7. 'H NMR spectra of PE-XY (CDCI;).
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Fig. S8. 3C NMR spectra of PE-XY (CDCl).
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Spectrum from 20200826 _Y_221 witf (sample 1) - 20200826_Y_221, Expesiment 1, +TOF MS (50 - 1500} from 3696 min
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Fig. S9. TOF-MS of PE-XY calculated for C33H3sBN,O;S [M]*, 611.6; found
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Fig. S10. (a) Fluorescence spectra of Rhodamine B (10 xM) in PBS buffer at pH 7.4
containing different concentrations of DMSO; (b) Absorption spectra of Rhodamine
B (10 uM) in PBS buffer at pH 7.4 containing different concentrations of DMSO.
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Fig. S11. TOF-MS of the reaction product of PE-XY after treatment with ONOO™.



Table.1 The comparison of reported work with this work

AIE/ Tim L
Probe Ex/Em (nm) 0 LOD Application | ref
ACQ e
m in buffer,
G e Aex=322 nm; 29.8 5 living cells,
8 ACQ 0.31 .
>}° Aem=385/450 nm nM | min | zebrafish,
and mouse.
X
N
Aex = 390 nm; 120 25 in buffer,
ACQ / . ..
Aem=558/454 nm nM | min | living cells
Aex=480 nm; 0.9 in buffer,
ACQ / 55 | .. 3
Aem=030/560 nm nM living cells
Aex= 430 nm, 27.5 4 in buffer,
AIE / . ..
Aem=620 nm nM min | living cells
S_N—
= Aex= 520 nm, 16 <1 in buffer,
ACQ 0.097 ) ..
Aem=369 nm nM min | living cells
B
s
o Jo= 550 nm, 198 | 10 | inbuffer,
. o | acq / L
) ?57z< Aem=625 nm nM min | living cells
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SRS g AIE Jex= 540 nm, / 2t |30 | L
iving cells
/oj© Aem=604 nm nM | min g
0 @ and mouse

>?Lf~) 9J§< Jee 550 m, in buffer 8

o® ° B0 AC 075 | 1uM / and livin
\C[ND/ Q Aem=590 nm K &
H cells
COOEt .
in buffer,
CX: nm) N ..
NH, Aex= 350/800 21.7
o. ACQ 0.01 / living cells | ?
?O,B COOEt Aem=483 nm nM di
and tissues
D in buffer
g O/CE@C’ Aex=421nm, 70.8 .
Og NS ACQ 0.106 <2s | andliving | 0
>§r6 @ Aem=500 nm nM 1L
cells
« :NQ in buffer
N o CN Aex= 430nm, 2.5 10 o
ACQ 0.62 . and living | !
K@ Jem=540 nm uM | min

6/;24 cells

s J<CI withi .

©:N/ in buffer
s Aex= 370nm, 21.4 n .

ACQ / and living | 12

Aem=481/405 nm nM | seco

7S<o nds

cells

O NH, m .
NaASy in buffer

ACO Jo=510mm, |13 ,

and living
o Aem=590 nm nM
cells
in buffer,
. our
Aex= 478 nm, 8.58 | <50 | living cells,
AIE 0.81 wor
Aem=580 nm nM s C. elegans "
and mouse
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