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Scheme 1. The synthesis routine of the probe TPP-TPA-PBN and control molecule was showed.
2. 'H NMR,"3C NMR and mass spectrum (HR-MS)
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Fig. S1 '"H NMR spectrum of compound 2 (500 MHz, Chloroform-d).
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Fig. S2 3C NMR spectrum of compound 2 (126 MHz, Chloroform-d).



BWJ-T-1-2+ #196-278 RT: 1.07-1.49 AV: 83 NL: 1.36E8
T: FTMS + p ESI Full ms [100.0000-1200.0000]
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Fig. S3 High resolution mass spectrum (HR-MS) of compound 2.
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Fig. S4 '"H NMR spectrum of compound 3(500 MHz, Chloroform-d).
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Fig. S5 3C NMR spectrum of compound 3 (126 MHz, Chloroform-d).
BWJ-s-b #239-320 RT: 1.47-1.89 AV: 82 NL: 2.27E8
T: FTMS + p ESI Full ms [400.0000-1150.0000]
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Fig. S6 High resolution mass spectrum (HR-MS) of compound 3.



87889
L0069
TLO0'LA
LYTOL
zoTlL
OVFTLy
0LST LA
TS9TL

€000 0SLT L+
908Y'L~

1861L
£ETSLY
10VS'L
Lv89 2]
v10L L
€0£8°L

3
L

L

*

16€8°L]
66v8'L]

sl

009

Fig. S7 '"H NMR spectrum of compound 4(500 MHz, Chloroform-d).
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Fig. S8 3C NMR spectrum of compound 4 (126 MHz, Chloroform-d).



BWJ-S-C #243-447 RT: 1.06-1.96 AV: 205 NL: 8.84E7
T: FTMS + p ESI Full ms [400.0000-700.0000]
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Fig. S9 High resolution mass spectrum (HR-MS) of compound 4.
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Fig. S10 '"H NMR spectrum of compound 5(500 MHz, Chloroform-d).



a BEe

9] [ORe)

8 KA
s B - =R R ol ol =BT o O = o)
Lt i R R T B R e B S \npe oy O
O WO OO W\ oD S R =]
st fnonnonon N ol 0] - - - - -~ O o«
— o o o o o = o~ ~efe-~ O
| === | e —p— ]

o
Q Q 2@ —165.18

sl M,i,u.&.n,_am,JM”Lqu. WS .

=

it
;D l?IS 1%0 léi léD lirS 15‘0 13‘15 l;D 13‘5 léﬂ 12‘5 150 1{5 11‘0 l[lli 150 9% QID 8‘5 Bb TIS Tb 6‘5 EFD S% SID 4‘5 4b
£l (ppu)
Fig. S11 3C NMR spectrum of compound 5 (126 MHz, Chloroform-d).
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Fig. S12 High resolution mass spectrum (HR-MS) of compound 5.
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Fig. S13 'H NMR spectrum of compound 6(500 MHz, Chloroform-d).
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Fig. S14 3C NMR spectrum of compound 6 (126 MHz, Chloroform-d).



BWJ-S-5-2 #141-201 RT: 0.93-1.27 AV: 61 NL: 3.90E7
T: FTMS - p ESI Full ms [400.0000-900.0000]
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Fig. S15 High resolution mass spectrum (HR-MS) of compound 6.
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Fig. S16 3'P CPD NMR spectrum of compound TPP-TPA-PBN(500 MHz, Chloroform-d).
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Fig. S17 '"H NMR spectrum of compound TPP-TPA-PBN (500 MHz, Chloroform-d).
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Fig. S18 13C NMR spectrum of compound TPP-TPA-PBN (126 MHz, Chloroform-d).



TPA-TPP-PBN #157 RT: 0.82 AV: 1 NL: 6.57E8

T: FTMS + p ESI Full ms [100.0000-1200.0000]
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Fig. S19 High resolution mass spectrum (HR-MS) of compound TPP-TPA-PBN.
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Fig. S20 3'P CPD NMR spectrum of compound TPA-TPP-TPP(500 MHz, Chloroform-d).
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Fig. S21 '"H NMR spectrum of compound TPA-TPP-TPP(500 MHz, Chloroform-d).
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Fig. S22 3C NMR spectrum of compound TPA-TPP-TPP(126 MHz, Chloroform-d).



TPA-TPP-TPP #30 RT: 0.13 AV: 1

NL: 7.20E7

T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Fig. S23 High resolution mass spectrum (HR-MS) of compound TPA-TPP-TPP.
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Fig. S24 Uy absorption of probes in different solvents.
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Fig. S25 Fluorenscence emission intensity spectra of probes in different solvents.
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Fig. S26 Uv absorption of probe in different water proportion.
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Fig. S27 Fluorescence emission intensity spectra of probe in different water proportion.

0.20 —TTP

— TTP+NTR

.

-

n
1

Normalized Abs
'O o=
= —
n (=]

0-00 T T T T T T T T T T T T T T T 1
350 400 450 500 S50 600 650 700

Wavelength (nm)

Fig. S28 Uv absorption of the probe before and after adding NTR.
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Fig. S29 FTIR spectrum of the TPP-TPA-PBN.



