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1. UV-vis absorption spectra of sensor 1 and Sc
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Fig. S1 UV-vis absorption spectra of sensor 1 in DMSO/PBS (pH 9, 0.1M) solution (1:99, v/v)
and sensor 5¢ in PBS solution, at room temperature.

2. Fluorescence properties of sensors
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Fig. S2 A) Fluorescence spectra of sensor 5a (1 x 10 M) in the presence of different
concentrations of caffeic acid in PBS (pH 7.4) solution, at room temperature; B) The photograph
of sensor Sa linear range; C) Benesi-Hildebrand plot of sensor 5a 1/ ( - 1) versus 1/ [Caffeic acid].
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Fig. S3 A) Fluorescence spectra of sensor Sb (1 x 10° M) in the presence of different
concentrations of caffeic acid in PBS (pH 7.4) solution, at room temperature; B) The photograph
of sensor 5b linear range; C) Benesi-Hildebrand plot of sensor Sb 1/ (I - Iy) versus 1/ [Caffeic
acid].

The calculation process of LOD :

=-3799830c + 732.22945

R?>=0.99794
S$=-3799830
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Fig. S4 A) Fluorescence spectra of sensor 5¢ (I x 10 M) in the presence of different
concentrations of caffeic acid in PBS (pH 7.4) solution, at room temperature; B) The photograph
of sensor Sc linear range; C) Benesi-Hildebrand plot of sensor Se¢ 1/ ({ - Iy) versus 1/ [Caffeic acid].

The calculation process of LOD :

I=-3056150c + 483.87582
R?=0.99937

$=-3056150

=1.84 (N=5) K=3
LOD =K x §/S = 1.81x10 M

600 a0 00018
i B e
\ y . Hp 3427
£ [ 3 -0.002¢
500 ). \ b ' ures y
/ \ 3 RSaare
J A
B [ rercest -0.0028
Z 400 0 Z
8 2 500
2 5 . -00030
8 a0 . ® \ =
H 40x10°M £ . 2 00035
8 8 E = 3
2 o 5
g 200 g \-\‘ -0.0080 fr— \
3 s 1 =
I 2 w0 « S
\ Feszal R
i B * 00085 [fctSaaves \ \
. a0
" e, -0.0050 *
0 === = R A . . . . L
350 400 450 500 550 000000 000002 000004 000006  0.00003 2000 4000 6000 8000 10000 12000 14000
Wavelength (nm) Caffeic acid [M] 1/ [Caffeic acid]

Fig. S5 A) Fluorescence spectra of sensor 5d (I x 10 M) in the presence of different
concentrations of caffeic acid in PBS (pH 7.4) solution, at room temperature; B) The photograph
of sensor 5d linear range; C) Benesi-Hildebrand plot of sensor 5d 1/ (I - Iy) versus 1/ [Caffeic
acid].

The calculation process of LOD :
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Fig. S6 A) Fluorescence spectra of sensor 5e (1 x 10 M) in the presence of different
concentrations of caffeic acid in PBS (pH 7.4) solution, at room temperature; B) The photograph
of sensor Se linear range; C) Benesi-Hildebrand plot of sensor Se 1/ ({ - 1) versus 1/ [Caffeic acid].

The calculation process of LOD :

1=-3386270c + 554.07999
R?=0.99145

$=-3386270

=6.24 (N=5) K=3
LOD =K x §/S = 5.53x10 M

Different analytes fluorescence titrations
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Fig. S7 Fluorescence spectra of sensor 5¢(1 x 105 M) in the presence of different analytes (from 0
to 4.0x103 M or 4.0x10"' M) in PBS (pH 7.4) solution, at room temperature.

3. Copies of NMR ('H and 3C) and HRMS spectra
(1)4a
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Fig. S9 HRMS spectrum of compound 4a

(2)4c



Spectrum from 190523-523G1.wiff2 (sample 1) - WH, Experiment 1, +IDA TOF MS (50 - 2000) from 3.274 to 3.306 min
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Fig. S10 HRMS spectrum of compound 4¢
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Fig. S12 13C NMR spectrum of 5a

Spectrum from TI0503-E3GZ wilf2 [zample 17 - WH. Experiment 1. DA TOF MS (50 - 2000] from 2123 min
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Fig. S13 HRMS spectrum of compound 5a
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Spectrum from T30716-716gD.wilfZ [sample 1] - foq. Experment T, +[DA TOF MS (50 - 2000] fiom 2357 to 2378 min
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Fig. S24 13C NMR spectrum of 5e
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Fig. S25 HRMS spectrum of compound Se



