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Table S1. Part of the reported fluorescence probe for Pd** in recent 3 years.
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Fig. S1. UV-vis spectra of ACBT in the absence and presence of Pd*". [ACBT is 10
uM], [Pd?* is 20 uM], [NaBHy is 20 uM] in a mixture of CH3;CN/PBS buffer (8:2 v/v,
pH 7.4).
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Fig. S2. Fluorescence intensity changes of probe ACBT (10 uM) at 452 nm upon
addition of Pd**, Pd*" and Pd° (20 uM) in the absence and presence of NaBH, (20 uM)
in CH3CN-PBS buffer (10 mM, pH 7.4, 8:2, v/v) at 25 °C. All data were collected 5
min after mixing. A,=369 nm.
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Fig. S3. Effect of pH on the Fluorescence intensity of ACBT in the absence and
presence of Pd*". [ACBT is 10 uM], [Pd*" is 20 uM], [NaBHy is 20 uM] in a mixture
of CH;CN/PBS buffer (8:2 v/v, pH 7.4, 25 °C), Ax=369 nm, A, =452 nm.
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Fig. S4. "H NMR spectrum of compound 1 in DMSO-de.
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Fig. S5. 3C NMR spectrum of compound 1 in DMSO-dg.
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Fig. S7. HRMS spectrum of compound 1 in CH;CN.
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Fig. S8. 'H NMR spectrum of compound NBT in CDCl;-d;.

T T T T T | panee sanas
70 65 60 83 3D 43 48 A5 A0 25 20 15 18 05 00 =05 =10 ppm



149.09

—162.53
153.75

T T T T T T T T T T - T T T T T T T
70 165 160 156 150 145 140 135 130 126 120 116 110 105 100 85 50 85 80 75
1 (ppm)

Fig. S9. 3C NMR spectrum of compound NBT in CDCl;-d;.
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Fig. S10. HRMS spectrum of compound NBT in CH3;CN.
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Fig. S12. 3C NMR spectrum of compound ABT in DMSO-d.
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Fig. S14. '"H NMR spectrum of compound ACBT in CDCl;-d;.
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Fig. S16. HRMS spectrum of probe compound ACBT in CH;CN.



Detection limit

The detection limit for Pd?" ions was calculated by the fluorescence titration
experiments according to the reported method. A good linear relationship between the
fluorescence intensity and Pd?" concentration (0.5 uM-10 uM) could be obtained
(R?=0.99944). The value obtained for the Pd’>* was found to be 2.6 nM by the
equation of Lop=3d/m (0 was the standard deviation of the blank solution and m is the

absolute value of the slope between intensity versus Pd*" concentration). 6=0.4880,

m=557.6864.
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Fig. S17. The linear relationship between the fluorescence intensity and Pd>*
concentration (0.5-10 uM). All measurements were taken in a mixture of CH;CN/PBS
buffer (8:2 v/v, pH 7.4) at 25 °C. Excitation and emission were at 369 nm/452 nm
respectively.
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Kinetic studies:

The reaction of ACBT (10 uM) with Pd?* in CH;CN/PBS buffer (8:2 v/v, pH 7.4)
was monitored using the fluorescence intensity at 452 nm. The reaction was carried
out at 25 °C. The pseudo-first-order rate constant for the reaction was determined by
fitting the fluorescence intensities of the samples to the pseudo-first-order equation:

Ln [(F¢- Fuin) / Fiin]l = - k't

Where F, and F,,;, are the fluorescence intensities at 452 nm at time t and the
maximum value obtained after the reaction was complete. £’ is the pseudo-first-
order rate constant. The pseudo-first-order plots for the reaction of ACBT with
100 equiv. of Pd*' is shown in Fig. S18, the pseudo-first-order rate constant k’

=1/t;=0.01284 min-!.

20 -
18 -
16 —- u .
14 -
12 4
o
&o 10 - Equation y = Al¥exp(—x/t1) + y0
=< ]
LI_I. 8 4 Reduced Chi-S 2. 35728
6. Adj. R-Square 0. 94239
1 Value Standard Err
4 - s
] Flmax-F1/Flma y0 17. 4020 1. 06035
2 - ﬁlmaX*Fl/Flma Al -19. 01? 1. 47838
0 ‘:I' FlmaxF1/Flma t1 77.8293 14. 67897
-2 1 ) |} L 1 L) 1 . I L 1 4 |} L I L) |}
0 50 100 150 200 250 300 350 400
Time (s)

Fig. S18. Pseudo-first-order kinetic plot of the reaction of ACBT (10 uM) with
Pd?* (100 equiv.) and NaBH, (100 equiv.) in a mixture of CH;CN/PBS buffer (8:2
v/v, pH 7.4) at 25°C. £ =0.01284 min-!.
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Fig. S19. ESI-MS spectrum (positive ion mode) of ACBT upon addition of Pd*" in
CH;CN. (a) only ACBT, (b) the isolated aggregates of compound after ACBT reacted
with Pd?* for 5 min.



Fig. S20. The comparison of solid phase of ACBT and ABT. Left: The solid of
synthesized ACBT; Right: The solid of synthesized ABT. The centrifuge tubes were
excited at 365 nm using a hand-held UV lamp.
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