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1. The characterization data of chemosensor RI
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Fig. S1 (a) The 'H NMR spectra of RI
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Fig. S1 (b) The “C NMR spectra of RI
YAO-WS
YYS-XL-125 52 (1.675) Cm (52:56) 1: TOF MS ES+
6.51e+004
100 586.2819
%
2742753
0 T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T ‘ miz
280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580
Minimum: -1.5
Maximum: 3.0 50.0 150.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
586.2819 586.2818 0.1 0.2 21.5 15.1 0.0 C36 H3é N5 03

Fig. S1 (c) The HRMR spectra of RI
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Fig. R1 (d) HPLC trace of RI
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Fig. R1 (e) LCMS trace of RI
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2. The pH-titration of free RI and [RI@Cd2+]
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Fig. S2 The influence of pH on the fluorescence of RI (10 puM) without Ccd* (a) and with 80 uM
Cd*" (b) in EtOH/water solution (4:6, v/v), the pH of the solution was adjusted by adding 10%
HCIO4 or 2.0 M NaOH. Excitation was performed at 560 nm.

3. UV-Vis absorption titration spectras of RI with Cd**
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Fig. S3 UV-Vis absorption spectra of RI (10 pM) upon addition of Cd** (10 ~ 150 pM) in HEPES
(10 mM, CH30H/H,0, 4:6, v/v, pH 7.6) buffer solution.
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4. UV-Vis absorption spectra of RI with various metal ions
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Fig. S4 UV-Vis absorption spectra of RI (10 uM) in the presence of 100 uM of various metal ions
inHEPES (10 mM, CH30H/H,0, 4:6, v/v, pH 7.6) buffer solution.
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5. The selectivity and competition of RI for Cd** and Pb**
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Fig. S5 Figures (a and c) were the selective experiments and figures (b and d) were the competitive
experiments. In a and b, the concentration of all the metal ions added to RI (10 uM) were 100 uM in
HEPES (10 mM, CH;0H/H;0, 4:6, v/v, pH 7.6) buffer solution. In ¢ and d, the concentration of all
the metal ions added to RI (10 uM) were 160 uM in Tris-HCI1 (70 mM, CH;O0H/H;0, 6:4, v/v, pH
7.6) buffer solution.
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6. Partial "H-NMR spectra of RI and cd*
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Fig. S6 'H-NMR spectra of (a) free sensor RI, (b) sensor RI + cd* (0.3 eq), and (c) sensor RI +
cd* (0.5 eq) in CDsCN. Inset: proposed binding mode of sensor RI with cd*.
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