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Fig. S1 HPLC chromatogram of compound 1
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Spectrum 1A
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Fig. S2 ESI mass spectrum of 1
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Fig. S3 '"H NMR spectrum of compound 1
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Fig. S4 3C NMR spectrum of compound 1
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Fig. S5 IR spectrum of 1
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1) PYSO2-1 with GLY (POS)
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Fig. S6 HRMS-FAB mass spectrum of 1
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1) PYSO2-1 with GLY (POS)
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Fig. S7T HRMS-FAB elemental composition of 1
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Fig. S8§ HPLC chromatogram of compound 2
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Spectrum 1A
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Fig. S9 ESI mass spectrum of 2
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Fig. S10 '"H NMR spectrum of compound 2
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Fig. S11 3C NMR spectrum of compound 2

S12



0.00 4

0.05 -

0.10 4

0.15 4

0.20 4

Transmitance (%)

0.25 T T T T T T
500 1000 1500 2000 2500 3000 3500 4000

Wavenumber (cm'1)

Fig. S12 IR spectrum of 2
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2) PYS02-2 with GLY (POS)
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Fig. S13 HRMS-FAB mass spectrum of 2
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2) PYS02-2 with GLY (POS)
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Fig. S14 HRMS-FAB elemental composition of 2
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Fig. S15 UV-Visible absorption spectra of (a) 1 (40 uM) and (b) 2 (40 uM) in aqueous
solution (H,O/DMSO = 95:5, v/v, 10 mM HEPES at pH 7.4.
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Fig. S16 UV—Visible absorption spectra of (a) 1 (40 uM) upon gradual addition of Hg(II) (O,
0.125, 0.250, 0.375, 0.500, 0.625, 0.75, 0.875, 1.00 and 1.125 equiv)and (b) 2 (40 uM) upon
gradual addition of Hg(II) (0, 0.125, 0.250, 0.375, 0.500, 0.625, 0.75, 0.875, 1.00, 1.125 and
1.25 equiv) in aqueous solution (H,O/DMSO, 95:5, v/v, 10 mM HEPES at pH 7.4).
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Fig. S17 A Job’s plot analysis for (a) 1, and (b) 2 with Hg(II).
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Fig. S18 Non-linear fitting of the fluorescence intensity change of (a) 1 at 490 nm vs
concentration of Hg(II) (slit 15/5) (b) 2 at 486 nm vs concentration of Hg(II) (slit 15/6) in
aqueous solution (H,O/DMSO, 95:5, v/v, 10 mM HEPES at pH 7.4).
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Fig. S19 Detection limit for (a) 1 and (b) 2 with Hg(Il) (Intensity change at 386 nm) in
aqueous solution (H,O/DMSO = 95:5, v/v, 10 mM HEPES at pH 7.4; Ax= 353 nm, slit 15/6).

S20



Spectrum 1A X
BP: 459.18 (167387=100%), pysenme~dd.xms 4,084 min, Scan: 243, 200.0:1500.0>, RIC: 1.271e+6
100% 459.18 ;
: N [1+H]"
1 481.16
137049
75% 1
] 7.19
H 50% 1553 h
i A
1 5139 707,00
1 41841
25% ]
] . 2+ LI+1+
2709 P31 Bo9|77 94075 [(2 1)+Hg -H ]
e s 18311 15984
31711 55,54 84459 1409.04
I 2 | 314 5637 [ : 2869
0%- o dkhd . Boleakean d o R YNOIRT | (TRITI I BT Wlalag sl by 41 P ki
[ 70T | | Cor e I | rr et |
7 1 1 1
250 500 A0 00 250 Acquired Ranggm .

Fig. S20 ESI mass spectra of 1 (500 uM) in the presence of 1 equiv Hg(Il) in aqueous
solution (H,O/ACN, 7:3, v/v).
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Spectrum 1A 1
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Fig. S21 ESI mass spectra of 1 (500 uM) in the presence of 1 equiv Hg(Il) in aqueous
solution (H,O/ACN, 7:3, v/v).
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