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Scheme S1. Synthesis of NBD-H-PEG-PS
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Figure S1. ESI-MS and HPLC spectrum of NBD-H
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Figure S2. (a) *H NMR of NBD-H (15 mM) in 50% ACN-ds/D,O and (b) **C NMR of
NBD-H in 50% ACN-ds/D,0 at 25 °C.

S4



4) NBD-HIS with GLY (POS)

BG_140414_NBD-His_003-c1#77-100 RT: 1.14-148 AV 24 SB:14 0.33-053 NL: 6.68E2

T: + ¢ FABFull ms [ 220.50-380.50) . g"’"”fg,“m m/z . 318.0946
el Intensity 6675.4
Relative 100.00
Theo. Mass 318.0945
Delta (mmu) 0.08
Composition C12 H12 04 N7
2
o N~ "NH
NN =
v
OZNGN NH,
H
8 (o]
g NBD-His
H Chemical Formula: Cy3H11N7O4
& Exact Mass: 317.09
T .‘....”.. ..nln....m T T L o e e
300 310 amn 3;2 J!B STH 3{5 318 3!7 J!B JITD zén 1;1 152 3{’3 3‘24 155 3{'6 357
miz

Figure S3. FAB-HRMS spectrum of NBD-H
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Figure S4. UV-VIS absorbance spectra of NBD-H (30 uM) in 10 mM HEPES buffer solution
(pH 7.4) containing 3% ACN (a) with increasing concentration of Ag' (0, 20, 40, ..., 100 pM)
and (b) EDTA (100, 200, 300 uM) after adding Ag' (100 uM). (d) The centrifuged solution of
NBD-H with Ag'.
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Figure S5. A Job plot for NBD-H (30 uM) with (a) Hg" and (b) Cu" in 10mM HEPES buffer
solution (pH 7.4) containing 5% ACN.

S7



0.5

0.4

0.15 4

0.3 4

510

i 0104

AiSO

30 pM, K, = 3.13 pM (R2=0.985) o1 =/ 30 pM, K4 = 9.67 pM (R?=0.990)

0.00

T T T T T T
0 20 40 60 80 0 20 40 60

[Hg(ID] (LM) [Cu(ID)] (uM)

Figure S6. Absorbance titration curve of NBD-H (30 uM) in 10 mM HEPES buffer solution
(pH 7.4) containing 3% ACN (a) with increasing concentration of Hg" (0, 5, 10, 15, ..., 70, 75
uM) and (b) Cu" (0, 5, 10, 15, ..., 65, 70 uM)
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Figure S7. Detection limit of NBD-H (30 uM) with (a) Hg" or (b) Cu" ions in 10 mM
HEPES buffer solution (pH 7.4) containing 3% ACN.
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Figure S8. Fluorescence emission spectra of NBD-H (30 uM) in 10 mM HEPES buffer
solution (pH 7.4) containing 3% ACN in presence of various metal ions (60 uM).
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Figure S9. Fluorescence emission spectra of NBD-H (30 uM) in 10 mM HEPES buffer
solution (pH 7.4) containing 3% ACN (a) with increasing concentration of Hg" and (b) Cu"
(0, 10, ..., 80 uM). Inset: Fluorescence titration curve of NBD-H (30 uM) with increasing

concentration of (a) Hg" and (b) Cu"
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Figure S10. UV-VIS absorbance spectra of NBD-H(30 puM) in 10 mM HEPES buffer
solution (pH 7.4) containing 3% ACN in the presence of Hg" and/or Cu'".
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Figure S11. UV-VIS absorbance spectra of NBD-H (30 uM) in 10 mM HEPES buffer

solution at pH 7.4 containing 3% ACN and 1 mM NaCl in the presence of Ag' (2 equiv.)
and/or Hg" (2 equiv.).
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Figure S12. UV-VIS absorbance spectra of NBD-H (30 uM) in 10 mM HEPES buffer

solution (pH 7.4) containing 3% ACN in presence of 2 equiv. of Hg" (HgCl,, Hg(OAC),,
Hg(NOs),, and Hg(ClO4)y).
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Figure S13. UV/VIS absorbance spectra of NBD-H in different pH of 10 mM buffer solution
in absence of these metal ions (black line) and in presence of (a) Hg" and (b) Cu" (2 equiv.)
(red line)
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Figure S14. Color change of NBD-H-PEG-PS (100 uM) in 10 mM HEPES buffer (pH 7.4)
with increasing concentration of Cu" and/or 300 uM EDTA.
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