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1. Copies of 'H NMR and °C NMR spectra of 3b and 4b
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Fig. S1. "H NMR spectrum (CDCls, 300 MHz, 298 K) of 3b.
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Fig. S2. >C NMR spectrum (CDCl3, 300 MHz, 298 K) of 3b.
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Fig. S3. "H NMR spectrum (DMSO-de, 300 MHz, 298 K) of 4b.
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Fig. S4. *C NMR spectrum (DMSO-ds, 300 MHz, 298 K) of 4b.
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2. UV-Vis spectra of 4a, 3b and 4b in the presence of various metal ions
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Fig. S5 Absorption spectra of 4a (20 uM) in the presence of different metal ions (1
equiv., respectively) in acetonitrile.
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Fig. S6 Absorption spectra of 3b (20 uM) in acetonitrile upon the addition of 2

equiv. of various metal ions.
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Fig. S7 Absorption spectra of 4b (20 uM) in acetonitrile upon the addition of 1

equiv. of various metal ions.

3. Job’s plots for the complexation between 4a and Hg*" and Cu**
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Fig. S8 (a) Job’s plot at 579nm for the complexation between 4a and Cu”"; (b) Job’s
plot at 579nm for the complexation between 4a and Hg”".
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4. UV-Vis titration spectra of 4b in the presence of Hg>" and Cu*

1-6_ (a) 04,
03] \\
o 1.2 2N
g o4 \\
_g 0.8 * 00 04 08 : 12 Ll‘Leﬁ 20
5 a o [o'f‘]/[H]' -
n
<
0.4+
O-O T T T T T VI T T ! I T T 1
200 300 400 500 600 700 800
Wavelength (nm)
1.6 (b) i
A 0.3 .\‘\
0.2 \
1.2- < ' \-\\
8 01
% 0.0 \7744 -
L 0.8 00 02 04 06 08 10
o [(Hg2+]/[H]
n
2
0.4
0.0

200 300 400 500 600 700 800
Wavelength (nm)

Fig. S9 (a) UV-Vis titration of compound 4b (2.0x10~> M) in acetonitrile upon the

addition of a acetonitrile solution of Cu(ClOy),. Inset: absorption at 579 nm vs. the

number of equivalents of Cu*"(n) added. (b) UV-Vis titration upon the addition of an

acetonitrile solution of Hg(ClOy),. Inset: absorption at 579 nm vs. the number of

equivalents of Hg*"(n) added.
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5. Job’s plots for the complexation between 4b and Hg*" and Cu**
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Fig. S10 (a) Job’s plot at 579nm for the complexation between 4b and Cu*". (b)

Job’s plot at 579nm for the complexation between 4b and Hg*".
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6. UV-vis titration spectra of 3b upon the addition of Fe*" and Cu**
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Fig. S11 (a) UV-Vis titration of 3b upon the addition of an acetonitrile solution of
Fe(ClO4);. Inset: titration curve obtained from absorption at 465 nm vs. the number of
equivalents of Fe’'(n) added. (b) UV-Vis titration of 3b upon the addition of an
acetonitrile solution of Cu(ClOy),. Inset: titration curve obtained from absorption at

465 nm vs. the number of equivalents of Cu®" (n) added.
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