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Fig.S1 '"H NMR spectrum of A
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Fig.S2 3C NMR spectrum of A
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Fig. S3 ESI MS spectrum of the A
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Fig. S4 '"H NMR spectrum of B
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Fig. S5 3C NMR spectrum of B
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Fig. S6 ESI MS spectrum of the B
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Fig. S7 '"H NMR spectrum of LL
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Fig. S8 3C NMR spectrum of LL
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Fig. S9 ESI MS spectrum of the L
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Fig. S10 ESI MS spectrum of the L — Hg?" complex
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Fig. S11 Absorbance titration of L with increasing Hg?" ion concentration in MeCN: H,0 (3:2,
v/v, 10 mM HEPES Buffer, pH = 7). Aexe = 340 nm,. Arrow indicates the increasing trend in Hg?*
ion concentration.
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Fig. S12 Job’s plot for determination of binding stoichiometry between L and Hg?*
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Fluorescence Intencity at 530 nm

Equation
Weight
Residual Sum
of Squares
Pearson’s r
Adj. R-Square

754

y=a+bx
No Weighting
56.82424

0.99424
0.98707
Value
Intercept 0.96364

Slope

Standard Error

7.69697E6  293423.47726

1.56645

50

251

T T T T 1
20x10°  4.0x10°  6.0x10°  8.0x10°  1.0x10"
(Hg"|\M

Fig.S13 Linear response curve of L at 590 nm depending on the Hg?" ion concentration for
determination of lowest detection limit

Entry | Probe | Solvent system | Detection | Binding Stoichiometry Imaging References
limit constant | (Ligand:Hg?") applied on
cells

1 2 CH;CN/H,0 - 1.04 x 103 2:1 - 1
(1:1; V/V) M2

2 1 PBS buffer 20 ppb - 2:1 - 2
(~1% CH;3CN)

3 1 PBS buffer 5.1 nM - 1:1 HelLa cells 3
(0.5% CH;CN)

4 2 PBS buffer 3.8 nM - 1:1 Hela cells 3
(0.5% CH;CN

5 PDP | CH;CN/H,O(1 | 49uM | 7.5 x103 1:1 lung cancer 4
: 1;V/V) M- cell line (NCI-

H460)

6 Pvi | PBS buffer (1% | 7.8 nM - - HelLa cells 5
CH;CN)

7 L CH;CN: H,O 0.11 uM | 1.24 x 104 1:1 HelLa cells Present Study
(3:2; V/V) M-!

Table 1: Comparison of some ESIPT based Hg?" sensors
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