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Figure S1. 'H NMR spectra of RQ in CDCl;
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Figure S2. 3C NMR spectra of RQ in CDCl;

S3



2xs-g 1801051 5 3

Vgt VOO

— 5.8

A
e
o
¢

RQS

SR

I oI o o, T o &
H‘T 8.‘0 f."l 7‘0 6.‘5 t\.IO 5.5 5.‘0 4.‘5 4.‘0 ‘!.‘5 11.'0 2.‘5 2.‘0 1.‘-‘ 1.‘0 0.5
1 (ppm
Figure S3. 'H NMR spectra of RQS in CDCl;
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Figure S4. 3C NMR spectra of RQS in CDCl;
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Figure S5. HRMS of RQ
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Figure S6. HRMS of RQS

a)
——CH_CN
—DCM
0.4 4 )Y -DM SO
——FEtoH
8 H.0
c /
= ;
_Q y
=
» 0.2 / [
0 ' y
< ; \
00+ —

600
Wavelength(nm)

500

=

15001

1000

Intensity (a.u.)

5004

T T T
650 700 750

Wavelength (nm)

=
600

Figure S7. Absorption and fluorescence spectra of RQ in different solvents.
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Table S1. Photophysical properties of RQ in different solvents.
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Cell viability (%)

2
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o Mbs Aem € Stocks shift
ol.
(mm) (nm) (M-lem) (nm) !
CH,CN 573 666 16100 93 0.11
DCM 580 661 3800 81 0.33
EtOH 576 664 43700 88 0.09
H,0 573 662 47100 89 0.03
DMSO 581 670 1700 89 0.07
b)‘IOO c) 1004

concentration (uM)

Figure S8. MTT assay of RQ.

Figure S9. Fluorescent images of HeLa cells incubated with RQ (1 uM) for 30 min.

Red channel

0 1 3 5 10 20
concentration (uM)

a) 24 h; b) 48 h; c) 72 h.

Bright field

Aex= 559 nm, A = 618—718 nm.

Overlay

0 1 3 5 10
concentration (uM)

Table S2. Comparison of detection limits of various probes for detecting Hg?".1-14

LOD Aabs Aem .
No. Sensor structures Stocks shift (nm)
(nM) (nm) (nm)
1 20 560 585 25

S6




28

585

557

29

587

568

N
)

28

659 687

81

20

564 584

0.93

11

576

565

‘1
o

17

73

503 576

5.5

40

760

720

870

S7



o e
10 r O O 1 10 545 575
N

11 195 560 575

|
N
12 N (L 91 565 590

13 140 561 578
14 191 730 746
15 2 680 584

17

16

96

Figure S10. Color change of RQS with metal ions.
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Figure S11. HRMS of the reaction products of RQS with 2 equiv of Hg?".
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Figure S12. Effect of pH on the fluorescence intensity of RQS (10 uM) in the
absence (black line) and presence of 100 uM Hg?* (red line).
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Figure S13. Time-dependence of the fluorescence intensity at 680 nm of RQS (10
uM) with 100 pM Hg?*.
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Figure S14. MTT assay of RQS. a) 24 h; b) 48 h; ¢) 72 h.
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