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Table S1. Gelation Test of 1 without and with Zn?* (0.5equiv.).
State

Solvent
Without Zn** With Zn?*
Toluene S S
DCM S S
Chloroform S S
THF S S
Acetone S S
MCH S S
Ethyl acetate S S
Ethyl ether S S
DMSO PG S
EtOH PG S
ACN G S
MeOH G S
n-hexane G S
H,0 I I

S: Solution, PG: Partial gel, G: Gel, I: Insoluble.



Table S2. ESI-MS results of 1 in several equivalents of Zn?".

[1+Zn+ACN]J*
[1+ZnOTI]"

Equivalent of Zn?*
m/z
0.3 0.5 0.6 0.7 0.8 0.9
515.84 100% 51% 40% 10% 4% -
1139.60 0% 49% 60% 90% 96% 100%

100%
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Figure S1. (A) 'TH NMR spectra of 1 (2.1 uM) with different concentration of Zn? (0 — 1.1 equivalent) in

ACN-dsat 50 °C. (B) Plot of chemical shift changes of 1 against various concentrations of Zn?+.
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Figure S2. Temperature-dependent NMR spectra of 1 (2.1 uM) in ACN-d3.



(A) 13- (B) o124

0.10 4

Absorbance

Absorbance (A)
o o o (=}
8 ® 8 B8

0.00

00 T T T T T T T g
200 225 250 275 300 325 350 375 400 0 10 20 30 40 50 60

Wavelength (nm) Temperature (°C)

(C) 1.8 (D) 012+

0.10 4

o

=

®
I

Absorbance
o
8

Absorbance (A)
o
®

0.00

200 2é5 2‘50 2?"5 360 Séﬁ 35‘0 31:'5 4{‘!0 6 1b 2‘0 Bb 4‘0 5‘0 Gb

Wavelength (nm) Temperature (°C)
Figure S3. (A) Temperature-dependent UV-vis spectra of 1 (0.05 mM) in ACN. (B) Plot of absorbance
change of 1 as a function of temperature changes at 261 nm. (C) Temperature-dependent UV-vis spectra
of 1 (0.05 mM) with Zn? (0.025 mM) in ACN. (D) Plot of absorbance change of 1 with Zn?* as a function

of temperature changes at 261 nm.
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Figure S4. IR spectra of 1 with (A) 0 equiv. (B) 0.5 equiv. and (C) 1.0 equiv. of Zn?.
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Figure S5. Small-angle X-ray scattering patterns of 1 (A) without and (B) with Zn?. (C) Powder XRD

patterns of 1 with various equivalent of Zn?".
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Figure S6. Strain sweep at 0.1 % - 1000 % (frequency = 0.6283 rads?) of 1 with (A) 0 equiv. (B) 0.3 equiv.
and (C) 0.5 equiv. of Zn*. Frequency sweep of 1 with (D) 0 equiv. (E) 0.3 equiv. and (F) 0.5 equiv. of
Zn? at a strain of 0.1 %. (G) Bar graph for G’ and G” values at y = 0.1% in (A)-(C). (H) Graph of y values
at G"/G'=1in (A)-(C).
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Figure S7. Photographs of 1 (A) without and (B) with Zn? (0.5 equiv.) after heating in the water bath.
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Scheme S1. Schematic of synthetic methods for 1.
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Figure S8. 'H NMR spectrum of 3 in CDCls.
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Figure S9. *C NMR spectrum of 3 in CDCls.
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Figure 510. '"H NMR spectrum of 2 in CDCls.
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Figure S11. *C NMR spectrum of 2 in CDCls.
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Figure S13. *C NMR spectrum of 1 in CDCls.




