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Fig. S1 '"H NMR spectrum of 1.
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Fig. S2 3C NMR spectrum of 1.
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Fig. S3 Job plot of receptor 1 and cyanide in a mixture of methanol/H,O (2:1, v/v).



10 Calculated 38227
100 g

Q 352.27 5™
o -
c 5

2
m 80 — ©

 «
E E WY
S & "

€0 < NO;
% ‘ 352,13 353,13 35404 0 3ss
1 miz "
—
Q
> 40 < o-
= HO N
@
Q 204 Exact Mass: 352.13
0 LIL._.ALJ. N l_ .I-la l‘l e | LJL‘.l k__],. J‘ln‘)Jlﬂ_‘_
| I — I L S RN S RN S B B
200 300 400 500 600 700 £00 900 1000

m/z

Fig. S4 Negative-ion electrospray ionization mass spectrum of 1 upon addition of 1 equiv of
CN- in a mixture of methanol/H,O (2:1, v/v).



ﬂ / .
CN-05eq | qu |
) AN A
L[
! L JA _J J'L
® @ @ @ ®

Fig. S5 'H NMR titration of 1 (10 mM) with CN- in DMSO-ds/CD;0D/D,0 (5:2:1, v/v/v).
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Fig. S6 Benesi-Hildebrand plot (absorbance at 479 nm) of 1, assuming a 1:1 stoichiometry
for association between 1 and CN- in a mixture of methanol/H,O (2:1, v/v).
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Fig. S7 Determination of the detection limit based on absorbance change (absorbance at 500
nm) of 1 (20 uM) with CN- in a mixture of methanol/H,O (2:1, v/v).
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Fig. S8 Changes in the UV-vis spectra of receptor 1 upon addition of CN- and OH-,

respectively, in a mixture of methanol/H,O (2:1, v/v).
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Fig. S9 (a) Colorimetric changes of 1 (20 uM) after the sequential addition of CN- and HCl in
a mixture of methanol/H,O (2:1, v/v). (b) Reversible changes in absorbance of 1 (20 uM) at

500 nm after the sequential addition of CN- and HCI.
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Fig. S10 Job plots of receptor 1 with (a) CN-, (b) AcO-, and (c) N5 in methanol.
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Fig. S11 Benesi-Hildebrand plots (absorbance at 500 nm) of 1, assuming a 1:1 stoichiometry
for association between 1 and (a) CN-, (b) AcO-, (c) N3 in methanol.
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Fig. S12 Determination of the detection limit based on absorbance change (absorbance at
500 nm) of 1 (20 uM) with (a) CN-, (b) AcOr, and (c¢) N3 in methanol.
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Fig. S13 (a) UV-vis spectral changes of 1 (20 uM) upon the addition of various anions (40
equiv) in DMF. (b) UV-vis spectral changes of 1 (20 uM) upon the addition of various anions

(40 equiv) in acetonitrile.
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Fig. S14 Job plots of receptor 1 with (a) CN-, (b) AcO-, (¢) N3, (d) F-, and (e) H,PO, in

DMSO.
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Fig. S15 Benesi-Hildebrand plots (absorbance at 500 nm) of 1, assuming a 1:1 stoichiometry
for association between 1 and (a) CN-, (b) AcO-, (c) N3, (d) F-, () H,PO4 in DMSO.
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Fig. S16 Determination of the detection limit based on intensity change (absorbance at 500
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