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Figure S1: 'H NMR spectra of compound 3a in CDCls

Figure S2: 'TH NMR spectra of compound 3b in CDCl;

Figure S3: 13C spectra of compound 3a in CDCl;

Figure S4: 13C spectra of compound 3b in CDCl;

Figure S5: ESI-MS Mass spectrum of 3a.

Figure S6: ESI-MS Mass spectrum of 3b.

Figure S7: Cis-trans isomerism for receptors (a) 3a and (b) 3b in DMF.

Figure S8: Change in UV-Visible spectra and Bar diagram for 3a and 3b (10 um) with
different amino acids (50 equiv) in HEPES buffer (DMF/H,0 9:1 v/v, pH 7.4).

Figure S9: Change in absorption spectra of 3a and 3b (10 pm) with thiol containing
compound (Cys, GSH, Mercaptoethanol, 50 equiv) in HEPES buffer (DMF/H,0 9:1 v/v, pH
7.4).

Figure S10: Interference studies of 3a and 3b (10 pm) with thiols containing compounds
(Cys, GSH, Mercaptoethanol, 50 equiv) in HEPES buffer (DMF/H,0 9:1 v/v, pH 7.4).
Figure S11: Job’s plot for interactions of 3a/3b with Cys.

Figure S12: Job’s plot for interactions of 3a/3b with Lys.

Figure S13: Stacked FT-IR spectra of 3a and 3a-Clys.

Figure S14: Stacked FT-IR spectra of 3b and 3b-Cys.

Figure S15: Stacked FT-IR spectra of 3a and 3a-Lys.

Figure S16: FT-IR spectra of 3b- Lys.

Figure S17: '"H NMR titration spectral changes of compound 3a upon addition of Cysteine (0
equiv.) in DMSO-d; at 25 °C.

Figure S18: '"H NMR titration spectral changes of compound 3a upon addition of Cysteine
(10 equiv.) in DMSO-dj at 25 °C.

Figure S19: '"H NMR titration spectral changes of compound 3a upon addition of Cysteine
(30 equiv.) in DMSO-dg at 25 °C.

Figure S20: '"H NMR spectral changes of compound 3a with lysine in CDCl; at 25 °C.
Figure S21: ESI-MS Mass spectrum of 3a-Cys.
Figure S22: ESI-MS Mass spectrum of 3a-Lys.
Figure S23: ESI-MS Mass spectrum of 3b-Clys.

Figure S24: ESI-MS Mass spectrum of 3b-Lys.
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Figure S1: 'H NMR spectra of compound 3a in CDClj;,
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Figure S2: '"H NMR spectra of compound 3b in CDCl;,
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Figure S3: 13C spectra of compound 3a in CDCl;,
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13C spectra of compound 3b in CDCl;,

Figure S4
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Figure S5: ESI-MS Mass spectrum of 3a.
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Figure S6: ESI-MS Mass spectrum of 3b.
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Figure S7: Cis-trans isomerism for receptors (a) 3a and (b) 3b in DMF.
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Figure S8: Change in UV-Visible spectra and Bar diagram for 3a and 3b (10 um) with
different amino acids (50 equiv) in HEPES buffer (DMF/H,0 9:1 v/v, pH 7.4).



Absorption
o o
> 2

Absorbance
o
=N

o
N

300 350 400 450 500 550 600 650 O 300 350 400 450 500 550
Wavelength (nm) Wavelength (nm)

Figure S9: Change in absorption spectra of 3a and 3b (10 pum) with thiol containing
compound (Cys, GSH, Mercaptoethanol, 50 equiv) in HEPES buffer (DMF/H,0 9:1 v/v, pH
7.4).

o
~

Cys + other amino acids

Absorbance
S O o o 9o
D o B o o

o o
o -
:

300 350 400 450 500 550 600 650 300 35 400 450 500 550
Wavelength (nm) Wavelength (nm)

Figure S10: Interference studies of 3a and 3b (10 pm) with thiols containing compounds

(Cys, GSH, Mercaptoethanol, 50 equiv) in HEPES buffer (DMF/H,0 9:1 v/v, pH 7.4).
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Figure S11: Job’s plot for interactions of 3a/3b with Cys.
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Figure S12: Job’s plot for interactions of 3a/3b with Lys.
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Figure S13: Stacked FT-IR spectra of 3a and 3a-Cys.
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Figure S14: Stacked FT-IR spectra of 3b and 3b-Cys.



%T

80- 342028cm-1 578 67cm-
F—
R 5 3102.23cm-1 1608 57cm-1 719.33am-1
751.79cm-1
504
1478, 88cm-1 855 65cm-1
B 1286 58cm-11171.43m-1102.15cm-1
o 1AM 1ss00mt 1344 82cm-1
TOUO 3500 3000 2500 2000 1500 1000 500400

cm-1

Figure S15: Stacked FT-IR spectra of 3a and 3a-Lys.
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Figure S16: FT-IR spectra of 3b- Lys.
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Figure S17: '"H NMR titration spectral changes of compound 3a upon addition of Cysteine (0
equiv.) in DMSO-dj at 25 °C.
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Figure S18: '"H NMR titration spectral changes of compound 3a upon addition of Cysteine
(10 equiv.) in DMSO-dj at 25 °C.
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Figure S19: 'H NMR titration spectral changes of compound 3a upon addition of Cysteine
(30 equiv.) in DMSO-dj at 25 °C.
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Figure S20: 'H NMR spectral changes of compound 3a with lysine in CDCl; at 25 °C.
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Figure S21: ESI-MS Mass spectrum of 3a-Cys.
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Figure S22: ESI-MS Mass spectrum of 3a-Lys.
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Figure S23: ESI-MS Mass spectrum of 3b-Cys.
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Figure S24: ESI-MS Mass spectrum of 3b-Lys.



