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Supplementary Fig. S1 FT-IR spectrum of compound 3.

Supplementary Fig. S2 'H-NMR spectrum of compound 3.

Supplementary Fig. S3 3C-NMR spectrum of compound 3.

Supplementary Fig. S4 Plausible reaction mechanism of synthesized compound 3.

Supplementary Fig. S5 Colour coding of neighbouring molecules with respect to the central

molecule (black colour).

Supplementary Fig. S6 Optimized structure of compound 3 using DFT/B3LYP/6-311++G (d,
p) level of theory.

Supplementary Fig. S7 Theoretical FT- IR spectrum of compound 3 using DFT/B3LYP/6-
311++G (d, p) level of theory.

Supplementary Fig. S8 'H and 3C NMR correlation diagram of compound 3 using
DFT/B3LYP/6-311++G (d, p) level of theory.

Supplementary Fig. S9 The correlation diagram of UV- Vis spectra of compound 3 using
DFT/B3LYP/B3WP91/PBE-PBE/6-311++G (d, p) level of theory.
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Supplementary Fig. S10 The MEP diagram of compound 3 using DFT/B3LYP /6-311++G (d,
p) level of theory.

Supplementary Fig. S11 The Histograms of compound 3 with protein tyrosine-protein
phosphatase 4XR8(A) and 7VZE (B) found number of distinct conformational clusters 12 and 10
with binding energies out of 50 runs using a RMSD-tolerance of 2.0 A.
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Supplementary Fig. S1 FT-IR spectrum of compound 3.
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Supplementary Fig. S2 'H-NMR spectrum of compound 3.

Current Data Parameters

NAME Apr28-2022

EXPNO 10

PROCNO 1

F2 - Acquisition Parameters

Date_ 20220428

Time 11.41

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG 2g30

TD 65536

SOLVENT DMSO

NS 64

DS 2

SWH 6009.615 Hz

FIDRES 0.091699 Hz
5.4525952 sec

RG 67.05

DW 83.200 usec

DE 6.50 usec

TE 290.8

D1 1.00000000 sec

TDO 1

======== CHANNEL fl =

SFO1 300.2618542 MHz

NUCL1 1H

Pl 13.45 usec

PLW1 8.89999962 W

F2 - Processing parameters
51 65536

SF 300.2599950 MHz
Wow EM

SSB ]

LB 0.30 Hz
GB 0

BC 1.00
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Supplementary Fig. S3 3C-NMR spectrum of compound 3.

Current Data Parameters
NAME Rpr28-2022
EXPNO 11
PROCNO

F2 - Acquisition Parameters
Date_ 20220428

Time 14.56
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

D 85536
SOLVENT DMSO

NS 3000

Ds 4

SWH 18028.846 Hz
FIDRES 0.275098 Hz
AQ 1.8175317 sec
RG 199.53

bW 27.733 usec
DE 6.50 usec
TE 292.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 75.5073867 MHz
NUC1 13C

Pl 9.50 usec
PLW1 34.00000000 W
======== CHANNEL f2 ========
SFO2 300.2612010 MHz
Nucz2 1H

waltzlé
90.00 usec
8.89999962 W
0.19877000 W

CPDPRG[2
PCPD2

PLW2
PLW12

PLW13 0.16100000 W
F2 - Processing parameters
5I 32768

SF 75.5004371 MHz
WDW EM
SSB 0

LB 1.00 Hz
GB 0

BC 1.40

UV Amax (Methanol): 285 nm, FT-IR using KBr pellets (cm™!): 3302 and 3215 (-NH
stretching), 2926 and 2849 (-CH, stretching), 1506 (N-H bending), 1460 (C-N stretching), 1219
(-C=S stretching) & 1113 (C-N bending), 'H-NMR (DMSO-ds, 300 MHz) & (ppm): 1.041-1.705
(m for 20H on C.-C,), 2.357 (s for 4H on Cy) & 10.457 [s for 2H on N-H (denoted by g)]. 13C-
NMR (DMSO-dy4, 75 MHz) & (ppm): 24.13, 25.44, 27.37, 28.30, 36.52, 162.09 & 174.76.
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Supplementary Fig. S4 Plausible reaction mechanism of synthesized compound 3.



Supplementary Fig. S5 A collection of molecules surrounds the central molecule (black colour).

Supplementary Fig. S6 Optimized structure of compound 3 using DFT/B3LYP/6-311++G (d,
p) level of theory.
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Supplementary Fig. S7 Theoretical FT- IR spectrum of compound 3 using DFT/B3LYP/6-
311++G (d, p) level of theory.
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Supplementary Fig. S8 'H and 3C NMR correlation diagram of compound 3 using
DFT/B3LYP/6-311++G (d, p) level of theory.
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Supplementary Fig. S9 The correlation diagram of UV- Vis spectra of compound 3 using
DFT/B3LYP/B3WP91/PBE-PBE/6-311++G (d, p) level of theory.
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Supplementary Fig. S10 The MEP diagram of compound 3 using DFT/B3LYP /6-311++G (d,
p) level of theory
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Supplementary Fig. S11 The Histograms of compound 3 with protein tyrosine-protein
phosphatase 4XR8(A) and 7VZE (B) found number of distinct conformational clusters 12 and 10
with binding energies out of 50 runs using a RMSD-tolerance of 2.0 A.



