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Table S1 - Binding affinities of the investigated and reference compounds with 7S54, 9R2Z,
SHWS receptors.

Entry Compound number Antimicrobial stains Binding affinity (kcal/mol)

Streptococcus aureus-7554

1 12a -7.85
2 12b -6.71
3 12¢ -6.26
4 12d -1.77
5 12e -6.81
6 12f -7.68
7 12g -7.18
8 12h -7.83
9 12i -7.02
Std. Chloramphenicol) -4.72

Escherichia coli-9R2Z

1 12a -8.14
2 12b -7.09
3 12¢ -6.82
4 12d -7.98
5 12e -6.72
6 12f -6.89
7 12g -6.88
8 12h -7.96
9 12i -7.32
Std. Chloramphenicol -4.19



Std.

12a
12b
12¢
12d
12¢
12f
12g
12h
12i

Fluconazole

Candida albicans-SHW8

-8.14

-7.09

-6.82

-7.98

-6.72

-6.89

-6.88

-7.96

-7.32

-8.14




Table S2- Binding conformation of all pyrazolines against Strepfococcus aureus- 7S54,
Escherichia coli- 9R2Z and Candida albicans- SHW 8receptor.referred with

Chloramphenicol and Fluconazole standards.
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Table S3- Radar pictures of bioavailability of synthesized pyrazolines.
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Figure S1- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-phenyl-
1 H-pyrazole (1)
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Figure S2- *C NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-phenyl-
1 H-pyrazole(1)
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Figure S3- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
chlorophenyl-1H-pyrazole (2)
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Figure S4- °C NMR spectra of spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-
yl)-(4-chlorophenyl-1H-pyrazole (2)
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Figure S5- 'H NMR spectra of spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-
yl)-(4-fluorophenyl-1H-pyrazole(3)
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Figure S6- °C NMR spectra of spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-
yl)-(4-fluorophenyl-1H-pyrazole(3)

15



GT SB5 40H

Curesnt Data ParaBatacs
HAME Buaglo-2025
EXPHO 12
PROCHO 1

F2 - Aegulaitien Parametars
Daca_ Z0Z50810

Tima 1&.40
THSTROM spaet
PROBHD 5 mm FABBO BE-
POLPROC 2930

el 32768
SOLVEHT coelz

NS 3z

D= 2

SWH 10330.578 Hz
FIDRES 0.315264 Hz
hQ 1.5860212 mac
RC 114

oM 4B. 400 usae
De . Ladas
TE 257.0 K

m 1.00000000 S
DO 1
----- . CHANNEL [l sessssss
HOC1 1R

Fl 10.65 usae
FL1 0.00 dE
PL1W 23.53637505 W
2FO1 500.1330885 MHEz
Fi - Processalng parasstars
81 321768

8F S00.1300000 MHz
WDH EM

e o

LB 0.30 Hz
cB o

rC 1.00

Figure S7- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
hydroxyphenyl-1H-pyrazole (4)
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Figure S7a- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
hydroxyphenyl-1H-pyrazole (4)-Expanded




GT BSE 2

g
|

T T T T T T T T T T T
T.B5 7.55 T & L F.a0 735 720 r.i5 F.i0 F.05 .00 695

o W T W

Figure S7b- '"H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
hydroxyphenyl-1H-pyrazole (4)-Expanded
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Figure S8 "C NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
hydroxyphenyl-1H-pyrazole (4)
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Figure S9- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
methoxyphenyl-1H-pyrazole (5)

D M A0 - DO U O R R T U M) P D L@ 1 O T DM I D

B L L e e a —  ha ]
it ey i e AL T 2 i . I S e T T de
EEESr MR S SR mE L T M N EE e ]
e R R e e e -2 ]
oA A A e e e ke ke i e e e S AR SRS SR R A g L T T

=={5.97

B,
BRUKER
o)

—10.0

Current Data ParametaEs
HEME SEF-17 13C
EXERO 1
FROCKO 1

F2 - Rcquisition Farametars
Date_ 20251011

Time 17.34 h
INSTRUM spact
PROEKD  Z10861E_D903 [
PULFRODG zapg3d

0 &5536
SOLVENT coc13

NS 1024

DS 4

SWH 2q038_461 He
FIDRES 0.733596 He
AQ 1.3631483 s4C
AG 193.04

oW 20,800 usec
= 6.50 usec
= z98.2 K

D1 2.00000000 sac
D11 0.02000000 sac
D0 1

sFOL 100. 6479773 MEz
HUC1 130

el 10.00 usac
FLK1 51.72E00064 W
3F02 400.2316009 Mz
HUC2 1
CEDFRG[Z waltzlé
BCED2 30.00 usec
FLKZ 13.98600033 W
FLK12 0.32770001 W
PLK13 0.16988001 W

F2 - Processing paramstars

51 EFS ]
3 100.637913% MH:z
EMN

WOW

358 o

o3 1.00 H=
G2 o

FC 1.40

T T T T T T T T T T T T T

r T T T T T T T : .
200 190 180 170 160 180 140 130 120 110 160 90 B0 YO &6 8O 40 306 20 10 0 ppm Tha Gandhigram Rural Inatitute
(Deamed to ba University)

Figure S10- B3C NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
methoxyphenyl-1H-pyrazole (5)
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Figure S11- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methoxyphenyl-1H-pyrazole (6)
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Figure Slla- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
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Figure S11b- '"H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methoxyphenyl-1H-pyrazole (6)-Expanded
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Figure S12- C NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methoxyphenyl-1H-pyrazole (6)
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Figure S13- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methylphenyl-1H-pyrazole (7)
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Figure S13a- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methylphenyl-1H-pyrazole (7)-Expanded
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Figure S13b- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methylphenyl-1H-pyrazole (7)-Expanded
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Figure S14- BC NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
methylphenyl-1H-pyrazole (7)
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Figure S15- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
nitrophenyl-1H-pyrazole (8)
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Figure S15a- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
nitrophenyl-1H-pyrazole (8)-Expanded
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Figure S15b- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][ 1,4]dioxin-7-yl1)-(3-
nitrophenyl-1H-pyrazolie (8)-Expanded
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Figure S16- °C NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
nitrolphenyl-1H-pyrazole (8)
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Figure S17- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][ 1,4]dioxin-7-yl)-(4-
nitrophenyl-1H-pyrazole (9)
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Figure S17a- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
nitrophenyl-1H-pyrazole (9)-Expanded
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Figure S17b- 'H NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][ 1,4]dioxin-7-yl)-(4-
nitrophenyl-1H-pyrazole (9)-Expanded
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Figure S18- BC NMR spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
nitrolphenyl-1H-pyrazole (9)
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Figure 19- Mass spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
hydroxyphenyl-1H-pyrazole (4)
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Figure 20- Mass fragment pattern of4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
hydroxyphenyl-1H-pyrazole (4)
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Figure 21- Mass spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
nitroyphenyl-1H-pyrazole (8)

Figure 21- Mass fragment pattern of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(3-
nitroyphenyl-1H-pyrazole (8)
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Figure 23- Mass spectra of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
nitroyphenyl-1H-pyrazole (9)

Figure 24- Mass fragment pattern of 4,5-dihydro-3-(2,3-dihydrobenzo[b][1,4]dioxin-7-yl)-(4-
nitroyphenyl-1H-pyrazole (9)
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