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S1. Results of comparative antioxidant activity
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S2. Acetylcholinesterase graphical inhibition results

Page S5 ©AUTHOR(S)



Research Papers

Tablel: Antifungal inhibition zone values of the compounds
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Comp. S. aureus E. coli C. perfringens P. aeruginosa P. vulgaris K. pneumoniae
3a 11.166+0.57 1.040+0.52 1.112+0.72 1.390£0.29 1.166%0.57 1.51+0.28
3b 0.700+0.00 1.296+0.005 1.21+0.017 1.000£0.00 1.42+0.24 0.833+0.057
3c 1.400+0.00 0.833+0.057 0.600+0.00 0.833+0.057 1.656+0.011 1.626+0.0.25
3d 0.600+0.00 1.21+0.017 0.600%0.00 0.600%0.00 1.100%0.00 1.03340.57
3e 1.626+0.0.5 1.620+0.51 1.233+0.057 1.950+0.51 1.786%0.005 1.786+0.005
4a 1.10040.00 1.266+0.57 0.836+0.49 1.86+0.112 1.166+0.57 1.033+0.57
4b 1.600+0.00 1.683+0.011 1.000+0.00 1.00£0.00 1.523+0.005 0.700+0.00
4c 1.629+0.044 2.106+0.11 1.23340.057 0.700+0.00 1.100+0.00 1.626+0.0.25
4d 1.856+0.051 1.700£0.00 0.700%0.00 1.21+0.017 1.100%0.00 1.626+0.0.25
5a 1.406+0.02 1.85+0.112 1.662+0.010 1.853+0.047 1.526%0.005 1.296+0.005
5b 1.400+0.00 1.133+0.057 0.600%0.00 1.8230.04 1.21+0.017 0.600+0.00
5d 1.853+0.005 0.863+0.055 0.700%0.00 1.400%0.00 1.100%0.00 1.400+0.00
6a 1.21+0.17 1.52+0.010 0.600%0.00 1.296+0.005 0.600+0.00 0.600+0.00
6b 1.21+0.017 1.100+0.00 1.033+0.57 1.0330.57 1.000%0.00 0.600+0.00
Ampicillin 1.00+00 1.500+0.00 4.316+0.028 2.926+0.046 2.900%0.00 1.326+0.023
Cephazolin  0.600+0.00 1.500+0.00 4.316+0.028 2.433+0.028 0.600+0.00 1.100+0.00
Nystatin - - - - - -
Solvents - - - - - -

Salmonella
Comp. L. monocytogenes B. subtillis Candida albicans

enteritidis
3a 1.110 +0.00 1.36 +0.57 1.3140.23 1.100+0.00
3b 1.21+0.17 1.300+0.00 1.42+0.24 0.700+0.00
3c 0.700+0.00 0.700%0.00 0.600%0.00 0.900+0.00
3d 1.266+0.057 1.786+0.005 0.600%0.00 0.900+0.00
3e 1.400+0.00 1.953+0.046 0.600%0.00 0.600+0.00
4a 0.900+0.00 1.42+0.24 0.600%0.00 0.700+0.00
4b 1.033+0.57 1.638+0.034 1.300+00 0.900+0.00
4c 0.700+0.00 1.550+0.010 1.856x0.051 0.600+0.00
4d 0.833+0.057 1.926+0.046 2.00%0.00 0.900+0.00
5a 1.100+0.00 1.823+0.04 1.786+0.005 1.42+0.24
5b 1.033+0.57 1.950+0.051 1.266x0.057 0.900+0.00
5d 1.033+0.57 2.060+0.010 2.320+0.026 1.266+0.057
6a 1.100+0.00 1.730+0.51 1.100£0.00 0.65+0.05
6b 1.033+0.57 1.616+0.028 1.21+0.017 1.033+0.57
Ampicillin 2.400+0.00 3.56+0.00 - 3.540+0.034
Cephazolin  3.313+0.023 3.826+0.109 - 3.516+0.040
Nystatin - - 1.500£0.00 -
Solvents - - - -
Comp. Streptococcus mutans Micrococcus luteus A. niger
3a 1.120+0.72 1.11+0.10
3b 0.926+0.046 1.100+0.00
3c 0.700+0.00 1.00+0.00
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3d

3e

4a

4b

4c

ad

5a

5b

5d

6a

6b
Ampicillin
Cephazolin
Nystatin

Solvents

0.600+0.00
1.30640.011
1.21+0.17
0.900+0.00
0.90040.0
0.600+0.00
1.42+0.24
1.40040.00
0.600+0.00
1.033+0.57
0.900+0.00
2.406+0.020
3.033+0.057

0.700+00
0.700+0.00
0.7940.05
0.900+0.00
2.00+0.00
2.320+0.026
0.700+0.00
0.700+0.00
1.95040.051
0.700+0.00
0.700+0.00
0.600+0.00
3.573+0.023

ARKIVOC 2025, v, $1-S51

1.140£0.052
1.600£0.00
0.763+0.015
1.30040.00
1.406+0.011
1.276+0.040
1.180+0.062
1.133+0.057
1.20040.00
1.106+0.011
1.21+0.017

1.600+0.00

$3. Tablel: Antifungal inhibition zone values of the compounds

Table 2: Experimental (XRD) and optimized geometrical parameters (DFT) of compound (7b)

Structural parameters

Bond distance (A)

F1
N4
N1
N1
N1
N3
N3
ca
cs
N5
N4
02
o1
N7
N7
N6
C14A
S1A
S1A
s1B
s1B

Cc2

Cc1
N5
N2
c8
c7
N2
c9
c7
c9
C12
C11
C25
Cl1
C26
C21
C12
C15A
C14A
C17A
C178
C14B

Bond angles (2)

C1

F1

Page S7

XRD

1.374(5)
1.389(4)
1.345(4)
1.330(4)
1.465(4)
1.323(4)
1.350(4)
1.510(5)
1.359(4)
1.299(4)
1.360(4)
1.418(4)
1.218(4)
1.457(4)
1.412(4)
1.383(4)
1.400(3)
1.680(2)
1.668(19)
1.658(14)
1.694(16)

118.6(5)

DFT

1.349
1.380
1.354
1.379
1.460
1.305
1.364
1.516
1.379
1.302
1.379
1424
1.219
1.458
1.384
1.383
1.368
1.749
1.736
1.736
1.749

118.93
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c10
c7
c12
o
c22
N3
N5
c13
N6
N4
9
c24
9
c25
c26
c24
c11
c18
cleB
C158
c178
C17A

N4
N1
N1
ca
F1
02
o1
N4
N7
N6
N5
c12
c13
N6

N4
N1
N5
N3
c21
N2
c12
c12
c11
c11
c8
c25
c10
c24
c27
N7
N6
N6
c178
C148B
cleB
S1A

Dihedral bond angle (2)

C10
N2
c7
c3
Cc1

Cc27

C11
N5

c21

C11

C12

C13

C14A

C12

N5
c8
N4
N2
N7
N1
N6
N5
01
N6
N1
02
N4
N7
02
Cc21
C12
Cl1
S1B
S1B
C15B
C14A

o
N3
ca
()
c6
c26
N4
c12
c20
N4
c13
C14A
S1A
c13

C8
c9
c5
Cc1
c5
N7
N5
C13
C19
C10
C14A
C15A
C17A
Cl14B

120.9(3)
129.8(4)
104.2(3)
109(3)
121.8(3)
106.5(3)
112.1(3)
124.7(3)
127.4(3)
103.5(3)
105.8(3)
111.3(3)
114.8(3)
112.9(3)
111.8(3)
116.1(3)
107.3(3)
126.3(3)
115.2(10)
107.9(11)
108.1(11)
93.2(12)

20.2(4)
0.5(3)
-78.7(3)
0.4(4)
178.1(3)
-55.5(3)
179.6(3)
173.9(2)
-179.4(3)
169.4(2)
-88.2(11)
-133.3(19)
-170(2)
71.4(7)

ARKIVOC 2025, v, $1-S51

119.68
129.48
104.99
109.23
121.15
107.37
111.83
122.78
123.67
102.2
104.25
124.29
113.74
109.79
113.3
116.34
107.76
123.67
111.54
110.52
112.69
91.71

-44.51
-0.63
-54.23
0.26
179.8
-58.92
179.78
176.7
-179
179.77
-106.96
-117.21
-179.28

69.63

S4. Table 2: Experimental (XRD) and optimized geometrical parameters (DFT) of compound (7b)
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o, 28

S5. The crystal packing of the studied compound intermolecular hydrogen bonds

Table 3: Hydrogen bond distances and angles

D—H--A D—H (A) HeA (A) D--A (A) D—H-A (9)
C23—H23--01" 0.930 2.379 3.253 156.54
C8—H8---F1"2 0.930 2.443 3.213 140.12
C24—H24B---N2" 0.970 2.740 2.786 82.55
C24—H24B---N3* 0.970 2.647 3.431 138.16
C10—H10A---02" 0.970 2.641 3.595 168.28
C25—H25B--02* 0.970 2.524 3.424 154.46

D: Donor; A: Acceptor

Symmetry codes: x-1,+y,+z"%; x-1/2,-y+1/2+1,-2+1%; x,y,2"3; -x+1/2+1,-y+1,+2-1/2"; -x+1,+y-
1/2,-2+1/2%; x+1/2,-y+1/2+1,-2*

S6. Table 3: Hydrogen bond distances and angles
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CCDC deposition number

Table 4: Crystallographic parameters for the Cy7H26FN-O5S (7b) single crystal

Chemical formula
Formula weight
Wavelength
Temperature
Crystal system
Space group
Crystal color
a,b,c
a,B,y
Volume
z
Density
V)
Absorption correction.
Fooo
Diffractometer/ meas. meth.
Crystal size
20 range for data collection
Index ranges
Trmin, Tmax
Reflections collected
Independent/observed reflections
Rint / Rsigma
Final R indexes [I>=20 (1)]
R indices (all data)
Data/restraints/parameters

Goodness-of-fit on F?

Apmax, APmin

2403655
C27H26FN702S
531.618
Mo Kqradiation, A=0.71073 A
293.15K
Orthorhombic
P212121
colourless
5.8401 (7), 17.074 (2), 25.685 (3) (A)
90,90,90 ()
2561.2 (5) A3
4
1.379 g/cm?
0.174 mm™*
Multi-scan
1113.2
Bruker APEX-II CCD / ¢ and w scans
0.1 x0.05 x 0.04 mm3
3.18t050.98 (')
-7<h<6,-21<k<21,-32<1<32
0.652,0.745
33102
4729, 2465
0.0930/0.1362
R1=0.0500, wR»=0.0795
R1=0.1511, wR»=0.1065
4729 /45 /368
1.013
0.45,-0.51 (e/A3)

S7. Table 4: Crystallographic parameters for the Ca7H26FN70,S (7b) single crystal
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$9. 'H NMR spectra of compound (3a)
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S11. Mass spectra of compound (3a)
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$13. 'H NMR spectra of compound (3b)
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$17. 'H NMR spectra of compound (3c)
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$21. 'H NMR spectra of compound (3d)
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$22. 3C NMR (APT) spectra of compound (3d)

$23. Mass spectra of compound (3d)
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$25. 'H NMR spectra of compound (3e)
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$26. 13C NMR (APT) spectra of compound (3e)
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$27. Mass spectra of compound (3e)
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$29. 'H NMR spectra of compound (4a)
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$30. 13C NMR (APT) spectra of compound (4a)
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$31. Mass spectra of compound (4a)
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$32. FT-IR spectra of compound (4b)
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$33. 'H NMR spectra of compound (4b)
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$35. Mass spectra of compound (4b)
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$37. 'H NMR spectra of compound (4c)

Page S25

©AUTHOR(S)



Research Papers

ARKIVOC 2025, v, $1-S51

2CR = o y %%
T TT YT
T210 190 170 150 130 110 %0 80 70 60 S0 40 30 20 10 0 -10
1 (ppm)
$38. 13C NMR (APT) spectra of compound (4c)
100 105
154 :
| ]
-
! 208
| e | m P
i I ‘ 'i" I
135 140 o | 70 ‘
s
117 12% ‘ ‘ ‘) ey ':/va 285 l”"‘" «n\“
"_'l l J \‘ | Vi 4 208 oo - + " \ [ o
QWHNK‘L"‘\“V‘, .'U‘ lj. "‘M \\ {:3"."'\‘JLV.\' 3 ".' ~ .'-'\".'?-"’;'{‘*:LV' ‘V'W \;(,-m.—'w e
100 120 140 160 180 200 220 240 260 280 00 320 340 0 I80 400 A20 440 ALO ADO

$39. Mass spectra of compound (4c)
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$43. Mass spectra of compound (4d)

Page S28 ©AUTHOR(S)



Research Papers

ARKIVOC 2025, v, $1-S51

1V
1001
984 i
B e W - o M d
9% . NV m\/vm‘w e LA
\! 056
94- { 2977 91gm1
2827 9em1
3237 50cm-Y
92.
S0
-
X g8
861
84.
82-4
801
784
77 ; . . r . — —
4000 3500 3000 2500 2000 1500 1000 550
cm-1
S44. FT-IR spectra of compound (4e)
= = T
Onsigned i
e
[ L
i o
|
-
i L"
3 Il / [
Le
" eV |
I I YV
B 'q-’l:l T T Pl" N | ‘?‘"‘X' ]:-‘ﬁf ﬁ T Bt 7
8 7 8 5 4 3 2 [ppm)

$45. 'H NMR spectra of compound (4e)
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$46. 13C NMR (APT) spectra of compound (4e)
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S47. FT-IR spectra of compound (5a)
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$49. 13C NMR (APT) spectra of compound (5a)
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S51. FT-IR spectra of compound (5b)
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$53. 13C NMR (APT) spectra of compound (5b)
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S55. FT-IR spectra of compound (5c)
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$57. 13C NMR (APT) spectra of compound (5c)
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$59. FT-IR spectra of compound (5d)
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$61. 13C NMR (APT) spectra of compound (5d)
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$62. Mass spectra of compound (5d)
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$63. FT-IR spectra of compound (6a)
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$65. 13C NMR (APT) spectra of compound (6a)
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S67. FT-IR spectra of compound (6b)
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$68. 'H NMR spectra of compound (6b)
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$69. 13C NMR (APT) spectra of compound (6b)
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$70. Mass spectra of compound (6b)
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S71. FT-IR spectra of compound (6c)
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$72. 'H NMR spectra of compound (6c)
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$73. 13C NMR (APT) spectra of compound (6c)
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$74. Mass spectra of compound (6c)
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§75. FT-IR spectra of compound (7a)
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$76. 'H NMR spectra of compound (7a)
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$77.3C NMR (APT) spectra of compound (7a)
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$78. FT-IR spectra of compound (7b)
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$79. 'H NMR spectra of compound (7b)
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$80. 13C NMR (APT) spectra of compound (7b)

e TN
24 PEPEROL UGG aageeaufl) 1
e e o /"‘ 19788
0] i, Ak srsapae s S 7382325 30y {gs 7

| 2a7a8 265

1 2831 23cmA
88 2843 S4cm

%T

f
764 12§258Gm 924 i;cr‘r }7‘ 35¢rm.
1507 80cm-1

74 1225 63ch-1

72 1115 22cm-1

864 1698 38cm-1

4000 3500 3000 2500 2000 1500 1000 650
cm-1

$81. FT-IR spectra of compound (7c)

Page S47 ©AUTHOR(S)



Research Papers ARKIVOC 2025, v, S1-S51

m E
i N N B

12

10

34

Mgg

T T
"

Il r b
|
Wi | l =
i [ ' ! b
j J }. — l
- S - S ﬁ*é‘—' v —
R - R T e
$82. 'H NMR spectra of compound (7c)
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$83. 13C NMR (APT) spectra of compound (7c)
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checkCIF/PLATON report

checkCIF/PLATON report
Structure factors have been supplied for datablock(s) rauf15_Om

THIS REPORT IS FOR GUIDANCE ONLY. IF USED AS PART OF A REVIEW PROCEDURE FOR
PUBLICATION, IT SHOULD MOT REPLACE THE EXPERTISE OF AN EXPERIENCED
CRYSTALLOGRAPHIC REFEREE.

Mo syntax errors found. CIF dicticnary

Interpreting this report

Datablock: raufl5_0m

Bond precision: C-C = 0.0074 A Wavelength=0.71073

Cell: a=5.8401(7) b=17.074(2) c=25.685(3)
alpha=90 beta=90 gamma=-%0
Temperature: 273 K
Calculated Reported
Volume 2561.2(5) 2561.2(5)
Space group P 21 21 21 P 21 21 21
Hall group P 2ac 2ab P Zac Zab
Moiety formula C27 H26 F N7 02 5 2T H26 F N7 02 S5
Sum formula C27 H26 F N7 02 B C2T7 HZ6 F N7 02 5
Mr 531.61 531.61
Dx, g cm—3 1.379 1.379
z 4 4
Mu  {mm—1}) 0.174 0.174
FO00 1112.0 1112.0
Fooo’ 1112.93
h, k, lmax 7,20,31 T,20,31
Mref 4T3T[ 2749] 4729
Tmin, Tmax 0.990,0.993 0.652,0.745
Tmin’ 0. 983
Correction method- # Reported T Limits: Tmin=0.652 Tmax=-0.T745
AbsCorr = MULTI-SCAN
Data completeness= 1.72/1.00 Theta (max)= 25.49%0

R _ wR2 (reflecticns) =
Rireflections)}= 0.0502( 2465
(reflectiocns) 502 ( } D.1052( 47249)

5 = 1.004 Hpar= 362
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The following ALERTS wers gen=rated. Each ALERT has the format
tast-name_ALERT alart-typa_alert—lawval.
Click on the hyperlinks for more details of the test.

¥ alert lewvel

=

ABSTYDZ _ALERT 1 C An _sxptl absorpt _correction_type has been given without

a literatur= citation.

This should be contaiped in the

_exptl_absorpt process_details field.
Absorption correction given as multi-scan

PLAT222 ALERT 3 C NonSolwent Besd 1 H Uiso{max) /Uiso(min} Range 10.0 Hatio
PLAT234 ALERT 4 _C Large Hirshfeld Differsnce E1 —C17 = 0.21 Ang-
PLATZ241 ALERT 2 C High *MainMol’ Ue=qg as Compared to Heighbors of CT Check
PLAT334 ALERT 2 C Small «<C-C> Benzen= Dist. Cc1 -Cé = 1.37 Ang.
PLAT340 ALERT 3 C Low Bond Precision on C-C Bonds ... ccccciccanas 0.00739 Ang.
PLAT905 ALERT 3 C Begative K wvalus in the Analysis of Varianes ... —-0.365 Report
PLATS11 ALERT 3 C Missing FCF RBefl Betws=en Thmin & STh/L= 0. 600 2 Beport

a 2 0 > 1 2z
< alert lewvel G
PLATODZ ALERT 2 G Humber of Distance or Angle Restraints on AtSite 17 Hot=
PLATOD3 ALERT 2 G Number of Uisc or U(i, j} Bestrained non-H-Atoms 2 Report
PLATO%3 ALERT 1 G No s.u.'s on H-positions, Refinement Reported as mix=d Ch=ck
PLATITI1_ALERT 4 G The CIF-Embeddsed .pr=s Fil= Contains EADP Becorcds 5 Report
PLATATE ALERT 4 G The CIF-Embedded .res File Contains SADI Records 22 RBeport
PLATATT_ALERT_4_G The CIF-Embedded .res File Contains DELU Records 1 Beport
PLATI19]1_ALERT 3 G A Non-default SADT Bestraint Value has besn ussd 0.0400 Report
PLATIG®I_ALERT 3 & A Hon—default SADI Restraint Value has besn used 0.0400 Report
PLAT19]1_ALERT 3 G A Non—default SADI Bestraint Valus has besn used 0.0400 Report
PLATI19]1_ALERT 3 G A NHon—default SADT Bestraint Value has besn used 0.0400 R=port
PLATI1O1 ALERT 3 G A Hon—default SADI Bestraint Valu= has besn used 0.0400 Report
PLATI19]1_ALERT 3 G A NHon—default SADI Bestraint Value has besn used 0.0400 Report
PLATI01_ALERT 3 G A NHon—default SAD] Bestraint Value has besn used 0.0400 Report
PLAT191_ALERT_3 G A Non—default SADT Restraint Value has besn used 0.0400 Report
PLATI19]1_ALERT 3 G A Non-default SADT Bestraint Value has besn ussd 0.0400 Report
PLATIG®I_ALERT 3 & A Hon—default SADI Restraint Value has besn used 0.0400 Report
PLAT19]1_ALERT 3 G A Non—default SADI Bestraint Valus has besn used 0.0400 Report
PLATI19]1_ALERT 3 G A NHon—default SADT Bestraint Value has besn used 0.0400 R=port
PLATI1O1 ALERT 3 G A Hon—default SADI Bestraint Valu= has besn used 0.0400 Report
PLAT192 ALERT 3 G A NHon—default DELD Bestraint Value for First Par 0.0010 Report
PLATI1G02 ALERT 3 G A NHon—default DELU Bestraint Value for SecondPar 0.0010 Report
PLAT1%3 ALERT_1 G Reported _c=ll measurement _temperature . .... (K) 273 Check
PLAT200 _ALERT_1 G Reported _diffrm_ambient_temperatope ..... (Kb 273 Check
PLAT301 ALERT 3 G Main Besido= Disorder .....ccccccec. (Read 1h 13% NHote
PLAT3%®8 ALERT 2 G Dewiating C-0-C Angle From 120 for 02 s 108. 4 Degres
PLATA60 ALERT 3 G Number of Least-Squares Bestraints . ..cccoccceas 23 Hote
PLATS10 _ALERT_3 G Missing § of FCF Beflection(s) Below Theta(Min). 1 Hote

a1 1,
PLATS33 ALERT 2 G Humber of HEL-OMIT Becords in Embedded .p=s File 2 Hote

o 1 1, * 1 2,
PLAT9ET_ALERT 5 G Note: Two Theta Cutoff Walus in Embeddsd .p=s .. 1.0 D=gres=
PLAT369 ALERT 5 G The ‘Henn =t al.’ R-Factor-gap walue ........... 2.700 Hote

Predicted wRZ2: Based on SigI**2 3.90 or SHELX Weight 10.43

PLATS78 ALERT 2 G Number C-C Bonds with Posmitiwe Besidual Density. 0 Info
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0 ALERT levael A = Most likely a sericus problem - resolwve or explain

0 ALERT lewal B = A pote=ntially =ericus problem, consider carsfully

B ALERT level C = Check. Ensure it is not caused by an omission or oversight
31 ALERT lewval & = General informationfcheck it is not something unexpected

4 ALERT type 1 CIF construction/syntax e=rror, inconsistent or missing data

T ALERT type 2 Indicator that the structups model may be wrong or deficisnt
22 AIERT type 3 Indicator that the structurs quality may be low

4 ALERT type 4 Improvement, methodology, guery or suggestion

ha

ALERT type 5 Informative message, check

Itis advizable to attempt to resolve as many as possible of the alerts in all categonies. Ofien the minor
abzrts point to easily fived oversights, errors and omissions in your CIF or efinement strategy, so
atiention to these fine details can be worthwhile. In order to resolve some of the momre serious problems
it may be necessary to carry oot additional measurements or structure refinements. However, the
purpose of your study may justify the reported deviations and the more serious of these should
normally be commenied upon in the discussion or experimental section of a paper or in the
"special_details" fields of the CIF. checkCIF was carefully designed to identify outliers and unusual
parameters, but every test has its limitations and alerts that are not important in a particular case may
appear. Conversely, the abzence of alerts does not guarantee there are no aspects of the results needing
atiention. It is up to the individual to critically assess their own results and, if necessary, seek expert
advice.

Publication of vour CIF in IUCr journals

A basic structural check has been run on vour CIF. These basic checks will be run on all CIFs
submitted for publication in IUCr journals (Acta Cryvstallographica, Journal of A pplied
Crystallography, Journal of Synchrotron Radiation); however, if vou intend to submit to Acta
Crystallographica Section € or E or IUCrData, you should make sure that|full publication checks|are
run on the final version of your CIF prior to submission.

Publication of vour CIF in other journals

Please refer to the Notes for Authors of the relevant journal for any special instructions relating to CIF
submission.

PLATON version of 11/11/2024; check.def file version of 11/11/2024

$84. checkCIF/PLATON report
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