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S1 : In vitro antibacterial activity

In vitro antibacterial activities of the synthesized compounds were tested using the agar-well
diffusion assay (AWDA) as previously described® at the Antimikrop R & D and Biocidal Analysis
Center (Ankara, Turkey). The microorganisms used were Escherichia coli (ATCC 10536),
Pseudomonas aeruginosa (ATCC 15442), Staphylococcus aureus (ATCC 6538), and Bacillus subtilis
(ATCC 6633). Gentamicin, a clinical antibacterial agent, was used as the standard in the tests. The
compounds were used at 20% concentration with 80% DMSO as a diluent, which also served as the
compound-free control. The results are presented as zone of inhibition (mm) determined after 24 hours
of static incubation at 36 = 1 °C. A clear zone around the agar well of >6 mm in radius (which is the
diameter of the well) was taken as evidence of the susceptibility of the tested bacterial strain to the
compounds.

Pseudomonas aeruginosa (ATCC 15442), Staphylococcus aureus (ATCC 6538), and Bacillus
subtilis (ATCC 6633). Gentamicin, a clinical antibacterial agent, was used as the standard in the tests.
The compounds were used at 20% concentration with 80% DMSO as a diluent, which also served as
the compound-free control. The results are presented as zone of inhibition (mm) determined after 24
hours of static incubation at 36 + 1 °C. A clear zone around the agar well of >6 mm in radius (which is
the diameter of the well) was taken as evidence of the susceptibility of the tested bacterial strain to the
compounds.

Table S1. Antibacterial activity of synthesized compounds 6a-f.

No. S. aureus E. coli P. B. subtilis
aeruginosa
6a + (8 mm) - + (8 mm) -
6b - - - -
6c - - - -
6d + (9 mm) - - -
6e + (7 mm) - - -
6f - - - -
DMSO - - - -
Std. + (21 mm) +(22mm)  + (14 mm) + (25 mm)

- = No antibacterial activity observed.

+ = Antibacterial activity observed (zone of inhibition in millimeters (mm).
DMSO = Dimethyl sulfoxide (80%).

Std. = Gentamicin (20 pg).



¥ =-0.0429x+ 100

Activity %
L=yl
=

0 500 1000 1500 2000

[6a] uM
120 y = 100e0025
100 @
80 |

60 .

Activity %

40

20 e,

y = 10000162

[6e] uM

100

120
100 ®...
80
60
40

Activity %

20

120
100 @
80
60
40

Activity %

20

120

¥ =-6.7302x+ 100

100 ®.

80

60

Activity %

40

20

-10

‘‘‘‘‘ .
.,
.
2 4 6 8 10
[6b] uM
y = 100e0042x
..®
............ .
10 20 30 40 50
[6d] uM
y =-1.392x+ 100
.-
@,
.
“e..
o
10 30 50 70
[61] pM

Figure S1: Activity % versus [compound] graphs of 6a-f for CA-I.
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Figure S2. Activity % vs. [compound] graphs of 6a-f for CA-II.
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Figure S3: HRMS of compound 3a
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Figure S4: 'H-NMR spectrum (400 MHz) of compound (3a) (in CDCls)
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Figure S6: HRMS of compound 3b
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Figure S7: 'H-NMR spectrum (400 MHz) of compound 3b (in CDCls)
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Figure S8: BC-NMR spectrum (400 MHz) of compound 3b (in CDCls)
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Figure S9: HRMS of compound 3c
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Figure S10: 'H-NMR spectrum (400 MHz) of Ccmpound 3c (in CDCls)
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Figure S12: HRMS compound 3d
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Figure S13: 'H-NMR spectrum (400 MHz) of compound 3d (in CDCls)
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Figure S15: HRMS compound 3e
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Figure S18: HRMS of compound 3f
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Figure S19: *H-NMR spectrum (400 MHz) of compound 3f (CDCls)
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Figure S20: *C-NMR spectrum (400 MHz) of compound 3f (in CDCls)
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Figure S21: HRMS of compound 6a
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Figure S25: *H-NMR spectrum (400 MHz) of compound 6b (in CDCls)

28



148.54
77.37
77.03
76.71

_162.48
_~160.37
- 160.04

A
N

I

21.12

T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30
f1 (ppm)

Figure S26: *C-NMR spectrum (400 MHz) of compound 6b (in CDCls)
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Figure S28: *H-NMR spectrum (400 MHz) of compound 6¢ (in CDCls)
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Figure S30: HRMS of compound 6d
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Figure S31: *H-NMR spectrum (400 MHz) of compound 6d (in CDCls)
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Figure S32 *C-NMR spectrum (400 MHz) of compound 6d (in CDCls)

35




User Spectra

Fragmentor Voltage Collision Energy ILonization Mode
60 0 APCI
%10 6 | *APCI Scan (rt: 0.172 min) Frag=60.0V 3MeloksidFA.d
1.75 230.0952
1.5
1.254
14
0.75
0.5
136.0570
0.25 319.1042
l l_ 192.9952 | |‘ | . 391.1434 457.1784

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480

Counts vs. Mass-to-Charge (m/z)

Figure S33: HRMS of compound 6e
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Figure S34: *H-NMR spectrum (400 MHz) of compound 6e (in CDCls)
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Figure S35: *C-NMR spectrum (400 MHz) of compound 6e (in CDCls)
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Figure S37: *H-NMR spectrum (400 MHz) of compound 6f (in CDCls)
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Figure S38: *C-NMR spectrum (400 MHz) of compound 6f (in CDCls)
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