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1. Proton NMR Spectra
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2. Carbon NMR Spectra
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3. High-Resolution Mass Spectra
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x10 3 |Cpd 1: C18 H17 N O2: + FBF Spectrum (0.104-0.304 min) 53.d Subtract
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7i
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3. Binding Energy of all compounds with antibacterial, antifungal and ct-DNA
activity proteins.

Table S1. Details of Binding Energy (kcal/mol) and types of interactions between ligands

and proteins.

Ligands Ligand Structure 1KZN 1IYL 1BNA
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4. Molecular Docking Images for Antibacterial Activity (PDB ID : 1KZN)
7b
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D Pi-Cation :l Pi-Alkyl
D Pi-Anion

Figure S1. 3D and 2D interaction diagram of compound 7b with E. Coli bacterial protein.
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Figure S2. 3D and 2D interaction diagram of compound 7¢ with E. Coli bacterial protein.
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Figure S3. 3D and 2D interaction diagram of compound 7d with E. Coli bacterial protein.
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Figure S4. 3D and 2D interaction diagram of compound 7d with E. Coli bacterial protein.
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Figure S5. 3D and 2D interaction diagram of compound 7f with E. Coli bacterial protein.
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Figure S6. 3D and 2D interaction diagram of compound 7g with E. Coli bacterial protein.
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Figure S7. 3D and 2D interaction diagram of compound 7h with E. Coli bacterial protein.
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Figure S8. 3D and 2D interaction diagram of compound 7i with E. Coli bacterial protein.
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Figure S9. 3D and 2D interaction diagram of compound 7j with E. Coli bacterial protein.

5. Molecular Docking Images for Antifungal Activity.
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Figure S10. 3D and 2D interaction diagram of compound 7b with antifungal protein.
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Figure S11. 3D and 2D interaction diagram of compound 7¢ with antifungal protein.
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Figure S12. 3D and 2D interaction diagram of compound 7d with antifungal protein.
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Figure S13. 3D and 2D interaction diagram of compound 7e with antifungal protein.
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Figure S14. 3D and 2D interaction diagram of compound 7f with antifungal protein.
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Figure S15. 3D and 2D interaction diagram of compound 7g with antifungal protein.
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Figure S16. 3D and 2D interaction diagram of compound 7h with antifungal protein
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Figure S17. 3D and 2D interaction diagram of compound 7i with antifungal protein.
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Figure S18. 3D and 2D interaction diagram of compound 7j with antifungal protein.

6. Molecular Docking Images for ct-DNA activity (PDB ID : 1BNA).
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Figure S19. 3D and 2D interaction diagram of compound 7b with ct-DNA .
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Figure S20. 3D and 2D interaction diagram of compound 7¢ with ct-DNA.
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Figure S21. 3D and 2D interaction diagram of compound 7d with ct-DNA.
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Figure S22. 3D and 2D interaction diagram of compound 7e with ct-DNA.
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Figure S23. 3D and 2D interaction diagram of compound 7f with ct-DNA.
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Figure S24. 3D and 2D interaction diagram of compound 7g with ct-DNA.
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Figure S25. 3D and 2D interaction diagram of compound 7h with ct-DNA.
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Figure S26. 3D and 2D interaction diagram of compound 7i with ct-DNA.
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Figure S27. 3D and 2D interaction diagram of compound 7j with ct-DNA.

8. Physicochemical Properties Values

Table S2. ADME and Physicochemical parameters

Lig L TPS n | nO N Nro BBB Caco2 HIA MDCK SP PPB

and og A O | HN vi t

s P H| H 0.
Ta 4.84 | 3833 |3 1 0 3 2.06 52.04 96.73 1.34 -2.54 | 97.34
7b 5.07 3833 |3 1 1 3 2.34 42.67 96.92 0.96 -2.66 | 100
Te 426 | 3833 |3 1 0 4 0.504 51.66 96.56 0.096 -2.94 | 96.24
7d 4.09 | 3833 |3 1 0 4 0.37 53.35 96.56 0.77 -2.64 | 87.79
Te 520 3833 |3 1 1 3 2.59 42.67 97.03 0.03 -2.54 | 100




7t 435 3833 |6 0 4 0.02 8.98 97.03 |0.18 2.68 |98.99
Tg 3.88 [38.33 |3 0 3 0.53 48.31 95.94 | 3.66 237 | 84.67
7h 3.34 (3833 |3 0 4 0.86 47.51 95.99 |26.63 2.89 |84.47
7i 445 |3833 |4 0 4 0.39 49.63 96.34 | 0.86 2.78 197.39
7i 931 |38.33 |3 1 18 16.48 |52.18 97.05 | 65.00 -1.03 [97.92

Table S3. Bioactivity Score Parameters

Licand GPCR Ion channel | Kinase ﬁ:ccel:ei:).r Protease Enzyme

g Ligand modulator Inhibitor ceep Inhibitor | Inhibitor
Ligand

7a 0.08 -0.31 0.08 0.11 -0.09 0.06

b 0.12 -0.25 0.10 0.12 -0.07 0.08

Tc 0.14 -0.24 0.06 0.15 0.00 0.10

7d 0.14 -0.24 0.04 0.14 0.03 0.12

Te 0.02 -0.32 0.07 0.03 0.14 0.04

7t 0.02 -0.27 -0.04 0.04 -0.15 0.01

7g 0.19 -0.33 0.01 0.07 0.09 0.06

7h 0.11 -0.26 -0.12 0.00 -0.09 0.09

Ti 0.08 -0.28 0.09 0.10 -0.06 0.07

7j 0.21 -0.14 0.00 0.13 0.10 0.16

9. DFT coordinates of UV-vis
1 6 0  -3.868148 0.044386 0.462946

2

6 0

-3.721170 -0.954560 -0.513745
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2.325352
5.967766
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-1.631062
0.800573
2.139596
1.251340
1.111637
0.797253
2.664804
2.922028
3.632634
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5.967766
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5.692870
4.107277
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37 1 0 4.669538 -1.584138 2.559866
38 1 0 4.225737 2.138542 0.493916
39 6 0 -2377956 1.482156 0.002371
40 8 0 -2.661984 2.693063 0.193694
41 6 0 5.150246 1.094607 2.848859
42 1 0 5.844377 0.445996 3.341186
43 1 0 5.663227 1.965563 2.497879
44 1 0 4.383890 1.385029 3.53679

(a) (b)

Figure S28. Antimicrobial activity of compound 7a against (a) Gram-positive B. subtilis: Pure
DMSO (C1), Positive Control (C2), Conc. of 7a (C4) 25 pg, (C5) 50 ug, loaded onto 7-mm
wells on agar plates, incubated at 37 °C for 24 h. (b) Gram-negative E. coli: concentrations of
7a as 25 pg and 50 pg, Positive control (Amp) loaded onto 7-mm wells on agar plates,
incubated overnight at 37 °C. (c) C. albicans: concentrations 25 pg and 50 pg of 7a, positive

control (Fluconazole) loaded onto 7-mm wells on agar plates, incubated at 30 °C for 16-20 h.




(b) Lb. rhamnosus gram-positive antibacterial strain



(c) E.coli gram-negative antibacterial strain

Figure S28. Minimum Inhibitory Concentration (MIC) values of compounds 7(a-j) against
tested bacterial strains a(LB. rhamnosus ), b(B. subtilis), ¢(E. coli). MIC values were
determined using the broth microdilution method, with results expressed in pg/mL. Lower MIC

values indicate higher antibacterial potency.






