
Compound 1 5 6

Optimized
Structures

LUMO

ELUMO = -3.42 ELUMO = -3.01 ELUMO= -2.82

HOMO

EHOMO= -7.04 EHOMO= -6.56 EHOMO = -6.39

Fig. S1. Molecular modeling and the electron density of HOMO and LUMO of compounds 1, 5 and 6
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Fig. S2. Molecular modeling and the electron density of HOMO and LUMO of compounds 7-9
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Fig. S3. The correlation relationships of the experimental versus calculated 1H NMR chemical shifts of compounds 4 and 5.
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Fig. S4. The correlation relationships of the experimental versus calculated 1H NMR chemical shifts of compounds 6 and 7.
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Fig. S5. The correlation relationships of the experimental versus calculated 1H NMR chemical shifts of compounds 8 and 9.
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Fig. S6. The correlation relationships of the experimental versus calculated IR wavenumbers of compounds 4 and 5.
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Fig. S7. The correlation relationships of the experimental versus calculated IR wavenumbers of compounds 6 and 7.
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Fig. S8. The correlation relationships of the experimental versus calculated IR wavenumbers of compounds 8 and 9.
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Fig. S9. Molecular electrostatic potential of compounds 1, 5-9
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Fig. S10.  (a) Experimental and (b) Calculated IR spectra of compound 2 at B3LYP/6-
311++G(d,p).
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Fig. S11.  Mass spectrum of compound 2
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Fig. S12. (a) Experimental and (b) Calculated 1H NMR spectra of compound 2 at 
B3LYP/6-311++G(d,p).
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Fig. S13.  (a) Experimental and (b) Calculated IR spectra of compound 3 at B3LYP/6-
311++G(d,p).
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Fig. S14. (a) Experimental and (b) Calculated 1H NMR spectra of compound 3 at 
B3LYP/6-311++G(d,p).
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Fig. S15.  (a) Experimental and (b) Calculated IR spectra of compound 4 at B3LYP/6-
311++G(d,p).
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Fig. S16.  Mass spectrum of compound 4
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Fig. S17. (a) Experimental and (b) Calculated 1H NMR spectra of compound 4 at 
B3LYP/6-311++G(d,p)
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Fig. S18.  (a) Experimental and (b) Calculated IR spectra of compound 5 at B3LYP/6-
311++G(d,p).
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Fig. S19. (a) Experimental and (b) Calculated 1H NMR spectra of compound 5 at 
B3LYP/6-311++G(d,p).
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Fig. S20.  (a) Experimental and (b) Calculated IR spectra of compound 6 at B3LYP/6-
311++G(d,p).
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Fig. S21.  Mass spectrum of compound 6
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Fig. S22. (a) Experimental and (b) Calculated 1H NMR spectra of compound 6 at 
B3LYP/6-311++G(d,p).
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Fig. S23.  (a) Experimental and (b) Calculated IR spectra of compound 7 at B3LYP/6-
311++G(d,p).
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Fig. S24. Mass spectrum of compound 7
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Fig. S25. (a) Experimental and (b) Calculated 1H NMR spectra of compound 7 at 
B3LYP/6-311++G(d,p).
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Fig. S26.  (a) Experimental and (b) Calculated IR spectra of compound 8 at B3LYP/6-
311++G(d,p).
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Fig. S27. (a) Experimental and (b) Calculated 1H NMR spectra of compound 8 at 
B3LYP/6-311++G(d,p).

N

OH

CH3

O

OH

NO2

N

NHNH

S

O

8

b

a



4000 3500 3000 2500 2000 1500 1000 500
400

200

0

 

 

%T
ran

sm
itta

nce

Wavenumbers (cm-1)

Fig. S28.  (a) Experimental and (b) Calculated IR spectra of compound 9 at B3LYP/6-
311++G(d,p).
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Fig. S29. (a) Experimental and (b) Calculated 1H NMR spectra of compound 9 at 
B3LYP/6-311++G(d,p).

N

OH

CH3

O

OH

NO2

N

NN

O

O

CH3CH3

9

b

a



Fig. S30. 3D representation of the superimposition of the co-crystallized (green) and 

the docking pose (red) of the N-[4-(acridin-9-ylamino)-3-methoxyphenyl] 

methanesulfonamide ligand in target protein (pdb ID: 4G0U).
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Fig. S31. 3D representation of the Hydrogen bonding between the studied compounds 

(4-9) and the amino acids residues of the target protein (PDB ID: 4G0U).


