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1. Spectral data 

 

 
IR spectrum of 3a 

 

 
1H NMR spectrum of 3a 
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HR-MS spectrum of 3a 
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IR spectrum of 3b 

 

 
1H NMR spectrum of 3b 
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13C NMR spectrum of 3b 

 

 
Mass spectrum of 3b 

 

X : parts per Million : Carbon13
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HR-MS spectrum of 3b 
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IR spectrum of 3c 

 

 
1H NMR spectrum of 3c 
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Mass spectrum of 3c 

 

 
HR-MS spectrum of 3c 
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IR spectrum of 3d 

 

 
1H NMR spectrum of 3d 
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Mass spectrum of 3d 

 

 
HR-MS spectrum of 3d 
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IR spectrum of 3e 

 

 
1H NMR spectrum of 3e 
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Mass spectrum of 3e 

 

 
HR-MS spectrum of 3e 
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IR spectrum of 3f 

 

 
1H NMR spectrum of 3f 
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Mass spectrum of 3f 

 

 
HR-MS spectrum of 3f 
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IR spectrum of 3g 

 

 
1H NMR spectrum of 3g 
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Mass spectrum of 3g 

 

 
HR-MS spectrum of 3g 
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IR spectrum of 3h 

 

 
1H NMR spectrum of 3h 
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Mass spectrum of 3h 

 

 
HR-MS spectrum of 3h 
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IR spectrum of 3i 

 

 
1H NMR spectrum of 3i 
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Mass spectrum of 3i 

 

 
HR-MS spectrum of 3i 
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IR spectrum of 5 

 

 
1H NMR spectrum of 5 
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13C NMR spectrum of 5 

 

 
Mass spectrum of 5 

 

X : parts per Million : Carbon13
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HR-MS spectrum of 5 
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IR spectrum of 6 

 

 
1H NMR spectrum of 6 
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1H NMR spectrum of 6 in the presence of D2O 

 

 
13C NMR spectrum of 6 

 

 
HR-MS spectrum of 6 
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IR spectrum of 7 

 

 
1H NMR spectrum of 7 
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13C NMR spectrum of 7 

 

 
Mass spectrum of 7b 

 

X : parts per Million : Carbon13
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HR-MS spectrum of 7 
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IR spectrum of 8 

 

 
1H NMR spectrum of 8 
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HR-MS spectrum of 8 
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IR spectrum of 10 

 

 
1H NMR spectrum of 10 
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1H NMR spectrum of compound 10 in the presence of D2O 

 

 
13C NMR spectrum of 10 

 

 

X : parts per Million : Carbon13
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Mass spectrum of 10 

 

 
HR-MS spectrum of 10 
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IR spectrum of 11  

 

 
1H NMR spectrum of 11 
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13C NMR spectrum of 11 

 

 
13C NMR spectrum of 11 
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Mass spectrum of 11 

 

 
HR-MS spectrum of 11 
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IR spectrum of 12a 

 

 
1H NMR spectrum of 12a 
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13C NMR spectrum of 12a 

 

 
Mass spectrum of 12a 

 

X : parts per Million : Carbon13
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HR-MS spectrum of 12a 
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IR spectrum of 12b  

 

 
 

1H NMR spectrum of 12b 
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HR-MS spectrum of 12b 
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2. Pharmacokinetic parameters of the synthesized derivatives 

 

Comp 
Mol. 

Weight 
#Rotatable 

bonds 
#H-bond 

acceptors 
#H-bond 
donors 

TPSA 
Silicos-IT 

Log P 
Bioavailability 

Score 
Solubility 

3a 290.27 2 4 2 93.95 3.54 0.55 Soluble 

3b 380.4 3 4 1 83.09 4.6 0.55 Moderately soluble 

3c 396.39 4 5 1 92.32 4.13 0.55 Moderately soluble 

3d 445.26 3 4 1 83.09 4.75 0.55 Poorly soluble 

3e 411.37 4 6 1 128.91 1.91 0.55 Moderately soluble 

3f 476.48 4 5 1 110.02 3.68 0.55 Poorly soluble 

3g 387.41 3 5 1 124.22 4.66 0.55 Moderately soluble 

3h 423.44 3 5 1 124.22 5.15 0.55 Poorly soluble 

3i 475.45 4 7 1 125.66 5.18 0.55 Poorly soluble 

5 305.29 4 5 1 95.46 3.31 0.55 Soluble 

6 305.29 2 5 3 99.1 2.89 0.55 Moderately soluble 

7 297.33 2 3 3 113.86 4.25 0.55 Soluble 

8 331.39 2 3 1 74.96 4.78 0.55 Moderately soluble 

10 266.29 2 3 1 47.14 3.52 0.55 Soluble 

11 280.28 3 4 3 104.36 2.55 0.55 Soluble 

12a 409.44 3 4 0 69.5 4.95 0.55 Moderately soluble 

12b 356.4 2 4 0 83.7 6.45 0.55 Moderately soluble 
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3. Role of hydrophobic interactions in docking of compound 3c 

 

A 

 

B 
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C 

 

D 
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E 

 

Naphthalene skeleton role in binding stabilization. A) 3c and 2I4I. B) 3c and 5GWK. C) 3c and 1EGQ. D) 3c and 4PH9. E) 3c and 

4DRE 

 


