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Figure S1. Representative 1H NMR (400 MHz, DMSO-d6) Analysis of Fosylation and SuFEx. Reaction 

illustrated a Starting Material (red) and fosylated compound (blue) and SuFEx product (black).  

 

Figure S2. Representative 19F NMR (400 MHz, DMSO-d6) Analysis of Fosylation and SuFEx. Reaction 

illustrated a Starting Material (red) and fosylated compound (blue) and SuFEx product (black). 
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Figure S3. Representative 13C NMR (400 MHz, DMSO-d6) Analysis of Fosylation and SuFEx. 

Reaction illustrated a Starting Material (red) and fosylated compound (blue) and SuFEx product (black).  
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Molecular docking study 
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Figure S4. 2D-interaction docking model of (A) BMK-21007, (B) BMK-21014, (C) compound 

11, and (D) compound 22 inside NS5A dimer model (3FQQ). Various interactions are depicted 

by different color legends. Inhibitors are shown by line, interacting residues by colored sphere, 

and interactions by dash lines. 



S-6 

 

Figure S5. Superposed model of inhibitors inside NS5A dimer model (3FQQ). Daclatasvir, BM

K-21007, and compound 11 shown by orange, blue, and red, respectively.   
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Figure S6. Superposed model of inhibitors inside NS5A dimer model (3FQQ). Compounds 11 a

nd 22 shown by red and grey, respectively. 
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NMR Spectra 

Compound 2a 

 

1H NMR (400 MHz, CD3OD) 

13C NMR (100 MHz, CD3OD) 



S-9 

 

 

Compound 2b 

19F NMR (376 MHz, CD3OD) 

1H NMR (400 MHz, CD3OD) 
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13C NMR (100 MHz, CD3OD) 

19F NMR (376 MHz, CD3OD) 
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Compound 3a 

 

 

1H NMR (500 MHz, DMSO-d6) 

13C NMR (126 MHz, DMSO-d6) 
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Compound 3b 

 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 3c 

  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 3d 

 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 5a 

 

 

1H NMR (400 MHz, CDCl3) 

13C NMR (100 MHz, CDCl3) 
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Compound 6a 

 

19F NMR (376 MHz, CDCl3) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 6b 

 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 6c 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 7a 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 7b 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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Compound 7c 

 

13C NMR (100 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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Compound 8a 

 

13C NMR (100 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 8b  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 8c 

 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 8d 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 8e 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 8f 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 



S-33 

 

 

Compound 8g 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (500 MHz, DMSO-d6) 
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13C NMR (126 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 9a 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 9b 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 



S-37 

 

 

Compound 9c 

 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 



S-39 

 

Compound 9d 

 

  

1H NMR (500 MHz, DMSO-d6) 

13C NMR (126 MHz, DMSO-d6) 
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Compound 9e 

 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 9f 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (500 MHz, DMSO-d6) 
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Compound 9g 

13C NMR (126 MHz, DMSO-d6) 

1H NMR (500 MHz, DMSO-d6) 
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Compound 10a  

13C NMR (126 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 



S-44 

 

 

Compound 10b 

13C NMR (100 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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Compound 10c 

13C NMR (100 MHz, DMSO-d6) 

1H NMR (500 MHz, DMSO-d6) 
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Compound 10d 

13C NMR (126 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 10e 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 10f 

 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 



S-50 

 

 

 

13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 10g 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 



S-52 

 

Compound 10h 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 10i 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 10j 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 11 

 

19F NMR (376 MHz, DMSO-d6) 

1H NMR (400 MHz, DMSO-d6) 
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HPLC (compound 11, wavelength = 254 nm) 

 

 

  

13C NMR (100 MHz, DMSO-d6) 
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Compound 12 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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HPLC (compound 12, wavelength = 254 nm) 

 

 

Compound 13 

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 13, wavelength = 254 nm) 

 

 

Compound 14  

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 14, wavelength = 254 nm) 

 

 

 

Compound 15 

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 15, wavelength = 254 nm) 

 

 

Compound 16 

1H NMR (500 MHz, DMSO-d6) 
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13C NMR (126 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 16, wavelength = 254 nm) 

 

 

Compound 17 

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 17, wavelength = 254 nm) 

 

 

Compound 18  

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 18, wavelength = 254 nm) 

 

 

Compound 19 

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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HPLC (compound 19, wavelength = 254 nm) 

 

 

Compound 20 

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 



S-74 

 

HPLC (compound 20, wavelength = 254 nm) 

 

 

Compound 21 

 

1H NMR (400 MHz, DMSO-d6) 
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13C NMR (100 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 



S-76 

 

HPLC (compound 21, wavelength = 254 nm) 

 

 

Compound 22  

 

1H NMR (400 MHz, DMSO-d6) 
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HPLC (compound 22, wavelength = 254 nm) 

 

 

  

13C NMR (100 MHz, DMSO-d6) 
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Compound 23 

  
 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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HPLC (compound 23, wavelength = 254 nm) 

 

 

Compound 24 

 

1H NMR (400 MHz, DMSO-d6) 
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HPLC (compound 24, wavelength = 254 nm) 

 

 

  

13C NMR (100 MHz, DMSO-d6) 
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Compound 25 

  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 



S-82 

 

Compound 26 

 

1H NMR (500 MHz, DMSO-d6) 

13C NMR (126 MHz, DMSO-d6) 
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Compound 27 

 

 

1H NMR (400 MHz, DMSO-d6) 

13C NMR (100 MHz, DMSO-d6) 
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Compound 28 

 

1H NMR (400 MHz, DMSO-d6) 

19F NMR (376 MHz, DMSO-d6) 
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Compound 29 

13C NMR (100 MHz, DMSO-d6) 

1H NMR (500 MHz, DMSO-d6) 



S-86 

 

 
HPLC (compound 29, wavelength = 254 nm) 

 

 

  

13C NMR (126 MHz, DMSO-d6) 
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Compound 30  

 

 

1H NMR (500 MHz, DMSO-d6) 

13C NMR (126 MHz, DMSO-d6) 
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Compound 31 

 

1H NMR (500 MHz, DMSO-d6) 

13C NMR (126 MHz, DMSO-d6) 



S-89 

 

Compound 32  

 

 

1H NMR (500 MHz, DMSO-d6) 

13C NMR (126 MHz, DMSO-d6) 
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HPLC (compound 32, wavelength = 254 nm) 

 

 

 

 


