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1H-NMR and 13C-NMR spectra (300 MHz, CDCl3) of target products. 

HRMS spectra of compounds target products. 

Figure S1: Lineweaver–Burk plots for the inosine phosphorolysis at concentrations of 
compounds 1, 2, 3 and 4 equal to 0, 0.5, 1 and 2 mM. (A) compound 1, (B) compound 2, (C) 
compound 3, (D) compound 4. 

Figure S2:  2D diagrams of complexes PNP with various type of ligands. 

Figure S3: Structure of the 3INY with re-docked 7-deazaguanine (An overlap the red wire – 
native ligand from PDB database; the red stick docked ligand. The box for docking ligands was 
highlighted in green (12 Å × 10 Å × 10 Å.) 



1H-NMR spectrum (300 MHz, DMSO-d6) of compound 1 
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13C-NMR spectrum (75.5 MHz, DMSO-d6) of compound 1 
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1H-NMR spectrum (300 MHz, CD3OD) of compound 2 
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13C-NMR spectrum (75.5 MHz, CD3OD) of compound 2 
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1H-NMR spectrum (300 MHz, DMSO-d6) of compound 3 
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13C-NMR spectrum (75.5 MHz, DMSO-d6) of compound 3 
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1H-NMR spectrum (300 MHz, CDCl3:CD3OD) of compound 4 
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13C-NMR spectrum (75.5 MHz, CDCl3:CD3OD) of compound 4 
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1H-NMR spectrum (300 MHz, CD3OD) of compound 13 
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13C-NMR spectrum (75.5 MHz, CD3OD) of compound 13 
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1H-NMR spectrum (300 MHz, CD3OD) of compound 14 
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13C-NMR spectrum (75.5 MHz, CD3OD) of compound 14 
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1H-NMR spectrum (300 MHz, CD3OD) of compound 15 
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13C-NMR spectrum (75.5 MHz, CD3OD) of compound 15 
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1H-NMR spectrum (300 MHz, CD3OD) of compound 16 
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13C-NMR spectrum (75.5 MHz, CD3OD) of compound 16 
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HRMS spectrum of compound 1 



HRMS spectrum of compound 2 

  



HRMS spectrum of compound 3 

 

  



HRMS spectrum of compound 4 

  



HRMS spectrum of compound 13 

 



HRMS spectrum of compound 14 

 

  



HRMS spectrum of compound 15 

 

  



HRMS spectrum of compound 16 

 

 

 

 

 



Figure S1. Lineweaver–Burk plots for the inosine phosphorolysis at concentrations of 
compounds 1, 2, 3 and 4 equal to 0, 0.5, 1 and 2 mM. (A) compound 1, (B) compound 2, (C) 
compound 3, (D) compound 4. 

  

  

 

  



Figure S2. 2D diagrams of complexes PNP with various type of ligands.  

  

Complex with inosine (PDB ID code 1RCT) Complex with Immucillin H (PDB ID code 1PF7) 

  
Complex with 7-deazaguanine. (PDB ID code 3INY) Complex  with acyclovir (PDB ID code 1PWY) 

 

  



Figure S3. Structure of the 3INY with re-docked 7-deazaguanine (An overlap the red wire – 
native ligand from PDB database; the red stick docked ligand. The box for docking ligands was 
highlighted in green (12 Å × 10 Å × 10 Å.) 


	Complex with Immucillin H (PDB ID code 1PF7)

