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Scheme S1 The plausible reaction mechanism 
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Fig. S1 Powder XRD spectrum of ZSM-5 zeolite 

 

Fig. S2 Cytotoxic study of XD-2, XD-4, XD-5 and XD-6 on HEK 293 cell line: XD 

derivatives 2, 4, 5 and 6 have shown very less cytotoxicity (8 to 11%). 
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Spectral and HPLC Analysis of synthesized compounds 

 

 

 

 

1H NMR (500 MHz, CDCl3) of XD-1 

 

13C NMR (125 MHz, CDCl3) of XD-1 
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HR-MS spectrum of XD-1 
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HPLC spectrum of XD-1 
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1H NMR (500 MHz, CDCl3) of XD-2 

 

13C NMR (125 MHz, CDCl3) of XD-2 
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HR-MS spectrum of XD-2 
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HPLC spectrum of XD-2 

 



10 
 

 

1H NMR (500 MHz, CDCl3) of XD-3 

 

13C NMR (125 MHz, CDCl3) of XD-3 
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HR-MS spectrum of XD-3 
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HPLC spectrum of XD-3 
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1H NMR (500 MHz, CDCl3) of XD-4 

 

13C NMR (125 MHz, CDCl3) of XD-4 
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HR-MS spectrum of XD-4 
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HPLC spectrum of XD-4 
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1H NMR (500 MHz, CDCl3) of XD-5 

 

13C NMR (125 MHz, CDCl3) of XD-5 
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HR-MS spectrum of XD-5 
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HPLC spectrum of XD-5 
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1H NMR (500 MHz, CDCl3) of XD-6 

 

13C NMR (125 MHz, CDCl3) of XD-6 
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HR-MS spectrum of XD-6 
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HPLC spectrum of XD-6 
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1H NMR (500 MHz, CDCl3) of XD-7 

 

13C NMR (125 MHz, CDCl3) of XD-7 
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HR-MS spectrum of XD-7 
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HPLC spectrum of XD-7 
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1H NMR (500 MHz, CDCl3) of XD-8 

 

13C NMR (125 MHz, CDCl3) of XD-8 



26 
 

 

HR-MS spectrum of XD-8 
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HPLC spectrum of XD-8 
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1H NMR (500 MHz, CDCl3) of XD-9 

 

13C NMR (125 MHz, CDCl3) of XD-9 
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HR-MS spectrum of XD-9 
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HPLC spectrum of XD-9 
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1H NMR (500 MHz, CDCl3) of XD-10 

 

13C NMR (125 MHz, CDCl3) of XD-10 
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HR-MS spectrum of XD-10 
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HPLC spectrum of XD-10 
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Molecular Docking Study 

The important non-bonded interactions between protein and ligands, derived from molecular 

docking studies. [A = Protein chain, B = Ligand atoms] 

XD-2 

Atom1 Atom2 Category Types 

A:ILE223:HN  B:XDE1:O Hydrogen Bond Conventional Hydrogen 

Bond 

A:TYR225:HH  B:XDE1:O Hydrogen Bond Conventional Hydrogen 

Bond 

A:TYR225  B:XDE1 Hydrophobic Pi-Pi Stacked 

B:XDE1:C  A:ILE12 Hydrophobic Alkyl 

A:TYR84  B:XDE1:C Hydrophobic Pi-Alkyl 
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XD-4 

Atom1 Atom2 Category Types 

A:THR222:HN  B:XDG1:O Hydrogen Bond Conventional Hydrogen Bond 

A:ILE223:HN  B:XDG1:O Hydrogen Bond Conventional Hydrogen Bond 

A:THR221:HA  B:XDG1:O Hydrogen Bond Carbon Hydrogen Bond 

B:XDG1:C  A:ARG120 Hydrophobic Alkyl 

B:XDG1:C  A:ILE12 Hydrophobic Alkyl 

B:XDG1:C  A:ILE30 Hydrophobic Alkyl 

B:XDG1:C  A:ARG120 Hydrophobic Alkyl 

B:XDG1:C  A:ILE305 Hydrophobic Alkyl 

A:TYR225  B:XDG1:C Hydrophobic Pi-Alkyl 

B:XDG1  A:ILE223 Hydrophobic Pi-Alkyl 
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XD-5 

Atom1 Atom2 Category Types 

A:TYR225:HH  B:XDF1:O Hydrogen Bond Conventional Hydrogen Bond 

A:TYR225  B:XDF1 Hydrophobic Pi-Pi Stacked 

B:XDF1:C  A:ILE12 Hydrophobic Alkyl 

A:TRP51  B:XDF1:C Hydrophobic Pi-Alkyl 

A:TYR84  B:XDF1:C Hydrophobic Pi-Alkyl 

A:TYR225  B:XDF1:CL Hydrophobic Pi-Alkyl 
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XD-6 

Atom1 Atom2 Category Types 

A:TYR225:HH  B:XDB1:O Hydrogen Bond Conventional Hydrogen Bond 

A:TYR225  B:XDB1 Hydrophobic Pi-Pi Stacked 

B:XDB1:C  A:ILE12 Hydrophobic Alkyl 

A:TRP51  B:XDB1:C Hydrophobic Pi-Alkyl 

A:TYR84  B:XDB1:C Hydrophobic Pi-Alkyl 
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Molecular Dynamics Simulation 

 

 

Fig. S3 Different properties of XD-4 ligand 
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Fig. S4 Different properties of XD-6 ligand 

 


