Table 2. Molecular Docking of 2-deoxy-D-glucose and its derivative (1, 3, 4, 6-Tetra-O-acetyl-2-deoxy-D-glucopyranose) with SARS-CoV-2 viral virulence factors.

	Ligand / Standard 
	Chemical structure†
	E Value (Kcal/mol)

	
	
	Main Protease 3CLpro
	Spike glycoprotein
	NSP15 endoribonuclease

	2-Deoxy-D-Glucose
	[image: image1.png]



	-140.05
	-118.31
	-168.65

	1, 3, 4, 6-Tetra-O-acetyl-2-deoxy-D-glucopyranose
	[image: image2.png]



	-187.64
	-173.89
	-208.33

	Favipiravir
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	-267.00
	-127.33
	-128.00

	Lopinavir
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	-124.00
	-277.34
	-305.84

	Hydroxychloroquine
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	-235.48
	-207.47
	-213.54


†Chemical structures have been derived from PubChem (https://pubchem.ncbi.nlm.nih.gov/); ΔGbinding = ΔGcomplex – (ΔGreceptor + ΔGligand)

