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Fig. S1: 3D protein-ligand interactions of all tested compounds (GMG-ITC, and reference drugs- ibuprofen, ascorbic acid, and 2-oxazolidinone) with all targeted proteins.

Table S1. Top hit interactions of GMG-ITC with proteins.
	Proteins
	No. of H-bonds
	H-bonds and interacting residues
	No. of other total number of interactions
	Other interactions and numbers
	Other interaction and interacting residues

	1CX2
	2
	Asn382(2)
	6
	Attractive charge (1), Carbon hydrogen bond (2), Unfavourable Donor-Donor (1), Pi-alkyl (2)
	Glu290 (1), His214 (1), His386 (1), Thr212 (2), Val291 (1)

	1MWU
	3
	Arg241 (1), His293 (1), Thr165 (1)
	7
	Attractive charge (2), Carbon hydrogen bond (1), Pi-Pi T-shaped (1), Alkyl and Pi-alkyl (3)
	Asp275 (2), Asp295 (1), His293 (1), Val256 (1), Val277 (2)

	2CDU
	2
	Lys134 (1), Ser41 (1)
	4
	Unfavorable Donor-Donor (1), Pi-Sigma (1), Pi-Sulfur (1), Alkyl (1)
	Ala300 (1), Ile160 (1), Gly158 (1), Lys134 (1)

	3ECO
	0
	
	5
	Carbon hydrogen bond (1), Unfavorable Donor-Donor (1), Pi-Pi T-shaped (1), Alkyl and Pi-alkyl (2)
	Ala20 (1), Asn31 (1), His35 (1), Phe108 (2)

	3J25
	3
	Asn5 (2), Ile96 (1)
	5
	Carbon hydrogen bond (1), Unfavorable Donor-Donor (1), Pi-Sigma (1), Alkyl and Pi-alkyl (2)
	Gly7 (2), Ile96 (1), Thr235 (1), Val70 (1)

	3N8D
	3
	Glu16 (1), Thr23 (1), Val19 (1)
	4
	Carbon hydrogen bond (1), Pi-Sigma (1), Amide-Pi stacked (1), Pi-alkyl (1)
	Met310 (2), Leu94 (2)

	3SRW
	1
	Asp28 (1)
	5
	Attractive charge (1), Carbon hydrogen bond (1), Unfavourable Donor-Donor (1), Pi-Sulfur (1), Pi-alkyl (1)
	Asp28 (1), His31 (1), Ile15 (1), Ser50 (1), Thr47 (1)

	6KSI
	1
	Leu18 (1)
	5
	Carbon hydrogen bond (1), Pi-Pi T-shaped (2), Alkyl and Pi-alkyl (2)
	His115 (1), His349 (1), Phe17 (1), Val309 (1), Val350 (1)



Table S3. Estimated Ki HYDE lower boundaries and LLE values for GMG-ITC with 8 targeted proteins. The Ki HYDE values were obtained using the best-scored docking pose of GMG-ITC within the respective biological target. The highest estimated binding affinities are highlighted in bold. 
	PDB ID Entry
	Ki HYDE lower boundary (µM)
	LLE 1)

	3SRW
	0.639
	5.68

	1CX2
	0.635
	5.69

	1MWU
	2.769
	5.05

	2CDU
	1.089
	5.45

	3ECO
	69.83
	3.65

	3J25
	0.852
	5.59

	3N8D
	0.293
	6.02

	6KSI
	0.458
	5.82


1) LLE = Ligand lipophilic efficiency = pIC50 – clogP. Estimated using SeeSAR tool (www.biosolveit.de).
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