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[bookmark: _Toc164005361]Figure S1: Confusion Matrices for all test sets across the 2D and 3D descriptors, and the ECFP dataset
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[bookmark: _Toc164005362]Figure S2: Confusion Matrices for all training sets across the 2D and 3D descriptors, and the ECFP dataset
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[bookmark: _Toc164005363]Figure S3: Learning curves for the untuned RF and SVM models

[bookmark: _Toc164005364]Table S1: Docking scores and MM-GBSA free binding energies of virtual screening hits.
	Drug name
	DrugBank ID
	Docking Score (Kcal/mol)
	MMGBSA dGbind (Kcal/mol)

	Dihydro-Acarbose
	DB04226
	-10.94
	-27.03

	N-[2-(1-maleimidyl)ethyl]-7-diethylaminocoumarin-3-carboxamide
	DB02799
	-2.86
	-15.03

	Hygromycin B
	DB11520
	-13.28
	-22.93

	Apramycin
	DB04626
	-9.77
	-55.28

	Amikacin
	DB00479
	-13.32
	-39.43
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[bookmark: _Toc164005365]Figure S4: The 2D ligand interaction diagram of α-glucosidase (2QMJ) binding with (a) Dihydro-Acarbose (DB04226) (b) N-[2-(1-maleimidyl) ethyl]-7-diethylaminocoumarin-3-carboxamide (DB02799) (c) Hygromycin B (DB11520) (d) Apramycin (DB04626) (e) Amikacin (DB00479)
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[bookmark: _Toc164005366]Figure S5: Ligand-protein percentage contacts for (a) Dihydro-Acarbose (DB04226) (b) N-[2-(1-maleimidyl) ethyl]-7-diethylaminocoumarin-3-carboxamide (DB02799) (c) Hygromycin B (DB11520) (d) Apramycin (DB04626) and (e) Amikacin (DB00479) for at least 30% of the simulation time.
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