Additional file 4. Training and test dataset for Ligand-based methods

Table 1. Training set
	Number
	Compounds

	1
	Atazanafir

	2
	Cobicistat

	3
	Darunavir

	4
	Favipiravir

	5
	Galidesivir

	6
	Indinavir

	7
	Lopinavir

	8
	Nafamostat

	9
	Oseltamivir

	10
	Remdesivir

	11
	Ribavirin

	12
	Ritonavir

	13
	Saquinavir

	14
	Umifenovir

	15
	ASC09F1



Table 2. Test set
	Number
	Compounds
	Number
	Compounds

	1
	Abacavir
	16
	SSYA10-0011

	2
	Bortezomib
	17
	PX-121

	3
	Carfilzomib
	18
	GC8131

	4
	Elvitegravir
	19
	GC3761

	5
	Enzaplatovir
	20
	6'-Fluorinatedaristeromycin
Analogues (Compound 2c)1

	6
	Fosamprenavir
	21
	Acyclovir fleximer
Analogues (Compound 2)1

	7
	Maribavir
	22
	Montelukast

	8
	Penciclovir
	23
	Deoxyrhubarb

	9
	Presatovir
	24
	Polydatin

	10
	Raktegravir
	25
	Compound 212

	11
	Resveratrol
	26
	Compound 222

	12
	Silvestrol
	27
	Compound 232

	13
	Tideglusib
	28
	Compound 242

	14
	Tipranavir
	29
	Compound 252

	15
	TDZD-81
	30
	Cinanserin
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