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Supplementary figure1: Illustration of (A) surface view of modelled p37 (B) Validation of modelled p37 by Z-Score graph (C) Ramachandran plot of modelled p37

[image: ]Supplementary figure2: Illustration of (A) surface view of modelled Topoisomerase1 (B) Validation of modelled Topoisomerase1 by Z-Score graph (C) Ramachandran plot of modelled Topoisomerase1
 [image: ]Supplementary figure3: Illustration of (A) surface view of modelled Thymidylate kinase (B) Validation of modelled Thymidylate kinase by Z-Score graph (C) Ramachandran plot of modelled Thymidylate kinase






	TARGET NAME
	ACTIVE SITE
	KNOWN INHIBITOR
	FUNCTIONS

	Topoisomerase I
	LYS65,ARG67ARG68,GLN69,TYR70,TYR72,ILE77,ARG80,ASN81,LYS83,ARG84,ILE87,PHE127,PHE128,ILE129,ARG130,PHE131,GLY132,LYS133,LYS135,TYR136,LEU137,GLU139,ASN140,GLU141,THR142,VAL143,GLY144,THR147,HIS172,PHE174,TYR209,ILE212,ARG218,ILE219,LYS220,ARG223,THR224
	Novobiocin,
Sansalvamide,Topotecan
	Regulate viral transcription and replication.

	Thymidylate kinase
	ASP13, LYS14, SER15, LYS17, THR18, ARG41, LEU53,
ASN65, PHE68, CYS69, ARG72, ARG93, TYR101, ALA102


	Tecovirimat, Cidofovir
	Participate in synthesis of DNA

	P37
	SER27, PHE25, THR146, LEU147, TYR150, ASN312,
THR313, LYS314, PHE358, PHE307, ASP361


	Tecovirimat
	viral particles envelopment, major envelope protein


Supplementary Table1: Information for active sites, known inhibitors and the functions of the selected target proteins.


	S.no
	Multi-targeting Drug
	Currently used for treatment
	References

	1
	Naldemedine
	Treat constipation
	(Blair 2019)

	2
	Saquinavir
	Treat or prevent HIV/AIDS
	(Plosker and Scott 2003)

	3
	Capmatinib
	Treat metastatic non-small cell lung cancer
	(Vansteenkiste et al. 2019)

	4
	Paliperidone palmitate
	Treat schizophrenia and schizoaffective disorder
	(Gopal et al. 2010)

	5
	Fulvestrant
	Treat metastatic breast cancer
	(Croxtall and McKeage 2011)

	6
	Latanoprostenebunod
	Treat high pressure inside the eye
	(Kaufman 2017)

	7
	Eletriptan
	Treatment of migraine headaches.
	(McCormack and Keating 2006)

	8
	Fexofenadine
	Antihistamine medication
	(Simpson and Jarvis 2000)

	9
	Salmeterol
	Used in the maintenance and prevention of asthma symptoms
	(Johnson et al. 1993)

	10
	Glimepiride
	Treat type 2 diabetes
	(Langtry and Balfour 1998)

	11
	Glipizide
	Treat type 2 diabetes
	(Foster and Plosker 2000)

	12
	Telmisartan
	Treat high blood pressure, heart failure, and diabetic kidney disease.
	(Battershill and Scott 2006)

	13
	Carphenazine
	Antipsychotic and tranquillizer
	(Orzack, Kornetsky, and Freeman 1967)

	14
	Di1fenoxin
	Treat diarrhoea
	(De Luca and Coupar 1993)

	15
	Trandolapril
	Treat high blood pressure
	(Wiseman and McTavish 1994)



Supplementary Table2: Information for multitargeting compounds and their current status of medication 
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