[bookmark: _Hlk177053777]Table 1: Molecular docking score of the top 4 hits along with biological activity.
	S.No.
	Drugbank ID
	Generic Name
	Libdock Score
	-CDOCKER Energy Before flexible docking
	-CDOCKER Energy After flexible docking
	Biological Activity

	1
	DB08934
	Sofosbuvir
	126.3765
	56.7153
	48.1377
	RNA-dependent RNA-polymerase[32]

	2
	DB00775
	Tirofiban
	125.0846
	40.0981
	42.8513
	Integrin alpha-IIb antagonist Humans Integrin beta-3, fibrinogen binding to the GP IIb/IIIa receptor[33]

	3
	DB00881
	Quinapril
	124.9284
	43.7751
	40.9351
	Angiotensin-converting enzyme[34]

	4
	DB00542
	Benazepril
	125.6081
	38.4797
	39.2084
	Angiotensin-converting enzyme[35]



Table 2: Non-Bonded interactions between PCSK9 and top 4 hit compounds along with their structures after MD Simulation.
	S.No
	Drugbank ID 
	Generic Name
	Structure
	Interacting Residues
	Type of interaction
	Distance (Å)

	1.
	DB08934
	Sofosbuvir
	[image: ]
	SER383
GLY384
PHE150 
HIS226 
LEU348
PHE318 
ALA151
	Conventional Hydrogen Bond
Carbon Hydrogen Bond
Pi-Pi Stacked
Pi-Pi T-shaped
Alkyl
Pi-Alkyl
Pi-Alkyl
		2.27952
3.50641
3.87567
4.92837
4.86404
4.42329
4.34863




	2.
	DB00775
	Tirofiban
	[image: ]
	PHE323 
ARG218
PRO320
ALA220
SER221
CYS223
VAL307 
LEU348
LEU351
	Pi-Pi T-shaped
Pi-Alkyl
Pi-Alkyl
Conventional Hydrogen Bond
Carbon Hydrogen Bond
Carbon Hydrogen Bond
Alkyl
Alkyl
Alkyl
	5.81342
5.49858
4.85262
2.5843
3.59557
3.00242
5.44697
4.04817
4.6304

	3.
	DB00881
	Quinapril
	[image: ]
	SER383
GLN152
ARG215
THR347
GLY384
HIS226
ALA151
ALA338
	Conventional Hydrogen Bond
Carbon Hydrogen Bond
Pi-Cation
Pi-Sigma
Pi-Sigma
Amide-Pi Stacked
Pi-Alkyl
Pi-Alkyl
	1.66691
2.80758
3.49642
3.86934
3.97547
5.19707
4.74128
4.72298

	4.
		DB00542
	



	Benazepril
	[image: ]
	ALA151
GLN256
PHE150 
ALA151 
HIS226 
LEU348
	Carbon Hydrogen Bond
Carbon Hydrogen Bond
Pi-Pi T-shaped
Alkyl
Pi-Alkyl
Pi-Alkyl
	3.03911
3.14938
4.64134
4.13136
4.2179
5.1776
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