Table 1: Presentation of interactions of PDB:1w11 ligand SK1 (CHEMBL158405) with Co-crystal structure of Urokinase Type Plasminogen Activator (PDB:1w11).

Hydrophobic Interactions
	Index
	Residue
	AA
	Distance
	Ligand Atom
	Protein Atom

	1
	192U
	GLN
	3.55
	1994
	1552

	2
	213U
	VAL
	3.63
	1972
	1695



Hydrogen Bonds
	Index
	Residue
	AA
	Distance H-A
	Distance D-A
	Donor Angle
	Protein donor?
	Side chain
	Donor Atom
	Acceptor Atom

	1
	0U
	LEU
	1.85
	2.58
	129.18
	
	
	1983 [O3]
	735 [O2]

	2
	189U
	ASP
	2.05
	2.84
	136.76
	
	
	1965 [Ng+]
	1534 [O2]

	3
	190U
	SER
	2.03
	2.87
	141.55
	
	
	1967 [Ng+]
	1540 [O3]

	4
	214U
	SER
	2.06
	3.01
	161.24
	
	
	1964 [Nam]
	1700 [O2]

	5
	216U
	GLY
	2.18
	3.10
	154.33
	
	
	1717 [Nam]
	1980 [O2]

	6
	216U
	GLY
	2.23
	3.12
	145.28
	
	
	1984 [N3]
	1720 [O2]

	7
	219U
	GLY
	1.99
	2.96
	169.76
	
	
	1732 [Nam]
	1986 [O2]


Water Bridges
	Index
	Residue
	AA
	Dist. A-W
	Dist. D-W
	Donor Angle
	Water Angle
	Protein donor?
	Donor Atom
	Acceptor Atom
	Water Atom

	1
	217U
	ARG
	2.80
	3.02
	106.28
	122.53
	
	1721 [Nam]
	1965 [Ng+]
	2128

	2
	222U
	LEU
	3.26
	2.87
	168.96
	140.00
	
	1747 [Nam]
	1965 [Ng+]
	2124




Table 2: Presentation of interactions of ligand C878_1660 with Co-crystal structure of Urokinase Type Plasminogen Activator (PDB:1w11).

Hydrophobic Interactions
	Index
	Residue
	AA
	Distance
	Ligand Atom
	Protein Atom

	1
	192U
	GLN
	3.70
	4322
	3050

	2
	215U
	TRP
	3.60
	4314
	3364



Hydrogen Bonds
	Index
	Residue
	AA
	Distance H-A
	Distance D-A
	Donor Angle
	Protein donor?
	Side chain
	Donor Atom
	Acceptor Atom

	1
	192U
	GLN
	3.44
	3.97
	115.39
	
	
	3053 [Nam]
	4328 [O2]

	2
	216U
	GLY
	3.23
	3.97
	131.17
	
	
	3384 [Nam]
	4306 [Nar]



Water Bridges
	Index
	Residue
	AA
	Dist. A-W
	Dist. D-W
	Donor Angle
	Water Angle
	Protein donor?
	Donor Atom
	Acceptor Atom
	Water Atom

	1
	146U
	SER
	2.82
	3.36
	144.02
	83.58
	
	4329 [Nam]
	2255 [O2]
	4225

	2
	192U
	GLN
	2.69
	3.36
	144.02
	72.51
	
	4329 [Nam]
	3052 [O2]
	4225











Table 3: Presentation of interactions of ligand D685_0061 with Co-crystal structure of Urokinase Type Plasminogen Activator (PDB:1w11).

Hydrophobic Interactions
	Index
	Residue
	AA
	Distance
	Ligand Atom
	Protein Atom

	1
	192U
	GLN
	3.71
	4315
	3050

	2
	192U
	GLN
	3.51
	4314
	3050



Hydrogen Bonds
	Index
	Residue
	AA
	Distance H-A
	Distance D-A
	Donor Angle
	Protein donor?
	Side chain
	Donor Atom
	Acceptor Atom

	1
	192U
	GLN
	2.68
	3.43
	129.59
	
	
	4312 [Nam]
	3052 [O2]

	2
	219U
	GLY
	2.04
	2.83
	130.99
	
	
	4321 [Npl]
	3418 [O2]

	3
	219U
	GLY
	2.49
	3.22
	128.27
	
	
	3415 [Nam]
	4311 [O2]





