Annexes:
Hydrophobic Interactions ….
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	Index
	Residue
	AA
	Distance
	Ligand Atom
	Protein Atom

	L13-AKT1
	1
	80A
	TRP
	3.67
	27
	641

	
	2
	264A
	LEU
	3.83
	24
	1763

	
	3
	272A
	TYR
	3.36
	4
	1829

	L18-TNF
	1
	57A
	LEU
	3.56
	18
	440

	
	2
	155A
	ILE
	3.43
	19
	1145

	L15-TNF
	1
	57A
	LEU
	4.00
	21
	437

	
	2
	57A
	LEU
	3.58
	20
	439

	
	3
	57A
	LEU
	3.91
	17
	440

	
	4
	59C
	TYR
	3.76
	18
	2572

	
	5
	123A
	VAL
	3.82
	20
	904

	
	6
	151C
	TYR
	3.94
	20
	3152

	
	7
	155C
	ILE
	3.80
	5
	3185

	
	8
	157A
	LEU
	3.70
	5
	1181


Hydrogen Bonds ——
	
	Index
	Residue
	AA
	Distance H-A
	Distance
D-A
	Donor Angle
	Donor 
Atom
	Acceptor 
Atom

	L13-AKT1
	1
	18A
	TYR
	3.40
	3.82
	109.63
	186 [O3]
	40 [O3]

	
	2
	79A
	GLN
	3.52
	4.09
	120.31
	41 [O3]
	636 [O2]

	
	3
	273A
	ARG
	3.60
	4.08
	113.11
	39 [O3]
	1839 [Ng+]

	
	4
	274A
	ASP
	2.44
	3.27
	143.48
	40 [O3]
	1850 [O.co2]

	
	5
	279A
	ASN
	3.30
	4.06
	134.78
	1891 [Nam]
	31 [O3]

	
	6
	279A
	ASN
	3.10
	3.70
	121.17
	33 [O3]
	1892 [O2]

	
	7
	291A
	THR
	2.02
	2.91
	151.41
	1987 [O3]
	34 [O3]

	
	8
	292A
	ASP
	2.73
	3.42
	127.49
	35 [O3]
	1995 [O-]

	
	9
	293A
	PHE
	2.25
	3.22
	169.31
	1996 [Nam]
	34 [O3]

	
	10
	294A
	GLY
	3.68
	3.99
	101.39
	2007 [Nam]
	34 [O3]

	[bookmark: _Hlk132798845]L18-TNF
	1
	60A
	SER
	1.83
	2.82
	175.11
	461 [Nam]
	26 [O3]

	
	2
	60A
	SER
	1.96
	2.72
	133.22
	26 [O3]
	464 [O2]

	
	3
	60C
	SER
	2.46
	3.03
	115.81
	2585 [Nam]
	36 [O3]

	
	4
	61C
	GLN
	3.19
	3.81
	121.99
	2598 [Nam]
	35 [O3]

	
	5
	119B
	TYR
	3.64
	4.01
	106.50
	1966 [O3]
	31 [O3]

	
	6
	120A
	LEU
	2.41
	3.14
	129.99
	870 [Nam]
	26 [O3]

	
	7
	120C
	LEU
	3.28
	4.05
	136.15
	2936 [Nam]
	35 [O3]

	
	8
	121A
	GLY
	3.78
	4.10
	102.64
	30 [O3]
	881 [O2]

	
	9
	121B
	GLY
	1.93
	2.90
	167.63
	1975 [Nam]
	28 [O3]

	
	10
	121B
	GLY
	2.60
	3.13
	114.02
	28 [O3]
	1978 [O2]

	
	11
	151A
	TYR
	2.10
	2.93
	146.93
	1114 [O3]
	28 [O3]

	
	12
	151C
	TYR
	2.52
	3.04
	115.62
	3171 [O3]
	30 [O3]
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	1
	9A
	SER
	2.29
	2.83
	114.32
	68 [O3]
	27 [O3]

	
	2
	11B
	LYS
	3.14
	4.07
	152.45
	1218 [N3+]
	26 [O3]

	
	3
	11C
	LYS
	3.34
	3.89
	115.53
	2267 [N3+]
	25 [O3]

	
	4
	151C
	TYR
	1.84
	2.71
	147.66
	31 [O3]
	3155 [O3]

	
	5
	156A
	ALA
	2.52
	3.06
	115.06
	28 [O3]
	1172 [O2]

	
	6
	156C
	ALA
	2.01
	2.92
	154.64
	25 [O3]
	3190 [O2]
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	Index
	Residue
	AA
	Distance
	Angle
	Offset
	Stacking Type
	Ligand Atoms

	L13-AKT1
	1
	80A
	TRP
	3.75
	9.08
	0.63
	P
	22, 23, 24, 25, 26, 27

	L15-TNF
	2
	59C
	TYR
	4.09
	9.27
	1.66
	P
	16, 17, 18, 19, 20, 21




