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Tabel S1. The peptide library of 71 peptides and their safety profile.
	Peptide No.
	PEP sequence
	Docking Score
	VdW energy
	Elec Energy
	Desolvation energy

	TEMPLATE
	LECIRAIAEK
	-70.1
	-38.9
	-121.3
	-1.8

	PEP1
	LECWRAIWVK
	-56.1
	-29.7
	-129.0
	-14.6

	PEP2
	LECFRAIWVK
	-56.5 
	-22.2
	-154.2
	-15.4

	PEP3
	LECFRAIWPK
	-61.5
	-37.0
	-104.9
	-13.8

	PEP4
	LECHRAIWHK
	-52.8
	-29.9
	-192.5
	-7.4

	PEP5
	LECHRAIWMK
	-53.6
	-34.2
	-91.5
	-17.1

	PEP6
	LECWRAIEVK
	-51.1
	-32.3
	-120.1
	-6.8

	PEP7
	LECWRAIELK
	-49.6
	-21.3
	-145.4
	-10.3

	PEP8
	LECWRAIEPK
	-49.6
	-27.1
	-172.7
	-6.4

	PEP9
	LECFRAIEIK
	-61.9
	-35.2
	-126.2
	-11.6

	PEP10
	LECHRAIEVK
	-48.6
	-33.7
	-132.2
	2.6

	PEP11
	LECHRAIELK
	-36.2
	-30.4
	-84.8
	-1.0

	PEP12
	LECWRAIEIK
	-54.9
	-30.8
	-170.2
	-8.8

	PEP13
	LECFRAIEVK
	-66.4
	-36.5
	-127.3
	-11.3

	PEP14
	LECFRAIELK
	-66.4
	-39.6
	-124.8
	-11.7

	PEP15
	LECFRAIEPK
	-61.5
	-37.3
	-121.7
	-11.2

	PEP16
	LECHRAIEIK
	-39.0
	-27.4
	-115.7
	-0.8

	PEP17
	LECHRAIEMK
	-67.6
	-41.1
	-177.5
	-0.4

	PEP18
	LECWRAICLK
	-51.1
	-21.1
	-147.0
	-10.9

	PEP19
	LECFRAICHK
	-65.0
	-37.7
	-128.0
	-13.1

	PEP20
	LECFRAICMK
	-69.7
	-38.8
	-136.6
	-12.3

	PEP21
	LECHRAICPK
	-59.1
	-35.9
	-173.3
	-4.9

	PEP22
	LECWRAICIK
	-61.5
	-32.6
	-167.6
	-11.7

	PEP23
	LECWRAICHK
	-58.4
	-30.3
	-181.7
	-12.6

	PEP24
	LECWRAICMK
	-56.6
	-34.6
	-147.9
	-10.4

	PEP25
	LECHRAICHK
	-48.1
	-31.3
	-119.3
	-6.8

	PEP26
	LECHRAICMK
	-67.9
	-36.4
	-174.7
	-5.8

	PEP27
	LECWRAIDVK
	-56.6
	-29.6
	-175.6
	-8.6

	PEP28
	LECWRAIDLK
	-49.5
	-35.1
	-82.7
	-9.6

	PEP29
	LECWRAIDPK
	-42.4
	-30.9
	-98.9
	-6.8

	PEP30
	LECFRAIDIK
	-60.6
	-36.2
	-116.7
	-11.3

	PEP31
	LECHRAIDVK
	-48.6
	-36.9
	-135.1
	3.1

	PEP32
	LECHRAIDLK
	-45.5
	-25.0
	-155.1
	-2.3

	PEP33
	LECHRAIDPK
	-42.6
	-33.0
	-120.0
	1.7

	PEP34
	LECWRAIDIK
	-58.7
	-30.0 
	-165.4
	-9.4

	PEP35
	LECFRAIDPK
	-63.2
	-36.9
	-119.8
	-11.2

	PEP36
	LECHRAIDIK
	-37.0
	-25.5
	-118.6
	2.4

	PEP37
	LECHRAIDHK
	-52.9
	-36.7
	-136.0
	-2.7

	PEP38
	LECHRAIDMK
	-41.6
	-31.8
	-128.6
	5.2

	PEP39
	LECWRAIFVK
	-55.5
	-24.5
	-115.2
	-19.1

	PEP40
	LECFRAIFIK
	-73.0
	-44.2
	-96.7
	-23.2

	PEP41
	LECHRAIFVK
	-53.9
	-34.5
	-141.9
	-0.6

	PEP42
	LECHRAIFLK
	-48.1 
	-25.3 
	-107.3
	-10.6

	PEP43
	LECWRAIFIK
	-53.7
	-21.9
	-120.7
	-18.5

	PEP44
	LECFRAIFVK
	-74.6
	-43.5
	-85.4
	-24.5

	PEP45
	LECHRAIFIK
	-50.4
	-29.5
	-134.1
	-0.9

	PEP46
	LECHRAIFMK
	-42.7
	-30.7 
	-108.7
	-1.0

	PEP47
	LECWRAIHLK
	-53.9
	-28.6
	-170.0
	-12.4

	PEP48
	LECHRAIHVK
	-53.4
	-34.4
	-99.2
	-12.1

	PEP49
	LECHRAIHLK
	-65.0
	-37.8
	-121.5
	-11.1

	PEP50
	LECWRAIHIK
	-50.5
	-29.3
	-164.1
	-9.5

	PEP51
	LECFRAIHVK
	-69.6
	-37.9
	-126.4
	-16.0

	PEP52
	LECHRAIHIK
	-49.5
	-30.8
	-150.5
	-4.1

	PEP53
	LECHRAIHHK
	-55.4
	-25.4
	-203.8
	-3.7

	PEP54
	LECHRAIHMK
	-39.8
	-28.1
	-114.6
	-2.2

	PEP55
	LECWRAIMVK
	-52.5
	-27.5
	-167.9
	-9.3

	PEP56
	LECFRAIMIK
	-73.1
	-37.8
	-149.3
	-12.3

	PEP57
	LECHRAIMVK
	-49.5
	-25.9
	-169.7
	-2.4

	PEP58
	LECHRAIMLK
	-75.2
	-42.7
	-171.0
	-5.7

	PEP59
	LECWRAIMIK
	-58.5
	-28.8
	-169.0
	-11.4

	PEP60
	LECFRAIMVK
	-68.1
	-38.3
	-142.8
	-12.2

	PEP61
	LECHRAIMIK
	-48.9
	-35.1
	-105.9
	-6.6

	PEP62
	LECHRAIMMK
	-38.0
	-28.4
	-97.9
	-3.9

	PEP63
	LECWRAIYVK
	-53.5
	-33.2
	-136.3
	-4.6

	PEP64
	LECWRAIYLK
	-51.9
	-29.9
	-121.7
	-11.1

	PEP65
	LECHRAIYVK
	-54.3
	-37.1
	-129.9
	-0.4

	PEP66
	LECHRAIYLK
	-57.3
	-28.3
	-205.6
	-3.3

	PEP67
	LECWRAIYIK
	-53.9
	-26.8
	-110.9
	-14.2

	PEP68
	LECWRAIYMK
	-49.5
	-29.7
	-109.8
	-5.0

	PEP69
	LECHRAIYIK
	-41.3
	-28.0
	-119.3
	-4.7

	PEP70
	LECHRAIYHK
	-51.0
	-21.6
	-222.6
	-3.0

	PEP71
	LECHRAIYMK
	-49.4
	-33.0
	-127.0
	-0.4







