Supplementary Table 1 Alanine scanning and the docking energies of peptides with SARS-CoV-2 spike protein predicted by pyDockWEB

	AA

No.
	Conf.
	Electrostatics
	Desolation
	vdW
	Total
	Rank

	--
	EQAKTFLDKFNHEAEDLFYQSSL
	-16.068
	-45.737
	59.323
	-55.873
	2

	23
	AQAKTFLDKFNHEAEDLFYQSSL
	-12.571
	-45.148
	29.991
	-55.721
	3

	24
	EAAKTFLDKFNHEAEDLFYQSSL
	-12.993
	-43.814
	15.395
	-55.267
	7

	25
	EQAKTFLDKFNHEAEDLFYQSSL
	-16.068
	-45.737
	59.323
	-55.873
	2

	26
	EQAATFLDKFNHEAEDLFYQSSL
	-15.282
	-46.026
	76.194
	-53.689
	13

	27
	EQAKAFLDKFNHEAEDLFYQSSL
	-13.483
	-46.049
	52.538
	-53.279
	16

	28
	EQAKTALDKFNHEAEDLFYQSSL
	-13.883
	-36.063
	58.417
	-44.104
	21

	29
	EQAKTFADKFNHEAEDLFYQSSL
	-13.225
	-45.922
	22.804
	-56.866
	1

	30
	EQAKTFLAKFNHEAEDLFYQSSL
	-14.653
	-44.574
	57.670
	-53.461
	14

	31
	EQAKTFLDAFNHEAEDLFYQSSL
	-15.199
	-44.616
	59.504
	-53.865
	12

	32
	EQAKTFLDKANHEAEDLFYQSSL
	-15.694
	-35.700
	41.877
	-47.206
	18

	33
	EQAKTFLDKFAHEAEDLFYQSSL
	-11.466
	-45.778
	31.894
	-54.055
	11

	34
	EQAKTFLDKFNAEAEDLFYQSSL
	-15.577
	-35.114
	36.478
	-47.043
	19

	35
	EQAKTFLDKFNHAAEDLFYQSSL
	-14.284
	-45.640
	53.797
	-54.545
	9

	36
	EQAKTFLDKFNHEAEDLFYQSSL
	-11.595
	-44.120
	14.642
	-54.251
	10

	37
	EQAKTFLDKFNHEAADLFYQSSL
	-14.294
	-45.205
	61.682
	-53.331
	15

	38
	EQAKTFLDKFNHEAEALFYQSSL
	-13.490
	-44.998
	52.234
	-53.265
	17

	39
	EQAKTFLDKFNHEAEDAFYQSSL
	-14.858
	-44.516
	40.698
	-55.305
	6

	40
	EQAKTFLDKFNHEAEDLAYQSSL
	-16.148
	-31.089
	42.415
	-42.996
	22

	41
	EQAKTFLDKFNHEAEDLFAQSSL
	-14.083
	-37.851
	21.376
	-49.797
	18

	42
	EQAKTFLDKFNHEAEDLFYASSL
	-14.924
	-44.481
	38.633
	-55.541
	4

	43
	EQAKTFLDKFNHEAEDLFYQASL
	-14.945
	-46.659
	60.667
	-55.537
	5

	44
	EQAKTFLDKFNHEAEDLFYQSAL
	-13.824
	-45.787
	45.989
	-55.013
	8

	45
	EQAKTFLDKFNHEAEDLFYQSSA
	-5.546
	-41.686
	7.966
	-46.436
	20

	*AA: Amino Acids

	FLDKFNHEAEDLFYQSSL (18aa)
	-16.779
	-43.474
	61.937
	-54.059


* vdW: van der Waals (vdW)
