Table S1: The Binding free energies (B.F.E) of amino acid residues of peptide substituted with alanine.
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	Binding free energy (B.F.E) kJ/mole

	Met1
	-3.41

	Pro3
	22.5743

	Gln31
	-49.8732

	Pro35
	-17.44

	His40
	10.293

	Phe41
	53.59

	Gly42
	-34.1565

	Arg43
	38.56

	Arg45
	-11.1382

	His46
	62.04

	Val70
	-29.525

	Gln71
	-31.39

	Asn72
	-46.8608
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	Amino acid residue

	Peptide bound to Myricetin
	Peptide

	 
	 
	SASA (Å2)
	SASA (Å2)

	1
	MET
	101.331
	111.598

	2
	LYS
	149.832
	150.011

	3
	PRO
	0
	1.141

	4
	VAL
	69.386
	61.247

	5
	LEU
	2.48
	2.562

	6
	ALA
	42.318
	38.872

	7
	PHE
	2.528
	3.095

	8
	LYS
	155.122
	155.684

	9
	HIS
	184.807
	185.452

	10
	GLY
	39.701
	39.505

	11
	ASN
	29.497
	29.559

	12
	PHE
	89.958
	91.202

	13
	ASP
	112.389
	112.425

	14
	SER
	65.207
	63.257

	15
	LEU
	46.098
	45.644

	16
	PRO
	96.418
	94.256

	17
	GLN
	68.997
	69.011

	18
	LEU
	5.95
	4.767

	19
	MET
	24.603
	24.717

	20
	GLU
	140.845
	143.692

	21
	ILE
	59.221
	68.462

	22
	SER
	95.931
	94.645

	23
	SER
	113.637
	114.521

	24
	ILE
	24.795
	29.475

	25
	LYS
	160.058
	149.066

	26
	LYS
	117.955
	120.25

	27
	ILE
	118.03
	139.479

	28
	GLY
	35.761
	36.153

	29
	TRP
	121.923
	119.672

	30
	VAL
	72.407
	67.527

	31
	GLN
	55.489
	84.199

	32
	TRP
	5.039
	5.185

	33
	LEU
	27.011
	27.692

	34
	ILE
	89.317
	126.428

	35
	PRO
	1.659
	14.932

	36
	VAL
	3.967
	3.894

	37
	VAL
	77.766
	78.338

	38
	SER
	58.864
	58.37

	39
	GLN
	93.709
	94.233

	40
	HIS
	77.55
	119.28

	41
	PHE
	0
	40.989

	42
	GLY
	8.159
	9.39

	43
	ARG
	126.891
	167.486

	44
	LEU
	109.168
	110.468

	45
	ARG
	117.306
	118.968

	46
	HIS
	0.726
	1.763

	47
	VAL
	3.563
	4.47

	48
	ASN
	112.594
	112.553

	49
	CYS
	56.648
	56.098

	50
	LEU
	11.393
	11.51

	51
	SER
	14.727
	14.496

	52
	PRO
	133.94
	133.415

	53
	GLY
	29.719
	29.833

	54
	VAL
	141.664
	141.791

	55
	GLN
	126.657
	126.309

	56
	ASP
	77.441
	77.678

	57
	GLN
	11.328
	11.669

	58
	PRO
	1.001
	1.001

	59
	GLY
	16.57
	16.91

	60
	GLN
	82.889
	81.769

	61
	HIS
	127.368
	126.923

	62
	GLY
	64.268
	64.852

	63
	GLU
	174.913
	174.434

	64
	THR
	55.576
	56.169

	65
	PRO
	86.821
	87.077

	66
	SER
	5.307
	5.273

	67
	LEU
	36.141
	36.534

	68
	PRO
	58.826
	58.315

	69
	LYS
	67.838
	67.776

	70
	VAL
	0
	11.36

	71
	GLN
	42.373
	62.383

	72
	ASN
	133.734
	137.928















			
