Table S5. Number of DQ binders and their average predicted pIC50 values of the protein fragments generated after the in silico digestion.
	allergen  
	DQA1*0101/ DQB1*0501
	DQA1*0102 /DQB1*0602
	DQA1*0301/ DQB1*0302
	DQA1*0401/ DQB1*0402
	DQA1*0501 /DQB1*0301
	

	
	pIC50
	n
	pIC50
	n
	pIC50
	n
	pIC50
	n
	pIC50
	n
	average pIC50
	total n

	alpha-lactalbumin (Bos d 4)
	6.800
	1
	6.418
	4
	6.962
	4
	6.836
	4
	7.233
	4
	6.850
	17

	beta-lactoglobulin (Bos d 5)
	
	
	
	
	
	
	
	
	
	
	-
	

	serum albumin (Bos d 6)
	7.242
	2
	6.838
	3
	7.260
	2
	7.369
	2
	6.789
	4
	7.100
	13

	alpha-S1-casein (Bos d 9)
	6.575
	8
	6.889
	12
	6.944
	12
	6.896
	11
	7.059
	15
	6.873
	58

	alpha-S2-casein (Bos d 10)
	6.508
	5
	6.790
	9
	6.829
	5
	6.778
	6
	6.869
	7
	6.755
	32

	beta-casein (Bos d 11)
	6.596
	2
	6.757
	3
	7.098
	4
	7.166
	3
	7.234
	4
	6.970
	16

	kappa-casein (Bos d 12)
	6.644
	17
	6.918
	24
	7.203
	16
	7.006
	20
	7.122
	22
	6.979
	101

	lactotransferrin (Bos d LF)
	6.786
	8
	6.914
	15
	6.700
	11
	6.701
	9
	6.794
	16
	6.779
	59

	lactoperoxidase (Bos d Lp)
	6.529
	5
	6.834
	10
	7.053
	8
	6.891
	9
	7.126
	11
	6.887
	43

	average pIC50/ total binders  
	6.710
	47
	6.795
	76
	7.006
	58
	6.955
	60
	7.028
	79
	6.899
	320

	
	
	
	
	
	
	
	
	
	
	
	
	

	ovomucoid (Gal d 1)
	6.329
	2
	6.584
	7
	7.116
	8
	7.071
	7
	7.267
	9
	6.873
	33

	ovalbumin (Gal d 2)
	6.655
	7
	6.790
	15
	7.053
	8
	6.887
	9
	7.093
	11
	6.896
	50

	ovotransferrin (Gal d 3)
	6.584
	15
	6.705
	23
	6.892
	14
	6.729
	13
	6.835
	24
	6.749
	89

	lysozym C (Gal d 4)
	
	
	6.620
	2
	7.885
	1
	7.740
	1
	8.173
	1
	7.605
	5

	alpha-livetin (Gal d 5)
	6.497
	8
	6.918
	8
	6.835
	9
	7.096
	7
	6.792
	14
	6.828
	46

	vitellogenin (Gal d 6)
	6.672
	35
	6.712
	113
	7.027
	52
	7.054
	45
	6.894
	90
	6.872
	335

	average pIC50/ total binders
	6.547
	67
	6.722
	168
	7.135
	92
	7.096
	82
	7.176
	149
	6.935
	558


