Table S1. Templates chosen for homology modelling of corresponding peptides
	AMP 
	PDB accession number of best template
	Percentage identity to template (%)
	Resolution of template (Å)

	Amp21
	5C6U_A
	80.00%
	1.83

	Amp32
	4DCS_A
	75.00%
	2.25

	Amp43
	4UNI_A
	90.00%
	2.6

	Amp164
	7ZC1_B
	71.43%
	 3.8

	Amp175
	7ALL_AAA
	61.90%
	1.63

	Amp186
	7VDT_A
	100%
	2.8

	Amp207
	6EY4_A
	71.43%
	2

	Amp218
	1DD5_A
	40.54%
	2.55

	Amp239
	7ML9_A
	80%
	1.94

	Amp2410
	4N7B_A
	57.14%
	2.198



[bookmark: _GoBack]Table S2. Average pLDDT score per residue corresponding to all the peptides
	AMP 
	Average pLDDT score per residue

	Amp21
	86.99

	Amp32
	80.26

	Amp43
	93.07

	Amp164
	72.86

	Amp175
	78.73

	Amp186
	74.38

	Amp207
	77.08

	Amp218
	87.10

	Amp239
	83.57

	Amp2410
	82.66



Table S3. RMSD Analysis of Superimposed Peptide Structures Modeled Using Different Algorithms
	AMP 
	No. of residues aligned
	RMSD (Å)
	Total no. of residues

	Amp21
	24 to 24
	8.906
	24


	
	21 to 21
	6.623
	

	
	16 to 16
	0.601
	

	Amp32
	19 to 19
	9.181
	19


	
	19 to 19
	8.305
	

	
	19 to 19
	10.252
	

	Amp43
	24 to 24
	7.100
	24


	
	23 to 23
	6.984
	

	
	24 to 24
	4.583
	

	Amp164
	29 to 29
	6.471
	30


	
	30 to 30
	9.746
	

	
	29 to 29
	8.570
	

	Amp175
	23 to 23
	4.625
	25


	
	18 to 18
	0.712
	

	
	20 to 20
	0.887
	

	Amp186
	26 to 26
	7.125
	28


	
	22 to 22
	4.223
	

	
	28 to 28
	9.581
	

	Amp207
	22 to 22
	9.887
	22


	
	22 to 22
	7.527
	

	
	22 to 22
	9.210
	

	Amp218
	29 to 29
	10.330
	30


	
	26 to 26
	0.739
	

	
	28 to 28
	1.126
	

	Amp239
	19 to 19
	7.409
	19


	
	19 to 19
	8.162
	

	
	19 to 19
	6.677
	

	Amp2410
	28 to 28
	7.661
	28

	
	21 to 21
	0.926
	




Table S4. Distribution of residues in the Ramachandran plot
	AMP21
	AlphaFold
	Homology Modeling mod
	PEP-FOLD
	Threading

	residues in most favoured regions ( A, B,L)
	21
	18
	20
	6

	residues in additional allowed regions (a, b, l, p)
	0
	3
	1
	10

	residues in generously allowed regions (-a,-b,-l,-p)
	0
	0
	0
	1

	residues in disallowed regions
	0
	0
	0
	4

	
	
	
	
	

	AMP32
	
	
	
	

	residues in most favoured regions
	13
	13
	12
	7

	residues in additional allowed regions
	1
	0
	2
	6

	residues in generously allowed regions
	0
	1
	0
	1

	residues in disallowed regions
	0
	0
	0
	0

	
	
	
	
	

	AMP43
	
	
	
	

	residues in most favoured regions
	20
	17
	19
	17

	residues in additional allowed regions
	0
	1
	1
	3

	residues in generously allowed regions
	0
	2
	0
	0

	residues in disallowed regions
	
	
	
	0

	
	
	
	
	

	AMP164
	
	
	
	

	residues in most favoured regions
	17
	18
	12
	11

	residues in additional allowed regions
	2
	1
	6
	8

	residues in generously allowed regions
	0
	0
	1
	0

	residues in disallowed regions
	0
	0
	0
	0

	
	
	
	
	

	AMP175
	
	
	
	

	residues in most favoured regions
	17
	17
	19
	18

	residues in additional allowed regions
	2
	1
	0
	1

	residues in generously allowed regions
	0
	1
	0
	0

	residues in disallowed regions
	0
	0
	0
	0

	
	
	
	
	

	AMP186
	
	
	
	

	residues in most favoured regions
	25
	17
	15
	12

	residues in additional allowed regions
	0
	6
	8
	9

	residues in generously allowed regions
	0
	2
	2
	1

	residues in disallowed regions
	0
	0
	0
	3

	
	
	
	
	

	AMP207
	
	
	
	

	residues in most favoured regions
	16
	16
	18
	6

	residues in additional allowed regions
	2
	1
	0
	9

	residues in generously allowed regions
	0
	1
	0
	3

	residues in disallowed regions
	0
	0
	0
	0

	
	
	
	
	

	AMP218
	
	
	
	

	residues in most favoured regions
	27
	25
	26
	26

	residues in additional allowed regions
	0
	1
	0
	1

	residues in generously allowed regions
	0
	1
	1
	0

	residues in disallowed regions
	0
	0
	0
	0

	
	
	
	
	

	AMP239
	
	
	
	

	residues in most favoured regions
	16
	14
	12
	7

	residues in additional allowed regions
	
	2
	3
	7

	residues in generously allowed regions
	0
	0
	1
	2

	residues in disallowed regions
	0
	0
	0
	0

	
	
	
	
	

	AMP2410
	
	
	
	

	residues in most favoured regions
	21
	24
	22
	23

	residues in additional allowed regions
	5
	2
	4
	3

	residues in generously allowed regions
	0
	0
	0
	0

	residues in disallowed regions
	0
	0
	0
	0




Table S5. VADAR results for structures obtained via Homology Modeling, Threading, AlphaFold and PEP-FOLD

	AMP
	Features
	Homology modelling (observed)
	Threading (observed)
	AlphaFold (observed)
	PEP-FOLD (observed)
	Expected

	AMP21
	Helix
	0   (  0%) 
	0   (  0%) 
	20   ( 83%)  
	 14   ( 58%) 
	

	
	Beta
	0   (  0%) 
	3   ( 12%)
	 0   (  0%) 
	 0   (  0%)    
	

	
	Coil
	24   (100%)
	21   ( 87%)
	 4   ( 16%) 
	 10   ( 41%) 
	

	
	Turn
	4   ( 16%)     
	0   (  0%) 
	 0   (  0%) 
	0   (  0%) 
	

	
	Mean H-bond distance (Å)
	3.2 sd=0.0
	2.2 sd=0.2 
	2.2 sd=0.4 
	  2.2 sd=0.4    
	 2.2 sd=0.4  

	
	Mean H-bond energy (kcal/mol)
	0.0 sd=0.0 
	-1.2 sd=0.5
	-1.9 sd=1.1 
	 -2.0 sd=1.3
	-2.0 sd=0.8

	
	res with H-bonds
	2   (  8%)
	7   ( 29%) 
	 22   ( 91%)  
	17   ( 70%) 
	18   ( 75%)

	
	Free energy of Folding (kcal/mol)
	-9.77
	-5.51
	-11.36
	-8.33
	-7.74

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP32
	Helix
	0   (  0%)
	0   (  0%) 
	 17   ( 89%) 
	 7   ( 36%)
	

	
	Beta
	7   ( 36%)
	8   ( 42%) 
	 0   (  0%) 
	 0   (  0%)  
	

	
	Coil
	12   ( 63%)
	11   ( 57%) 
	2   ( 10%)   
	12   ( 63%)  
	

	
	Turn
	0   (  0%)
	4   ( 21%)
	0   (  0%)
	 4   ( 21%)   
	

	
	Mean H-bond distance (Å)
	2.0 sd=0.2
	2.1 sd=0.1 
	 2.2 sd=0.3
	 2.2 sd=0.3  
	2.2 sd=0.4  

	
	Mean H-bond energy (kcal/mol)
	-2.6 sd=0.6 
	-1.5 sd=0.5  
	-1.7 sd=1.0 
	-1.8 sd=1.1 
	-2.0 sd=0.8 

	
	res with H-bonds
	7   ( 36%)
	6   ( 31%)
	18   ( 94%)
	  13   ( 68%)  
	14   ( 75%)

	
	Free energy of Folding (kcal/mol)
	-11.05
	-3.96
	-5.92
	-4.66
	-2.79

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP43
	Helix
	0   (  0%)
	18   ( 75%)  
	21   ( 87%) 
	 18   ( 75%)
	

	
	Beta
	0   (  0%)
	 0   (  0%) 
	 0   (  0%) 
	0   (  0%)
	

	
	Coil
	 24   (100%)
	6   ( 25%)
	 3   ( 12%)  
	 6   ( 25%) 
	

	
	Turn
	0   (  0%)
	12   ( 50%) 
	 4   ( 16%) 
	 4   ( 16%) 
	

	
	Mean H-bond distance (Å)
	0.0 sd=0.0
	2.2 sd=0.4 
	2.4 sd=0.4
	2.3 sd=0.4   
	 2.2 sd=0.4  

	
	Mean H-bond energy (kcal/mol)
	0.0 sd=0.0
	-1.5 sd=1.0 
	-1.2 sd=1.0 
	-1.5 sd=1.1
	-2.0 sd=0.8

	
	res with H-bonds
	0   (  0%) 
	23   ( 95%)
	24   (100%)  
	 22   ( 91%)   
	18   ( 75%)   

	
	Free energy of Folding (kcal/mol)
	-11.28
	-7.51
	-12.32
	-8.87
	-7.74

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP164
	Helix
	0   (  0%)
	0   ( 0%)
	18   ( 60%)
	 7   ( 23%) 
	

	
	Beta
	0   (  0%)
	4   ( 13%) 
	  0   (  0%)
	0   (  0%)  
	

	
	Coil
	30   (100%) 
	 26   ( 86%) 
	 12   ( 40%) 
	23   ( 76%) 
	

	
	Turn
	0   (  0%)
	 4   (  13%)
	 4   ( 13%) 
	 4   ( 13%) 
	

	
	Mean H-bond distance (Å)
	2.5 sd=0.0 
	 2.7 sd=0.4 
	 2.3 sd=0.4 
	 2.3 sd=0.3  
	2.2 sd=0.4    

	
	Mean H-bond energy (kcal/mol)
	-1.2 sd=0.0 
	-0.5   sd=0.8
	-1.6 sd=1.1
	 -1.2 sd=0.9  
	-2.0 sd=0.8 

	
	res with H-bonds
	2   (  6%)
	19   ( 63%)
	 22   ( 73%) 
	12   ( 40%) 
	 22   ( 75%) 

	
	Free energy of Folding (kcal/mol)
	-2.78
	-8.07
	-8.62
	-15.03
	-13.68

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP175
	Helix
	 17   ( 68%) 
	13   ( 52%)
	 18   ( 60%)  
	 17   ( 68%)  
	

	
	Beta
	0   (  0%)
	 0   (  0%)
	  0   (  0%) 
	 0   (  0%)
	

	
	Coil
	8   ( 32%)
	12   ( 48%)
	 12   ( 40%)
	8   ( 32%)  
	

	
	Turn
	0   (  0%)
	4   ( 16%)   
	 4   ( 13%) 
	4   ( 16%) 
	

	
	Mean H-bond distance (Å)
	2.3 sd=0.4
	2.3 sd=0.3
	 2.3 sd=0.4 
	2.2 sd=0.4 
	2.2 sd=0.4   

	
	Mean H-bond energy (kcal/mol)
	-1.5 sd=1.2 
	-1.4 sd=1.0  
	-1.6 sd=1.1
	 -1.6 sd=1.2 
	-2.0 sd=0.8  

	
	res with H-bonds
	20   ( 80%)     
	21   ( 84%) 
	 22   ( 73%) 
	 22   ( 88%)    
	22   ( 75%)

	
	Free energy of Folding (kcal/mol)
	-9.91
	-6.94
	-8.62
	-13.41
	-13.68

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP 2410
	Helix
	 6   ( 21%)
	22(78%)
	 19   ( 67%)   
	 21   ( 75%) 
	

	
	Beta
	 0   (  0%)
	 0   (  0%)
	 0   (  0%)
	 0   (  0%) 
	

	
	Coil
	  22   ( 78%) 
	6   ( 21%)
	9   ( 32%)   
	 7   ( 25%) 
	

	
	Turn
	 8   ( 28%) 
	 4   ( 14%)   
	 0   (  0%) 
	 0   (  0%)  
	

	
	Mean H-bond distance (Å)
	2.5 sd=0.3
	  2.2 sd=0.3 
	2.2 sd=0.3   
	 2.2 sd=0.4 
	 2.2 sd=0.4  

	
	Mean H-bond energy (kcal/mol)
	 -0.7 sd=0.8 
	-1.9 sd=0.8
	-2.0 sd=1.0
	-1.8 sd=1.2   
	-2.0 sd=0.8 

	
	res with H-bonds
	14   ( 50%)  
	 28   (100%) 
	21   ( 75%) 
	 26   ( 92%) 
	 21   ( 75%)

	
	Free energy of Folding (kcal/mol)
	-12.84
	-13.08
	-14.95
	-14.97
	-11.7

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP 239
	Helix
	 0   (  0%) 
	 0   (  0%) 
	 14   ( 73%) 
	0   (  0%)  
	

	
	Beta
	 0   (  0%)
	 0   (  0%) 
	 0   (  0%)
	0   (  0%) 
	

	
	Coil
	 19   (100%)
	 0   (  0%) 
	 5   ( 26%) 
	 19   (100%) 
	

	
	Turn
	0   (  0%) 
	0   (  0%)
	 0   (  0%)
	8   ( 42%) 
	

	
	Mean H-bond distance (Å)
	  0.0 sd=0.0 
	2.0 sd=0.1
	2.3 sd=0.4 
	2.2 sd=0.5   
	2.2 sd=0.4 

	
	Mean H-bond energy (kcal/mol)
	 0.0 sd=0.0
	-1.3 sd=0.2  
	-1.5 sd=1.0 
	 -1.5 sd=1.4 
	-2.0 sd=0.8 

	
	res with H-bonds
	 0   (  0%) 
	4   ( 21%)
	 17   ( 89%)  
	  8   ( 42%)
	 14   ( 75%)    

	
	Free energy of Folding (kcal/mol)
	-2.38
	3.99
	-7.6
	-1.77
	-2.79

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP 218
	Helix
	26   ( 86%)
	26   ( 86%) 
	25   ( 83%) 
	 25   ( 83%) 
	

	
	Beta
	0   (  0%) 
	 0   (  0%) 
	 0   (  0%) 
	 0   (  0%)
	

	
	Coil
	 4   ( 13%) 
	4   ( 13%) 
	 5   ( 16%)  
	5   ( 16%)    
	

	
	Turn
	4   ( 13%) 
	4   ( 13%)
	 4   ( 13%)
	4   ( 13%)    
	

	
	Mean H-bond distance (Å)
	2.2 sd=0.3 
	 2.2 sd=0.3 
	2.1 sd=0.2
	 2.0 sd=0.3 
	 2.2 sd=0.4 

	
	Mean H-bond energy (kcal/mol)
	-1.7 sd=1.1  
	-1.8 sd=0.9 
	-2.0 sd=0.8 
	-2.5 sd=1.0  
	 -2.0 sd=0.8 

	
	res with H-bonds
	29   ( 96%)
	 30   (100%) 
	27   ( 90%) 
	28   ( 93%) 
	22   ( 75%) 

	
	Free energy of Folding (kcal/mol)
	-12.27
	10.41
	-8.1
	-4.86
	-13.68

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP 207
	Helix
	   0   (  0%)
	0   (  0%)
	  19   ( 86%) 
	 11   ( 50%) 
	

	
	Beta
	 9   ( 40%) 
	0   (  0%) 
	 0   (  0%)  
	  0   (  0%)
	

	
	Coil
	 13   ( 59%)  
	 22   (100%)
	 3   ( 13%) 
	11   ( 50%) 
	

	
	Turn
	 0   (  0%) 
	 4   ( 18%)  
	 0   (  0%)
	 12   ( 54%) 
	

	
	Mean H-bond distance (Å)
	2.2 sd=0.3 
	 2.5 sd=0.4 
	2.5 sd=0.2 
	 2.4 sd=0.5 
	 2.2 sd=0.4 

	
	Mean H-bond energy (kcal/mol)
	-1.9 sd=0.6 
	-0.5 sd=0.6 
	-1.2 sd=0.7  
	-1.3 sd=1.1  
	 -2.0 sd=0.8  

	
	res with H-bonds
	10   ( 45%) 
	 13   ( 59%) 
	 20   ( 90%) 
	17   ( 77%) 
	16   ( 75%) 

	
	Free energy of Folding (kcal/mol)
	-6.64
	1.01
	-8.11
	-5.44
	-5.76

	
	
	
	
	
	
	

	
	
	
	
	
	
	

	AMP 186
	Helix
	0   (  0%)
	 9   ( 32%) 
	27   ( 96%) 
	10   ( 35%)
	

	
	Beta
	 0   (  0%)
	 0   (  0%)
	 0   (  0%)
	0   (  0%)
	

	
	Coil
	 28   (100%)
	19   ( 67%)
	 1   (  3%)
	18   ( 64%)
	

	
	Turn
	8   ( 28%)
	19   ( 67%)
	4   ( 14%) 
	 0   (  0%) 
	

	
	Mean H-bond distance (Å)
	 2.6 sd=0.3
	 2.2 sd=0.4
	2.2 sd=0.3 
	  2.3 sd=0.4  
	 2.2 sd=0.4 

	
	Mean H-bond energy (kcal/mol)
	 2.6 sd=0.3
	-1.6 sd=1.1 
	-1.9 sd=0.8
	-1.5 sd=1.2 
	-2.0 sd=0.8 

	
	res with H-bonds
	11   ( 39%)
	 17   ( 60%) 
	28   (100%)
	 19   ( 67%)   
	21   ( 75%) 

	
	Free energy of Folding (kcal/mol)
	-4.83
	-7.53
	-9.77
	-12.56
	-11.7

	
	
	
	
	
	
	

	
	
	
	
	
	
	




Table S6. Results for structural dynamics from the MD simulation analysis for all peptides structured by the four modeling algorithms

	Peptide
	Algorithm
	RMSD (nm)
	RMSF (nm)
	Rg (nm)
	SASA (nm2)
	Gibbs’ free energy (kcal/mol)

	

AMP21
	AlphaFold
	0.44±0.10
	0.25±0.11
	0.95±0.17
	29.51±1.15
	9.60±3.85

	
	PEP-FOLD
	0.55±0.16
	0.33±0.18
	0.89±0.16
	30.05±1.66
	8.49±3.83

	
	Homology Modeling
	0.96±0.26
	0.69±0.17
	0.96±0.26
	33.18±3.24
	9.58±3.78

	
	Threading
	1.07±0.25
	0.77±0.29
	1.10±0.29
	34.89±3.04
	9.85±3.80

	

AMP32
	AlphaFold
	0.39±0.12
	0.28±0.09
	0.76±0.14
	22.96±0.90
	11.34±3.51

	
	PEP-FOLD
	0.57±0.15
	0.36±0.12
	0.69±0.11
	23.00±1.66
	7.91±3.68

	
	Homology Modeling
	0.51±0.08
	0.28±0.11
	0.77±0.12
	23.66±0.91
	9.62±3.83

	
	Threading
	0.52±0.08
	0.29±0.10
	0.71±0.11
	22.35±1.26
	11.85±3.69

	

AMP43
	AlphaFold
	0.58±0.14
	0.47±0.18
	0.93±0.21
	28.29±1.60
	9.10±3.84

	
	PEP-FOLD
	0.46±0.07
	0.27±0.12
	0.68±0.07
	23.80±1.22
	9.62±3.98

	
	Homology Modeling
	0.85±0.13
	0.63±0.15
	0.91±0.21
	30.53±2.48
	10.00±3.72

	
	Threading
	0.63±0.21
	0.46±0.16
	0.75±0.14
	24.37±1.72
	14.13±3.74

	

AMP164
	AlphaFold
	0.80±0.14
	0.60±0.15
	0.86±0.15
	31.12±2.43
	9.33±3.83

	
	PEP-FOLD
	0.80±0.13
	0.53±0.21
	0.80±0.13
	31.34±2.51
	12.75±3.85

	
	Homology Modeling
	1.04±0.20
	0.69±0.16
	1.32±0.34
	39.40±2.69
	6.54±3.71

	
	Threading
	0.78±0.17
	0.54±0.14
	0.81±0.14
	30.41±3.23
	11.33±3.65

	

AMP175
	AlphaFold
	0.70±0.15
	0.42±0.14
	0.93±0.17
	30.47±2.47
	9.08±3.89

	
	PEP-FOLD
	0.35±0.05
	0.20±0.11
	0.72±0.07
	26.92±1.40
	10.06±4.06

	
	Homology Modeling
	0.65±0.08
	0.41±0.18
	0.89±0.15
	29.96±1.69
	9.44±3.86

	
	Threading
	0.76±0.12
	0.52±0.16
	0.85±0.14
	30.07±1.91
	7.72±3.79

	

AMP186
	AlphaFold
	0.84±0.20
	0.65±0.16
	1.08±0.23
	41.10±2.39
	8.84±3.67

	
	PEP-FOLD
	0.68±0.11
	0.42±0.09
	0.90±0.14
	37.84±1.68
	8.77±3.81

	
	Homology Modeling
	1.08±0.19
	0.75±0.16
	1.20±0.35
	44.15±2.78
	8.28±3.84

	
	Threading
	0.86±0.19
	0.54±0.11
	0.88±0.19
	37.05±3.06
	14.23±3.68

	

AMP207
	AlphaFold
	0.71±0.18
	0.53±0.24
	0.81±0.18
	28.38±2.32
	14.16±3.89

	
	PEP-FOLD
	0.66±0.10
	0.38±0.14
	0.76±0.09
	27.77±1.62
	12.59±3.60

	
	Homology Modeling
	0.63±0.14
	0.38±0.18
	0.78±0.11
	28.78±2.16
	10.14±3.83

	
	Threading
	0.94±0.19
	0.68±0.20
	0.93±0.21
	31.80±2.22
	10.20±3.87

	

AMP218
	AlphaFold
	0.57±0.13
	0.32±0.18
	1.10±0.26
	37.44±1.17
	9.88±3.80

	
	PEP-FOLD
	0.49±0.08
	0.30±0.16
	1.09±0.25
	36.93±1.37
	8.10±3.89

	
	Homology Modeling
	0.30±0.02
	0.15±0.07
	0.79±0.06
	30.99±1.06
	12.60±3.79

	
	Threading
	0.42±0.07
	0.24±0.14
	1.07±0.28
	35.89±1.18
	10.30±3.95

	

AMP239
	AlphaFold
	0.42±0.08
	0.23±0.09
	0.73±0.11
	25.12±0.99
	10.69±3.80

	
	PEP-FOLD
	0.83±0.21
	0.61±0.20
	0.88±0.22
	27.58±3.38
	15.11±3.41

	
	Homology Modeling
	0.81±0.11
	0.56±0.11
	1.08±0.27
	30.86±1.58
	7.25±3.71

	
	Threading
	0.94±0.16
	0.60±0.16
	0.91±0.19
	28.95±1.93
	7.78±3.88

	

AMP2410
	AlphaFold
	0.79±0.12
	0.59±0.15
	1.15±0.22
	42.55±1.37
	7.59±3.86

	
	PEP-FOLD
	0.89±0.15
	0.68±0.23
	0.95±0.20
	42.64±3.50
	10.21±3.81

	
	Homology Modeling
	1.18±0.15
	0.80±0.25
	1.21±0.34
	45.15±3.22
	8.28±3.88

	
	Threading
	0.66±0.16
	0.50±0.17
	1.00±0.22
	41.55±1.56
	7.55±3.84





Table S7. Results for PC variation (for essential dynamics) from the MD simulation analysis for all peptides structured by the four modeling algorithms

	Peptide
	Algorithm
	Minima
	Maxima
	Variation

	
	
	PC1
	PC2
	PC1
	PC2
	PC1
	PC2

	


AMP21
	AlphaFold
	-2.6
	-1.91
	2.84
	3.6
	5.44
	5.51

	
	PEP-FOLD
	-3.6
	-3.3
	4.3
	3.51
	7.9
	6.81

	
	Homology Modeling
	-6.29
	-4.88
	8.27
	5.36
	14.56
	10.24

	
	Threading
	-9.22
	-8.15
	9.60
	5.69
	18.82
	13.84

	


AMP32
	AlphaFold
	-1.67
	-2.70
	4.44
	2.28
	6.11
	4.98

	
	PEP-FOLD
	-2.65
	-2.39
	4.11
	3.44
	6.76
	5.83

	
	Homology Modeling
	-2.66
	-3.88
	3.96
	2.25
	6.62
	6.13

	
	Threading
	-1.36
	-1.74
	4.13
	2.15
	5.49
	3.89

	


AMP43
	AlphaFold
	-5.22
	-5.43
	5.56
	3.52
	10.78
	8.95


	
	PEP-FOLD
	-2.80
	-2.34
	3.37
	3.36
	6.17
	5.7


	
	Homology Modeling
	-5.76
	-7.68
	7.83
	4.41
	13.59
	12.09


	
	Threading
	-3.76
	-3.09
	5.20
	4.10
	8.96
	7.19


	


AMP164
	AlphaFold
	-7.79
	-6.25
	5.20
	4.53
	12.99
	10.78


	
	PEP-FOLD
	-9.07
	-7.32
	4.82
	7.93
	13.89
	15.25


	
	Homology Modeling
	-7.97
	-5.85
	10.30
	5.21
	18.27
	11.06


	
	Threading
	-3.40
	-4.63
	9.21
	5.98
	12.61
	10.61


	


AMP175
	AlphaFold
	-5.51
	-3.40
	5.35
	2.72
	10.86
	6.12


	
	PEP-FOLD
	-2.12
	-1.49
	4.11
	2.28
	6.23
	3.77


	
	Homology Modeling
	-4.15
	-3.11
	5.72
	3.08
	9.87
	6.19


	
	Threading
	-4.79
	-3.21
	6.91
	3.48
	11.7
	6.69


	

AMP186
	AlphaFold
	-5.42
	-5.33
	7.07
	6.02
	12.49
	11.35


	
	PEP-FOLD
	-2.66
	-3.21
	5.53
	3.08
	8.19
	6.29


	
	Homology Modeling
	-10.19
	-5.64
	8.72
	5.94
	18.91
	11.58


	
	Threading
	-11.56
	-3.80
	4.67
	6.06
	16.23
	9.86


	


AMP207
	AlphaFold
	-4.33
	-3.40
	5.92
	4.67
	10.25
	8.07


	
	PEP-FOLD
	-2.59
	-4.02
	6.01
	2.44
	8.6
	6.46


	
	Homology Modeling
	-3.15
	-3.49
	3.18
	2.68
	6.33
	6.17


	
	Threading
	-9.48
	-3.84
	4.99
	6.72
	14.47
	10.56


	


AMP218
	AlphaFold
	-3.46
	-5.17
	3.51
	3.08
	6.97
	8.25


	
	PEP-FOLD
	-3.49
	-4.05
	3.90
	3.01
	7.39
	7.06


	
	Homology Modeling
	-0.94
	-2.13
	1.95
	1.98
	2.89
	4.11


	
	Threading
	-3.43
	-3.76
	3.04
	2.50
	6.47
	6.26


	


AMP239
	AlphaFold
	-2.33
	-1.83
	2.22
	1.70
	4.55
	3.53


	
	PEP-FOLD
	-3.77
	-4.05
	8.21
	4.53
	11.98
	8.58


	
	Homology Modeling
	-4.34
	-3.54
	6.91
	3.68
	11.25
	7.22


	
	Threading
	-5.56
	-5.06
	5.21
	4.06
	10.77
	9.12


	


AMP2410
	AlphaFold
	-5.63
	-3.31
	5.25
	3.41
	10.88
	6.72


	
	PEP-FOLD
	-10.01
	-4.40
	6.79
	4.39
	16.8
	8.79


	
	Homology Modeling
	-9.39
	-4.86
	10.13
	6.79
	19.52
	11.65


	
	Threading
	-4.69
	-3.75
	7.18
	3.40
	11.87
	7.15




