Supplementary Table 1. Cation- π interaction forming residue, total interaction energy, distances of residues in immunoglobulin protein

	PDB Code
	Chain
	cation residues                  
	π residues                   
	Total no of cation-π

interactions
	E(es)

kcal/mol
	E(vdw)

kcal/mol
	Etotal

kcal/mol
	Total cation- π energy (kcal/mol)
	Distance between cation- π Residues

	1IGM 
	H
	ARG47        

ARG61

ARG19

ARG100

LYS98

LYS98
	PHE62        

PHE62

TYR80 

TYR49

PHE27

PHE32
	6


	-1.64

-1.46

-1.93

-3.38

-3.90

-3.47
	-1.16

-1.62

-2.30

-3.74

-0.30

-1.04
	-2.80

-3.08

-4.23

-7.12

-4.20

-4.51
	-25.94
	15

1

61

51

71

66

	1WZ1 
	H
	ARG74

ARG52

ARG52

LYS19
	PHE29

TYR61

TRP33

TYR82
	4
	-2.42

-3.86

-6.23

-3.66
	-2.53

-0.99

-0.76

-0.78


	-4.95

-4.85

-7.01

-4.44


	-21.25
	45

9

19

63

	1CFV 
	H
	ARG72

ARG98

ARG34

ARG34

ARG98

LYS55
	PHE29

PHE27

TYR37

TYR104

TYR32

TYR37
	6
	-2.68

-3.92

-1.16

-1.22

-4.72

-4.33
	-2.18

-1.94

-1.03

-2.51

-3.65

-1.58


	-4.86

-5.86

-2.19

-3.73

-8.37

-5.91
	-30.92


	43

71

3

70

66

20

	1A4J 


	H
	ARG66

ARG103

ARG104

LYS19


	PHE67

TYR54

TYR37

TYR80
	4
	-1.02

-4.40

-3.55

-2.60
	-1.35

-1.49

-3.35

-0.88


	-2.37

-5.89

-6.9

-3.48
	-18.64


	1

49

65

61

	1A4K 


	H
	ARG99

ARG100

LYS19
	TYR49

TYR32

TYR79
	3
	-3.00

-4.45

-3.45
	-2.08

-3.23

-1.07


	-5.08

-7.68

-4.52
	-17.28


	50

68

60

	1FL3 
	H
	ARG68

ARG99

ARG103

LYS19
	PHE69

TYR34

TYR105

TYR81
	4
	-1.59

-3.78

-3.43

-4.39
	-1.59

-2.17

-3.85

-1.18
	-3.18

-5.95

-7.28

-5.57
	-21.98
	1

65

2

62

	1NBV 


	L
	ARG66 

LYS19 
	PHE67 

TYR82 
	2
	-1.23

-3.36
	-1.65

-0.97


	-2.88

-4.33
	-7.21
	1

63

	1KTR 
	H
	ARG77 

LYS20 
	PHE78 

TYR90 

	2
	-1.26

-3.32
	-1.27

-0.86
	-2.53

4.18
	-6.71
	1

70

	1MPA 
	H
	ARG63 
	PHE64 

	1
	-1.72
	-1.77
	-3.49
	-3.49
	1

	1CBV 
	H
	ARG50

ARG100

ARG50
	PHE108

PHE27

TRP107
	3
	-1.27

-2.29

-6.48
	-1.17

-0.94

-1.67
	-2.44

-3.23

-8.15
	-13.82
	58

73

57

	1AP2 
	H
	ARG67 

LYS36  
	PHE68 

TRP56

	2
	-1.17

-4.35
	-1.69

-0.98
	-2.86

-5.33
	-8.19
	1

20

	1CGS 
	H
	ARG98 S
	TYR100 
	1
	-1.23
	-1.89


	-3.12
	-3.12
	2

	1VPO 
	H
	ARG38

ARG39

ARG52

LYS19
	PHE70

TRP101

TRP33

TYR82
	4
	-2.20

-2.56

-2.93

-1.56
	-0.89

-0.73

-3.57

-1.71
	-3.09

-3.29

-6.5

-3.27
	-16.15


	32

62

19

63

	1SBS 
	H
	ARG74

ARG100

ARG100

ARG105

ARG52

LYS19
	PHE29

PHE27

TYR32

TYR106

TRP33

TYR82
	6
	-2.40

-4.07

-4.17

-2.56

-4.30

-2.52
	-2.38

-1.99

-3.55

-2.33

-4.04

-0.89
	-4.78

-6.06

-7.72

-4.89

-8.34

-3.41
	-35.2
	45

73

62

1

19

63

	1BBD 
	H
	ARG50

LYS19

LYS59

LYS36
	TYR33

TYR80

TYR100

TRP56
	4
	-3.22

-2.67

-2.17

-4.77
	-2.30

-0.99

-0.82

-1.16
	-5.52

-3.66

-2.99

-5.93
	-18.8


	17

61

41

20

	32C2  
	L
	ARG65 
	PHE66
	1
	-1.55
	-1.17
	-2.72
	-2.72
	1

	1AFV 


	H
	ARG98

ARG100

ARG100

LYS19

LYS65
	TYR27

TYR101

TYR106

TYR80

TYR60
	5
	-4.22

-1.60

-2.56

-4.01

-5.24
	-2.81

-1.77

-1.89

-0.60

-0.96
	-7.03

-3.37

-4.45

-4.61

-6.2
	-25.66


	71

1

6

61

5

	1A6W 


	H
	ARG398

ARG398

ARG350
	TYR327

TYR332

TRP333
	3
	-4.15

-5.89

-6.04
	-2.16

-3.86

-2.46
	-6.31

-9.75

-8.5
	-24.6


	61

66

17

	1L7T 
	H
	ARG66

ARG97

ARG97

LYS19
	PHE67

PHE27

TYR32

TYR79
	4
	-1.21

-3.16

-5.37

-4.58
	-1.48

-1.72

-4.25

-0.74


	-2.69

-4.88

-9.62

-5.32
	-22.51
	1

70

65

60

	1MU5 
	H
	ARG110

ARG213

	TYR142 

TYR88
	2
	-1.29

-2.19
	-1.50

-1.29
	-2.79

-3.48
	-6.27
	32

25

	1JPT 
	H
	ARG108

ARG142

ARG211
	TYR140

TYR173

TYR186
	3


	-3.56

-2.64

-3.55
	-2.02

-3.42

-2.04
	-5.58

-6.06

-5.59
	-17.23
	32

31

25

	1KEN 
	H
	ARG39 
	TYR94 
	1
	-2.08
	-1.80
	-3.88
	-3.88
	55

	1MCI 
	H
	LYS55 T
	TYR51  
	1
	-3.04
	-0.48
	-2.56
	-2.56
	4

	1AJ8 
	L
	ARG63 
	PHE64
	1
	-1.55
	-1.30
	-2.85
	-2.85
	1

	2MPA 


	L
	ARG113

ARG216

LYS147
	TYR145

TYR191

TRP168
	3
	-1.60

-2.76

-4.78
	-1.30

-1.41

-0.85
	-2.9

-4.17

-5.63
	-12.7


	32

25

21

	1E6O 
	L
	ARG106

ARG209

LYS140 
	TYR138

TYR184

TYR171
	3
	-1.12

-2.30

-1.50
	-1.29

-1.23

-1.11
	-2.41

-3.53

-2.61
	-8.55


	32

25

31

	1MFB 
	L
	ARG211 
	TRP188
	1
	-2.24
	-0.86
	-3.1
	-3.1
	23

	1MCK 
	L
	LYS170 
	TYR176 
	1
	-2.41
	-0.04
	-2.45
	-2.45
	6

	1MCP 
	L
	LYS148
	TRP169
	1
	-2.51
	-0.70
	-3.21
	-3.21
	21

	1L6X 
	L
	LYS320
	TYR278
	1
	-2.53
	-0.77
	-3.3
	-3.3
	42

	1K6Q 
	L
	ARG108

LYS142
	TYR140 

TRP163
	2
	-1.03

-2.63
	-1.37

-0.92
	2.4

3.55
	-5.95
	32

21

	1H3U 
	L
	ARG301
	TYR296
	1
	-1.12
	-1.76
	-2.88
	-2.88
	5

	2GJ7 
	L
	ARG292
	TYR300
	1
	-4.22
	-4.21
	-8.43
	-8.43
	8


