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2QHR H_HIS_164 ND1 L_GLU_168 OE2 2.691




2Y6S L_LYS_153 NZ L_GLU_199 OE2 3.234




3CSY E_ARG_38 NH1 E_GLU_46 OE2 2.948




3CSY K_ARG_64 NH1 K_GLU_100 OE2 3.248

10



3VEO A_ARG_67 NH1 A_ASP_90 OD2 3.818

11



5FHC K_ARG_85 NH2 K_GLU_178 OE1 2.651

12



5HJ3 C_ARG_85 NH1 C_GLU_178 OE1 3.195

13



5HJ3 I_LYS_145 NZ I_ASP_146 OD2 2.739

14



5HJ3 P_HIS_516 NE2 P_GLU_545 OE1 2.882

15



5JNX C_ARG_164 NH2 C_ASP_163 OD2 3.318

16



5JQ3 B_ARG_559 NH2 A_GLU_103 OE2 2.945

17



5KEL A_ARG_302 NH2 A_GLU_258 OE2 2.817

18



5KEL E_ARG_302 NH1 E_GLU_304 OE2 3.085

19



5KEL F_ARG_299 NH2 F_GLU_304 OE2 3.954

20



5KEM B_ARG_38 NH2 B_ASP_86 OD2 3.504

21



5KEM G_LYS_83 NZ G_ASP_85 OD1 3.656

22



5KEN E_ARG_85 NH2 E_GLU_178 OE1 3.714

23



5KEN K_ARG_130 NH2 K_ASP_163 OD2 3.766

24



6DZL G_HIS_96 NE2 J_GLU_55 OE2 3.728

25



6EA7 F_HIS_602 ND1 D_GLU_611 OE1 3.253

26



6F5U A_ARG_85 NH1 A_GLU_178 OE1 3.593

27



6F6S A_ARG_164 NH1 A_ASP_163 OD1 2.810

28



6GII A_HIS_154 NE2 A_GLU_178 OE1 2.656

29



6MAM A_LYS_227 NZ B_GLU_125 OE1 3.431

30



6MAM F_LYS_105 NZ F_GLU_167 OE2 3.321

31



6NAE B_LYS_510 NZ A_GLU_292 OE1 2.350

32



6QD7 C_ARG_164 NH1 C_ASP_163 OD2 3.938

33



6QD7 U_ARG_101 NH2 B_GLU_564 OE2 3.609

34



6QD8 C_ARG_85 NH1 C_GLU_178 OE2 3.144

35



638D F_ARG_559 NH1 E_GLU_103 OE1 3.445

36



6381 D_ARG_559 NH1 C_GLU_103 OE2 3.822

37



658J L_ARG.57 NH2 L_ASP_63 OD2 3.474

38



658J C_ARG_136 NH1 C_GLU_106 OE2 3.658

39



Table 1: Salt bridging networks within the PDB entries. In this table, the residue naming

scheme is Chain ID residue name_residue number.

40



Count Residue A Residue B
191 ARG559 GLU103
122 ARGS85 GLU178
86 ARG164 ASP163
83 ARG61 ASP82
59 ARG38 GLU46
53 ARG66 ASP86
50 HIS154 GLU178
49 ARG130 ASP163
42 LYS114 GLU120
38 ARG38 ASP86
32 HIS516 GLU545
31 ARG61 GLUS81
27 HIS39 ASP55
23 LYS588 ASP4T7
22 ARG134 GLU545
21 ARG94 ASP101
20 ARG136 GLU106
20 LYS24 ASPT70
19 ARG64 GLU100
19 ARG69 ASP92
17 HIS602 GLUG611
16 ARG98 ASP100F
16 ARG33 GLU95
16 ARG67 ASP90
15 ARG172 GLU120
15 LYS109 ASP88
15 ARG266 ASP237
15 ARG596 ASP55
15 LYS221 GLU123
13 LYS145 ASP146
13 LYS114 ASP56
13 ARG247 GLU245
12 LYS3 ASP1
12 HIS189 ASP151
12 LYS107 GLU17
12 ARG101 GLU564
12 LYS510 GLU292
12 ARG57 ASP63
12 ARG67 ASP8T7
12 ARG164 GLU100
11 ARG38 ASP92
11 ARG61 GLU79
10 ARG219 GLU235
9 ARG105 GLU102
9 ARGT74 ASPT76
9 LYST78 ASPT75
9 HIS96 GLU55
9 LYS272 ASP54
9 LYS149 GLU195
9 ARG107 GLU105
9 LYS140 GLU112
8 ARG106 ASP56
8 ARG172 GLU112
8 ARG64 GLU46
8 ARG299 GLU304
7 ARG54 ASP60
7 LYS272 ASP56

41




7 ARGT5 ASPT72
7 HIS112 GLUT77
6 ARG55 GLU564
6 ARG3 ASP1
6 ARG64 ASP85
6 LYS64 GLU61
6 LYS95 ASP106
6 ARG24 GLU70
6 HIS127 ASP128
6 ARG587 GLU578
6 ARGT1 ASP73
6 ARG101 GLU502
6 LYS105 GLU167
6 LYS65 ASP552
6 ARG96 GLUS51
6 LYS114 GLU112
6 HIS628 ASP624
6 ARGS83 GLUS85
6 ARG596 ASP607
5 LYS510 GLUS55
5 LYS116 ASP120
5 ARG302 GLU258
5 HIS613 ASP614
5 ARG65 GLUS3
5 ARG45 GLUS81
5 HIS628 ASP629
5 LYS71 ASP55
5 HIS173 ASP166
5 ARG302 GLU304
4 LYS57 ASP55
4 ARG155 GLU185
4 LYS188 ASP185
4 LYS209 GLU123
4 ARGY94 ASP96
4 LYS26 GLU21
4 LYS146 GLU109
4 LYS187 GLU191
4 LYS222 GLU226
4 ARG103 GLU105
4 ARG142 GLU165
4 LYS161 ASP162
4 ARG24 ASP70
4 HIS108 ASP50
4 HIS100 GLUS55
4 LYS12 GLU10
4 ARG65 GLUS85
4 ARG142 GLU105
4 ARG247 ASP282
4 LYS87 ASP106
4 LYS510 GLU56
4 LYS71 ASP56
4 HIS613 GLU578
4 LYS38 GLU46
4 ARG65 ASP86
4 LYS83 ASP85
4 LYS74 ASP56
4 ARG299 GLU305
3 ARG64 ASP192

42




3 HIS154 GLU156
3 HIS441 ASP496
3 ARG9I1 GLUS502
3 LYS151 GLU197
3 LYS39 ASP81
3 ARG64 ASP522
3 ARG38 ASP90
3 LYS617 ASP614
3 LYS102 GLU164
3 ARG30 ASP104
3 LYS276 GLU245
3 LYS633 ASP642
3 ARG100 GLU50
3 ARG50 ASP61
3 ARG38 ASP8T
3 ARG52 GLU50
3 ARG67 GLU61
3 LYS39 GLUS81
3 ARGT9 ASP113
3 HIS172 ASP167
3 ARGTS8 ASP75
3 ARG130 GLU540
3 ARG91 GLUS50
3 LYS272 GLU235
3 ARG44 GLU47
3 LYS148 GLU194
3 ARG50 GLU61
3 LYS76 ASP73
3 LYS14 GLU10
2 ARG410 ASP414
2 HIS164 GLU168
2 LYS62 ASP1

2 HIS193 ASP155
2 LYS203 ASP114
2 LYS227 GLU125
2 LYS204 ASP130
2 LYS103 GLU105
2 LYS153 GLU199
2 ARG404 GLU606
2 HIS138 ASP136
2 LYS43 GLU46
2 LYS50 ASP49
2 LYS622 ASP621
2 LYS84 GLU61
2 LYS39 GLU42
2 LYS128 GLU125
2 ARG98 GLU44
2 ARG207 GLUSS8
2 ARG1059 GLU391
2 LYS228 GLU230
2 LYS210 GLU212
2 LYS103 ASP85
2 ARGT9 GLU110
2 HIS125 ASP159
2 HIS69 ASP124
2 LYS208 GLU127
2 LYS208 GLU124
2 ARG32 GLU212

43




2 LYS214 GLU123
2 LYS19 ASP81
2 LYS75 GLUT72
2 LYS107 ASP169
2 LYS149 GLU203
2 ARG1059 GLU1089
2 LYS53 ASP31
2 HIS549 ASP52
2 LYS107 GLU109
2 ARG159 GLU189
1 ARG50 GLU116
1 HIS1170 GLU1166
1 ARG39 ASP82
1 HIS407 ASP92
1 ARG607 ASP611
1 LYS7 GLU9
1 ARG389 GLU393
1 HIS179 ASP161
1 HIS492 ASP445
1 HIS510 ASP508
1 HIS512 ASP525
1 HIS191 ASP153
1 ARGS87 GLUS89
1 LYS64 ASP61
1 ARG595 ASP591
1 ARG595 ASP49
1 LYS205 ASP207
1 LYS204 ASP201
1 ARGb54 ASP55
1 LYS617 ASP621
1 HIS188 ASP150
1 HIS120 ASPT73
1 LYS150 GLU203
1 LYS219 GLU221
1 LYS143 GLU125
1 LYS143 GLU124
1 ARG98 ASP107
1 LYS171 GLU164
1 ARG579 ASP466
1 LYS111 ASP200
1 ARG219 ASP220
1 ARG404 GLU584
1 LYS115 ASP150
1 LYS103 GLU165
1 LYS155 ASP502
1 ARG24 GLU21
1 HIS182 ASP169
1 ARG207 ASP86
1 HIS100 ASP110
1 ARG32 GLU34
1 HIS17 GLU21
1 LYS145 GLU161
1 LYS89 GLU91
1 LYS64 GLU100
1 LYS392 ASP396
1 LYS218 GLU122
1 HIS140 ASP153
1 LYS167 GLUS83

44




1 ARG580 ASP614
1 LYS142 GLU127
1 ARG409 ASP33

1 LYS38 ASP86

1 LYS106 GLU104
1 LYS190 ASP187
1 LYS143 ASP144
1 HIS1170 GLU688
1 LYS38 ASP37

1 LYS183 GLU187

Table 2: Counting of salt bridges within the PDB entries in Table 1.
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O, A_ILE_663 N, A_ALA_667 H, A_ALA_667
0, A_LEU_668 N, A_ILE_671 H, A_ILE_671
O, A_VAL_661 N, A_VAL_665 H, A_VAL_665

5T42-13.PDB O, A_VAL_661 N, A_VAL_665 H, A_VAL_665 2.67 1.78 19.44

46



0, A_LEU_668 N, A_ILE_671 H, AJILE_671
O, A_VAL_662 N, A_ILE_666 H, A_ILE_666
O, ALILE_-671 N, A_-VAL_675 H, A_VAL_675
O, A_VAL_661 N, A_VAL_665 H, A_VAL_665
O, A_ILE-671 N, A_VAL_675 H, A_VAL_675
O, A_VAL_661 N, A_VAL_665 H, A_VAL_665
O, A_ILE-671 N, A_VAL_675 H, A_VAL_675

5T42-20.PDB O, A_ILE_666 N, A_LALA_670 H, A_LALA_670 2.47 1.58 18.76

47



O, A_VAL_661 N, A_VAL_665 H, A_VAL_665
O, A_LILE-671 N, A_-VAL_675 H, A_VAL_675
O, A_VAL_662 N, A_ILE_666 H, A_ILE_666
O, ALILE_-671 N, A_-VAL_675 H, A_VAL_675
O, A_VAL_661 N, A_VAL_665 H, A_VAL_665
0, A_LEU_668 N, A_ILE_671 H, A_ILE_671
O, A_VAL_662 N, A_ILE_666 H, A_ILE_666

5T42-9.PDB O, ALILE_671 N, A_VAL_675 H, A_VAL_675 2.56 1.62 13.44

48



Table 3: The side chain and main chain hydrogen bonding networks.In this table, the
names of the PDB files correspond to the single NMR structural model split from the
NMR ensemble, the residue naming scheme is Chain ID _residue name_residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).

49



5HJ3.PDB OE1, J_.GLN_89 OH, J.TYR.36 | HH, J.TYR.36 22.55

Table 4: Side chain hydrogen bonding network analysis. In this table, the names of the
PDB files correspond to the single NMR structural model split from the NMR ensemble, the
residue naming scheme is Chain ID _residue name_residue number, ZADH represents

the angle formed by acceptor (A), donor (D) and hydrogen (H) (LZADH).

20



3VEO J_ARG_559 NH1 I_.GLU_103 OE1 3.852

o1



5JNX F_ARG_559 NH1 E_GLU_103 OE1 3.219

52



5KEN B_ARG_559 NH2 A_GLU_103 OE1 3.114

23



6EAT Q-HIS_173 ND1 R_ASP_166 OD2 3.600

o4



6MAM H_ARG_559 NH1 G_GLU_103 OE2 3.123

95



6QD7 U_ARG_101 NH1 B_GLU_564 OE2 2.902

26



6S8I H_ARG_105 NH1 L_GLU_102 OE2 3.239

57



658J C_LYS_114 NZ P_ASP_56 OD1 3.173

28



6587 E_LYS.114 Y_ASP_56 2.185

Table 5: Interfacial salt bridging network analysis within the PDB entries. In this table, the

residue naming scheme is Chain ID_residue name_residue number.

29



Count Residue A Residue B
191 ARG559 GLU103
23 LYS588 ASP4T7
22 ARG134 GLU545
17 HIS602 GLU611
15 ARG596 ASP55
15 LYS221 GLU123
13 LYS114 ASP56
12 ARG101 GLU564
12 LYS510 GLU292
9 LYS272 ASP54
9 ARG105 GLU102
9 HIS96 GLU55
7 LYS272 ASP56
7 HIS112 GLUT7
6 ARGH55 GLU564
6 LYS65 ASP552
6 ARG96 GLU51
6 ARG101 GLU502
5 LYS510 GLU55
5 HIS173 ASP166
4 LYS510 GLU56
4 LYS209 GLU123
4 HIS100 GLU55
4 LYS26 GLU21
4 HIS108 ASP50
4 LYS87 ASP106
4 HIS613 GLU578
3 ARG100 GLU50
3 ARG130 GLU540
3 ARG64 ASP522
3 HIS172 ASP167
3 ARGI1 GLU502
3 ARG30 ASP104
2 HIS164 GLU168
2 LYS208 GLU127
2 LYS208 GLU124
2 LYS214 GLU123
2 HIS549 ASP52
2 LYS227 GLU125
2 ARG98 GLU44
2 LYS204 ASP130
2 LYS62 ASP1

1 HIS407 ASP92
1 LYS155 ASP502
1 ARG409 ASP33
1 LYS218 GLU122
1 HIS182 ASP169
1 LYS143 GLU125
1 LYS143 GLU124
1 ARG595 ASP49
1 LYS7 GLU9

Table 6: Counting of interfacial salt bridges within the PDB entries in Table 5.

60



1EBO F_HIS_127 ND1 F_ASP_128 OD1 2.746

Table 7: 1EBO-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number

61



2EBO A_HIS_613 B_GLU_578 3.211

2EBO B_ARG_580 B_ASP._614 3.885
2EBO B_HIS_613 C_GLU_578 2.789

Table 8: 2EBO-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

62



Table 9: 2QHR-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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Table 10: 2Y6S-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

64



3CSY E_ARG_66 NH2 E_ASP_86 OD2 3.575

65



3CSY K_ARG_130 NH1 K_ASP_163 OD2 2.845

66



3CSY P_ARG_559 NH2 O_GLU_103 OE2 2.808

Table 11: 3CSY-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number

67



3VEO B_HIS_189 ND1 B_ASP_151 OD1 3.017

Table 12: 3VEO-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

68



5F1B C_-ARG-207 NH2 C_GLU_88 OE2 3.562

Table 13: 5F1B-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number

69



70



H_LYS_210 H_GLU_212

Table 14: 5FHC-specific salt bridging network analysis. 1s table, the residue naming

scheme is Chain ID _residue name_residue number

71



5HJ3 I_ARG_94 NH2 I_ASP_101 OD2 2.751

72



5HJ3 O_ARG_164 NH2 O_ASP_163 OD1 3.663

73



5HJ3 B_HIS_189 ND1 B_ASP_151 OD2 2.951

Table 15: 5HJ3-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

74



5



5JNX F_LYS_588 NZ E_ASP_47 OD1 3.552

5JNX H_LYS_588 Nz G_ASP_47 OD2 3.522

Table 16: 5JNX-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

76



5JQ3 B_ARG_559 NH2 A_GLU_103 OE2 2.945

Table 17: 5JQ3-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number

7



Table 18: 5JQ7-specific sa.

bridging network analysis. 1s table, the residue naming

scheme is Chain ID residue name_residue number

78



5JQB B_LYS_ 617 Nz B_ASP_614 OD1 3.955

Table 19: 5JQB-specific salt bridging nefwork analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number

79



80



5KEL D_ARG._61 NH2 D_ASP_82 OD2 3.346

81



5KEL N_ARG_61 NH2 N_ASP_82 OD1 2.855

82



5KEL O_ARG_61 NH2 O_GLU._81 OE2 2.780

5KEL O_ARG.61 O_ASP_82 3.346

Table 20: 5KEL-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

83



5KEM H_ARG_61 NH2 H_GLU._81 OE2 3.360

84



Table 21: 5KEM-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

85



5KEN G_LYS_38 Nz G_GLU_46 OE2 3.954

86



5KEN O_ARG_61 NH2 O_ASP_82 OD2 2.905

87



5KEN Q-ARG_75 NH2 Q-ASP_72 OD2 2.942

Table 22: 5KEN-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number

88



5T42-5 A_LYS_633 A_ASP_642 3.987

Table 23: 5T42-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

89



6DZL I_HIS_96 NE2 L_.GLU.55 OE2 3.727

Table 24: 6DZL-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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6EAT M_ARG_38 NH1 M_GLU_46 OE1 3.632

Table 25: 6EAT-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6F5U B_ARG_559 NH2 A_GLU_103 OE2 2.992

Table 26: 6F5U-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6F61 B_HIS_628 NE2 B_ASP_629 OD1 3.799

Table 27: 6F6I-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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6F6N B_LYS_588 NZ A_ASP_47 OD2 2.975

Table 28: 6F6N-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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Table 29: 6F6S-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6G95 B_ARG_559 NH2 A_GLU_103 OE2 2.973

Table 30: 6G95-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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Table 31: 6G9B-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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6GII B_LYS_622 NZ B_ASP_621 OD2 3.672

Table 32: 6G9l-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6HRO B_LYS_588 NZ A_ASP_47 OD2 2.778

Table 33: 6HRO-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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Table 34: 6HS4-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6MAM E_ARG_38 NH2 E_GLU_46 OE2 3.114
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6MAM K_ARG_172 NH1 K_GLU_120 OE2 3.957
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6MAM L_ARG_559 K_GLU_103 3.722

Table 35: 6MAM-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6NAE B_ARG_559 NH2 A_GLU_103 OE2 3.068

Table 36: 6NAE-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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6QD7 E_ARG_134 NH1 F_GLU_545 OE2 2.931

107



6QD7 Z_ARG_61 NH2 Z_GLU_81 OE1 3.408

Table 37: 6QD7-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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6QDS8 F_HIS_602 ND1 D_GLU._611 OE2 3.980
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Table 38: 6QD8-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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Table 39: 6S8D-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number

111



6S8I E_ARG_136 NH1 E_GLU_106 OE2 3.794
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6S8I Y_ARG_105 NH2 U_GLU_102 OE2 2.978

Table 40: 6S8I-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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658J C_LYS_114 NZ P_ASP_56 OD2 2.252

Table 41: 6S8J-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID residue name_residue number
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Table 42: 1EBO-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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2EBO B_HIS_613 C_GLU_578 3.346

Table 43: 2EBO-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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2QHR H_LYS.143 L_GLU_125 2.743
2QHR H_HIS_164 L_GLU_168 2.691

2QHR H_LYS_208 L_.GLU.124 3.278
2QHR L_LYS_204 H_ASP-130 3.813

2QHR P_ARG_409 NH1 H_ASP_33 OD2 2.967

Table 44: 2QHR-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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2Y6S D_LYS_208 C.GLU_127 3.225

Table 45: 2Y6S-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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Table 46: 3CSY-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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3VED A_ARG_98 1.GLU_44 3.137
3VED A_LYS.214 B_.GLU_123 3.666

Table 47: 3VEO-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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5F1B A_ARG_134 B_GLU_545 3.659

5F1B B_ARG_559 A_GLU_103 3.449
5F1B B_ARG._559 A_GLU.103 2.607

5F1B B_LYS_588 Nz A_ASP_47 OD2 3.521

Table 48: 5F1B-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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5FHC J_ARG_559 K_GLU_103 3.399

5FHC A_LYS_143 B.GLU.124 2.678
5FHC A_LYS_209 B_.GLU.123 3.358

5FHC H_LYS_209 NZ L_GLU_123 OE2 3.173

Table 49: 5FHC-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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5HJ3 A_LYS 221 NZ B_GLU._123 OE2 3.404

Table 50: 5HJ3-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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5JNX H_LYS_588 NZ G_ASP_47 OD2 3.522

Table 51: 5JNX-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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5JQ3 B_ARG_559 A_GLU_103 3.830

5JQ3 B_ARG_559 NH2 A_GLU_103 OE2 2.945

Table 52: 5JQ3-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number

126



51Q7 B_ARG_559 A_GLU_103 2.800

51Q7 B_ARG_559 A_GLU_103 3.375

Table 53: 5JQT7-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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5JQB B_LYS_510 A_GLU_292 2.746
5JQB B_ARG_559 A_GLU_103 2.703

Table 54: 5JQB-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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Table 55: 5KEL-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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5KEM A_LYS_272 D_ASP_54 2.876

5KEM F_LYS_272 I.ASP_54 2.876

Table 56: 5KEM-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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5KEN N_LYS_62 Nz O-ASP_1 OD2 2.793

Table 57: 5KEN-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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6DZL G_HIS_96 J_.GLU_55 3.570
6DZL H_HIS_96 K_GLU.55 3.341

6DZL H_HIS_96 K_GLU_55 3.727
6DZL 1_HIS_96 L_GLU.55 3.571

Table 58: 6DZL-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number

132



6EA7 Q-HIS_173 ND1 R_ASP_166 OD2 3.600

Table 59: 6EAT7-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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6F5U B_ARG_559 A_GLU_103 2.631

Table 60: 6F5U-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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6F6I B_LYS_510 A_GLU_292 3.377

6F6I B_ARG_559 A_GLU.103 2.815

6F61 B_ARG_559 NH2 A_GLU_103 OE2 3.529

Table 61: 6F6I-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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6F6N B_ARG_559 A_GLU_103 2.593

Table 62: 6F6N-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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6F6S B_LYS_510 A_GLU_292 2.331
6F6S B_ARG_559 A_GLU.103 2.656

6F6S B_ARG_559 A_GLU.103 3.146
6F6S B_LYS_588 A_ASP_47 2.944

Table 63: 6F6S-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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6G95 B_ARG_559 A_GLU.103 3.249

Table 64: 6G95-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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6G9B B_LYS_510 A_GLU_292 3.414

6G9B B_ARG_559 A_GLU.103 3.760
6G9B B_ARG_559 A_GLU.103 2.870

6G9B B_LYS_588 Nz A_ASP_47 OD2 2.892

Table 65: 6G9B-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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6GOI B_ARG_559 A_GLU_103 3.794

6GII B_ARG_559 NH2 A_GLU_103 OE2 2.940

Table 66: 6G9I-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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6HRO B_ARG_559 A_GLU_103 2.817

Table 67: 6HRO-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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6HS4 B_ARG_559 A_GLU.103 3.176
6HS4 B_LYS_588 A_ASP_47 3.053

Table 68: 6HS4-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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6MAM A_LYS_227 B_GLU.125 3.431
6MAM C.LYS_227 D_GLU.125 3.951

6MAM L_ARG_559 NH2 K_GLU-103 OE2 2.995

Table 69: 6MAM-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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6NAE B_LYS_510 A_GLU_292 3.768

6NAE B_ARG_559 NH2 A_GLU_103 OE2 3.068

Table 70: 6NAE-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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6QD7 P_ARG.91 NH1 B_-GLU_502 OE1 3.467

Table 71: 6QD7-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID_residue name_residue number
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Table 72: 6QD8-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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638D Y_ARG_30 NH2 H_ASP_104 OD2 3.626

Table 73: 6S8D-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number

147



Table 74: 6S8I-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number

148



Table 75: 6S8J-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name _residue number
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2RLJ-1.PDB O, ALILE.9 N, A.PHE.12 | H, A_PHE_12 20.85
2RLJ-11.PDB | O, A_ILE_9 N, ALPHE.12 | H, A_PHE_12 14.63

2RLJ-13.PDB | O, A_LILE_9 N, A.PHE.12 | H, A_PHE_12 24.81
2RLJ-15.PDB | O, A_ILE.9 N, A_PHE_12 | H, A_PHE_12 20.08

2RLJ-19.PDB O, ALILE_9 N, A_PHE_12 H, A_LPHE_12 2.73 1.89 26.29

Table 76: 2RLJ-1-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB

Acceptor (A)

Donor (D)

Hydrogen (H)

D-A (A)

H-A (A)

ZADH(")

2RLJ-11.PDB

0, A_.TRP_8

N, ATYR_11

H, A TYR_11

2.98

2.09

19.25

2RLJ-11.PDB

0, ALILE_9

N, A_PHE_12

H, A_PHE_12

2.62

1.69

14.63

Table 77: 2RLJ-11-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric 1D, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (LADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(°)
2RLJ-12.PDB | O, A_ILE.9 N, A PHE_.12 | H, A PHE_12 2.59

1.69 19.30

Table 78: 2RLJ-12-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(°)
2RLJ-13.PDB | O, A_ILE.9 N, A_PHE_.12 | H, A PHE_12 2.63

1.78 24.81

Table 79: 2RLJ-13-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(°)
2RLJ-14.PDB | O, A_ILE.9 N, A PHE_.12 | H, A PHE_12 2.58

1.62 8.91

Table 80: 2RLJ-14-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(°)
2RLJ-15.PDB | O, A_ILE.9 N, A_PHE_.12 | H, A PHE_12 2.58

1.69 20.08

Table 81: 2RLJ-15-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-16.PDB | O, A_ILE_9 N, A.GLY_13 | H, A.GLY.13 2.99

2.03 10.52

Table 82: 2RLJ-16-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(°)
2RLJ-19.PDB | O, A_ILE.9 N, A_PHE_.12 | H, A PHE_12 2.73

1.89 26.29

Table 83: 2RLJ-19-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-2.PDB | O, A_ILE.9 N, A.PHE_.12 | H, A_PHE_12 2.58 1.69

19.33

Table 84: 2RLJ-2-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-3.PDB | O, A_ILE_9 N, A_PHE_12 | H, A_PHE_12 2.54

1.66 20.38

Table 85: 2RLJ-3-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(°)
2RLJ-4.PDB | O, A TRP_8 N, A-TYR.11 | H, A TYR_11 2.94 2.08

23.85

Table 86: 2RLJ-4-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-5.PDB | O, A_ILE_9 N, A_PHE_12 | H, A_PHE_12 2.60 1.76 25.80
2RLJ-5.PDB | O, ALPRO-10 | N, A.GLY_13 | H, A.GLY_13 2.75 1.88 22.12

Table 87: 2RLJ-5-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric 1D, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (LADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-6.PDB | O, A_JILE.9 N, A_PHE_12 | H, A_PHE_12 2.54

1.66 20.70

Table 88: 2RLJ-6-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-7.PDB | O, ALILE.9 N, A.PHE_.12 | H, A_PHE_12 2.71 1.84

22.67

Table 89: 2RLJ-7-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) | Donor (D) Hydrogen (H) | D-A (A) H-A (A) ZADH(®)
2RLJ-9.PDB | O, A_ILE.9 N, A_PHE_12 | H, A_PHE_12 2.57

1.64 13.83

Table 90: 2RLJ-9-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5HJ3.PDB | O, C_VAL_97 N, C.ALA_166 | H, C_ALA_166 22.07
5HJ3.PDB | O, C_VAL_66 N, C.ALA_182 | H, C_ALA_182 12.90

5HJ3.PDB | O, A_SER_49 N, A_TRP_36 H, A_TRP_36 16.41
5HJ3.PDB | O, A_LLEU_20 N, A_LEU_80 H, A_LEU_80 16.17

5HJ3.PDB | O, A_LASN_35 N, A_VAL_93 H, A_VAL_93 3.00 2.19 17.25

Table 91: 5HJ3-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID; the residue naming scheme is Chain ID_residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-10.PDB O, A_VAL_661 N, A_VAL_665 H, A_VAL_665

5T42-10.PDB | O, AILE.663 | N, A_ALA_667 H, A_ALA_667 29.53

5T42-10.PDB O, A_.LEU_668 N, AJILE_ 671 H, ALJILE_671
5T42-11.PDB O, A_GLY_657 N, A_VAL_662 H, A_VAL_662
5T42-11.PDB O, A_VAL_662 N, A_ILE_666 H, ALILE_666

5T42-11.PDB O, ALLEU_668 N, AJILE_ 671 H, AILE_671 19.83

5T42-12.PDB O, A_ASP_642 N, A_TRP_645 H, A_TRP_645

O, A_LLEU_668 H, A_ILE-671
O, A.GLY_657 | N, A_VAL_662 H, A_VAL_662
O, A_VAL_662 H, A_.ILE_666
0, A_LEU_668 H, A_ILE_671
0O, A.GLY_657 | N, A_VAL_661 H, A_VAL_661
0, A_VAL_662 H, A_ILE_666
N, A_VAL_675 H, A_VAL_675

2.88

2.62

5T42-17.PDB | O, A_.GLY-647 | N, A_GLN_650 H, A_GLN_650
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5T42-17.PDB O, A_ILE_663 N, A_ALA_667 H, A_LALA_667 2.81 2.02 29.77

O, A.VAL661 | N, A_VAL_665 H, A_VAL_665

5T42-18.PDB | O, AILE671 | N, A_VAL_675 H, A_VAL_675 13.20
5T42-19.PDB | O, A_LVAL_661 | N, A_VAL_665 H, A_VAL_665 16.49
5T42-19.PDB | O, AILE666 | N, A_LALA_670 H, A_LALA_670 19.50

5T42-19.PDB O, ALILE_671 N, A_VAL_675 H, A_.VAL_675 2.54 1.60 14.03

Table 92: 5T42-1-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-10.PDB | O, A.GLY_647 | N, A.GLN_650 | H, A_GLN_650 29.57
5T42-10.PDB | O, A_VAL.661 | N, A_VAL.665 | H, A_VAL_665 16.79

5T42-10.PDB | O, AILE.663 | N, A_LALA_667 | H, A_ALA_667 29.53
5T42-10.PDB | O, A.LLEU_668 | N, ALILE.671 | H, A_LILE_671 15.97

Table 93: 5T42-10-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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ST4211.PDB | O, A.GLY.657 | N, AVAL.662 | H. A_VAL.002

5T42-11.PDB | O, A_VAL.662 | N, A_LILE.666 | H, A_ILE_666 16.16
5T42-11.PDB | O, A.LEU.668 | N, AILE 671 | H, AILE.671

Table 94: 5T42-11-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric 1D, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42.12.PDB | O, AASP042 | N, A-TRP.045 | H, ATRP 645

5T42-12.PDB | O, A_VAL.661 | N, A_VAL_665 | H, A_-VAL_665 16.55
5T42-12.PDB | O, AILE666 | N, A_LALA_670 | H, A_ALA_670 19.85

5T42-12.PDB O, A_LALA_672 N, A_LPHE_676 H, A_LPHE_676 2.50 1.65

23.17

Table 95: 5T42-12-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-13.PDB | O, A_LVAL_661 | N, A_VAL_665 | H, A_VAL_665 19.44

5T42-13.PDB | O, AILE.666 | N, ALALA_670 | H, A_ALA_670 19.27

5T42-13.PDB O, ALILE_671 N, A_VAL_675 H, A_VAL_ 675 2.57 1.62 12.60

Table 96: 5T42-13-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric 1D, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-14.PDB | O, A.GLY_657 | N, A_LVAL_662 | H, A_VAL_662

5T42-14.PDB | O, AILE.663 | N, A.ALA_667 | H, A_ALA_667 29.84
5T42-14.PDB | O, ALEU668 | N, AILE671 | H, AILE671 18.08

Table 97: 5T42-14-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID_residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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ST42.15.PDB | O, A.GLY.657 | N, AVAL.662 | H. A_VAL.002

5T42-15.PDB | O, A_VAL.662 | N, A_LILE.666 | H, A_ILE_-666 21.01
5T42-15.PDB | O, A.LLEU.668 | N, ALILE.671 | H, A_ILE_671

Table 98: 5T42-15-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric 1D, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-16.PDB | O, A.GLY.657 | N, A_VAL_661 | H, A_VAL_661 27.44

5T42-16.PDB | O, A_VAL.662 | N, A_LILE.666 | H, A_ILE_666 27.18
5T42-16.PDB | O, A_ILE.666 | N, A_LALA_670 | H, A_ALA_670 20.21

5T42-16.PDB O, ALILE_671 N, A_VAL_675 H, A_VAL_675 2.52 1.56 10.87

Table 99: 5T42-16-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-17.PDB | O, A_GLY_647 | N, A_.GLN_650 | H, A_.GLN_650 27.65

5T42-17.PDB | O, AILE.663 | N, A_LALA_667 | H, A_ALA_667 29.77
5T42-17.PDB | O, ALEU.668 | N, AJILE.671 | H, AILE_671 18.50

Table 100: 5T42-17-specific side chain and main chain hydrogen bonding analysis. In
this table, a PDB file is specified with a four-letter PDB ID, except that the names of
the PDB files corresponding to the single NMR structural model split from the NMR
ensemble is specified with a four-letter PDB ID in addition to a hyphen followed by the
single NMR structural model numeric ID, the residue naming scheme is Chain ID _residue
name _residue number, ZADH represents the angle formed by acceptor (A), donor (D)

and hydrogen (H) (LZADH).
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5T42-18.PDB | O, A_.TRP.644 | NHI, A_ARG.649 | HH11, A_ARG_649 29.60

5T42-18.PDB | O, A_VAL.661 | N, A_VAL_665 H, A_-VAL_665 24.62
5T42-18.PDB | O, AILE.666 | N, A_LALA_670 H, A_LALA_670 19.69

5T42-18.PDB O, ALILE_671 N, A_VAL_675 H, A_LVAL_675 2.56 1.61 13.20

Table 101: 5T42-18-specific side chain and main chain hydrogen bonding analysis. In
this table, a PDB file is specified with a four-letter PDB ID, except that the names of
the PDB files corresponding to the single NMR structural model split from the NMR
ensemble is specified with a four-letter PDB ID in addition to a hyphen followed by the
single NMR structural model numeric ID, the residue naming scheme is Chain ID _residue
name _residue number, ZADH represents the angle formed by acceptor (A), donor (D)

and hydrogen (H) (LZADH).
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5T42-19.PDB | O, A_LVAL_661 | N, A_VAL_665 | H, A_VAL_665 16.49

5T42-19.PDB | O, AILE.666 | N, ALALA_670 | H, A_ALA_670 19.50

5T42-19.PDB O, ALILE_671 N, A_VAL_675 H, A_VAL_ 675 2.54 1.60 14.03

Table 102: 5T42-19-specific side chain and main chain hydrogen bonding analysis. In
this table, a PDB file is specified with a four-letter PDB ID, except that the names of
the PDB files corresponding to the single NMR structural model split from the NMR
ensemble is specified with a four-letter PDB ID in addition to a hyphen followed by the
single NMR structural model numeric ID, the residue naming scheme is Chain ID residue
name _residue number, ZADH represents the angle formed by acceptor (A), donor (D)

and hydrogen (H) (LADH).
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5T42-2.PDB O, A.GLN_650 | N, A_VAL_658 | H, A_VAL_658 24.99
5T42-2.PDB 0, A_VAL661 | N, A_VAL_665 | H, A_VAL_665 16.21
5T42-2.PDB O, AJILE-666 | N, ALALA_670 | H, A_ALA_670 19.13

5T42-20.PDB O, ALILE_671 N, A_VAL_675 H, A_.VAL_675 2.55 1.62 15.71

Table 103: 5T42-2-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-20.PDB | O, A.GLY_647 | N, A.GLN_650 | H, A_GLN_650 29.59

5T42-20.PDB | O, A_VAL_.661 | N, A_.VAL_665 | H, A_VAL_665 21.16
5T42-20.PDB | O, AILE.666 | N, A_LALA_670 | H, A_ALA_670 18.76

5T42-20.PDB O, ALILE_671 N, A_VAL_675 H, A_VAL_675 2.55 1.62 15.71

Table 104: 5T42-20-specific side chain and main chain hydrogen bonding analysis. In
this table, a PDB file is specified with a four-letter PDB 1D, except that the names of
the PDB files corresponding to the single NMR structural model split from the NMR
ensemble is specified with a four-letter PDB ID in addition to a hyphen followed by the
single NMR structural model numeric ID, the residue naming scheme is Chain ID _residue
name_residue number, ZADH represents the angle formed by acceptor (A), donor (D)

and hydrogen (H) (ZADH).
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5T42-3.PDB | O, A_LVAL_661 | N, A_VAL.665 | H, A_VAL_665 17.54

5T42-3.PDB | O, AILE663 | N, ALALA_667 | H, A_ALA_667 28.05
5T42-3.PDB | O, ALLEU668 | N, AILE_671 H, A_ILE_671 16.19

Table 105: 5T42-3-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID_residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42.4.PDB | O, A.GLY_047 | N, A-TRP 631 | H, A_TRP.651

5T42-4.PDB | O, A_VAL_661 | N, A_VAL.665 | H, A_-VAL_665 20.44
5T42-4.PDB | O, AILE666 | N, ALALA_670 | H, A_ALA_670

5T42-4.PDB O, ALILE_671 N, A_VAL_675 H, A_LVAL_675 2.57 1.63 13.71

Table 106: 5T42-4-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-5.PDB | O, A.GLY_657 | N, A_LVAL_662 | H, A_VAL_662

5T42-5.PDB | O, A_VAL662 | N, AILE.666 | H, A_ILE.666 26.58
5T42-5.PDB | O, AILE666 | N, ALALA_670 | H, A_ALA_670 20.58

5T42-5.PDB O, ALILE_671 N, A_VAL_675 H, A_.VAL_675 2.57 1.64 14.61

Table 107: 5T42-5-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID _residue name _residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-6.PDB | O, A.GLY.657 | N, A_VAL.662 | H, A_VAL_662

5T42-6.PDB | O, A_VAL.662 | N, A_ILE_666 H, A_ILE_666 19.14
5T42-6.PDB | O, A.LLEU668 | N, AILE671 | H, AJILE_671 19.95

Table 108: 5T42-6-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID_residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-7.PDB | O, A.GLY.647 | N, A.GLN_650 | H, A_GLN_650 26.39

5T42-7.PDB | O, A_VAL_661 | N, A_VAL.665 | H, A_-VAL_665 20.26
5T42-7.PDB | O, AILE.666 | N, ALALA_670 | H, A_ALA_670

5T42-7.PDB O, ALILE_671 N, A_VAL_675 H, A_LVAL_675 2.56 1.63 14.62

Table 109: 5T42-7-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (LADH).
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5T42-8.PDB | O, A.VAL661 | N, A_LVAL_665 | H, A_VAL_665 17.39

5T42-8.PDB | O, AILE.663 | N, ALALA_667 | H, A_ALA_667 28.83
5T42-8.PDB | O, ALEU668 | N, AILE671 | H, A_ILE.671 17.27

Table 110: 5T42-8-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID, the residue naming scheme is Chain ID_residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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5T42-9.PDB | OG1, A_-THR.634 | NZ, ALLYS_633 | HZ2, A_LYS_633

5T42-9.PDB | O, A_VAL_662 N, A_ILE_666 H, A_LILE_666 28.57
5T42-9.PDB | O, A_ILE_666 N, ALALA670 | H, A_LALA_670 19.55

5T42-9.PDB O, ALILE_671 N, A_VAL_675 H, A_VAL_675 2.56 1.62

13.44

Table 111: 5T42-9-specific side chain and main chain hydrogen bonding analysis. In this table,
a PDB file is specified with a four-letter PDB ID, except that the names of the PDB files
corresponding to the single NMR structural model split from the NMR ensemble is specified
with a four-letter PDB ID in addition to a hyphen followed by the single NMR structural model
numeric ID,; the residue naming scheme is Chain ID _residue name residue number,

ZADH represents the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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PDB Acceptor (A) Donor (D) Hydrogen (H) D-A (A) H-A (A) ZADH(®)
5HJ3.PDB | OEl, J.GLN_89 | OH, J.TYR.36 | HH, J.TYR-36 2.57 1.82 22.55

Table 112: 5HJ3-specific side chain hydrogen bonding analysis. In this table, a PDB file is

specified with a four-letter PDB ID, except that the names of the PDB files corresponding to
the single NMR structural model split from the NMR ensemble is specified with a four-letter
PDB ID in addition to a hyphen followed by the single NMR structural model numeric 1D, the
residue naming scheme is Chain ID residue name _residue number, ZADH represents

the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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Table 113: 5T42-9-specific side chain hydrogen bonding analysis. In this table, a PDB file is
specified with a four-letter PDB ID, except that the names of the PDB files corresponding to
the single NMR structural model split from the NMR ensemble is specified with a four-letter
PDB ID in addition to a hyphen followed by the single NMR structural model numeric ID, the
residue naming scheme is Chain ID residue name_residue number, ZADH represents

the angle formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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