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Supplementary materials



MODEL A_ARG_1039 NH1 A_GLU_1031 OE1l 2.697




MODEL B_ARG_815 NH2 B_GLU_868 OE2 3.311




MODEL C_LYS_537 NZ C_GLU_324 OE2 2.535




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

scheme is Chain ID residue name_residue number.



Count Residue A Residue B
12 ARG995 ASP994
12 ARG1039 GLU1031
9 ARG5H67 ASP571
8 ARG328 ASP578
8 ARG273 ASP290
6 ARG403 GLU406
6 LYS733 ASPT75
6 LYS1028 GLU725
[§ ARG319 ASP745
5 LYS310 ASP663
5 ARGS815 ASP820
5 ARG355 ASP398
5 ARG509 ASP442
5 LYS537 GLU324
4 LYS790 GLU702
4 LYS206 GLU224
4 ARG1019 GLU773
4 LYS557 ASP568
4 ARG246 GLU156
4 LYS557 ASP574
4 LYS195 ASP53
4 ARG44 ASP40
3 LYS1086 ASP1084
3 ARG408 ASP405
3 LYS528 ASP389
3 LYS462 GLU465
3 LYS535 GLU554
3 ARG646 ASP848
3 HIS1064 GLU725
3 HIS1083 ASP1084
2 ARG214 ASP215
2 ARG34 GLU191
2 ARG1019 GLU780
2 LYS150 GLU154
2 LYS811 ASP820
2 LYS854 ASP614
2 LYS986 GLU748
2 ARG466 ASP467
2 ARG319 ASPT737
2 LYS278 ASP287
2 LYS557 ASP586
2 LYS97 ASP253
2 HIS625 ASP627
2 ARG1019 GLU1017
2 ARGT8 ASP80
2 LYS356 GLU340
2 LYS129 GLU169
2 LYS776 GLU780
2 ARG983 ASP979
1 ARGT8 ASP138
1 ARG102 GLU96
1 ARG158 GLU154
1 LYS458 ASP389
1 LYS187 GLU180
1 ARGS815 GLUS868
1 ARG646 ASP614
1 LYS202 ASP228




1 LYS458 GLU471
1 ARG454 ASP467
1 LYS986 ASP427
1 LYS97 GLU96

1 ARGS815 ASP867
1 LYS113 GLU471
1 ARG847 GLU619
1 LYS1045 ASP1041

Table 2: Counting of salt bridges within the PDB entries in Table 1.



0G, A_SER_31 N, A_SER_60 H, A_SER_60
O, A_-THR_29 N, A_VAL_62 H, A_VAL_62

MODEL.PDB O, A_LPHE_92 N, A_PHE_192 H, A_PHE_192 2.77 1.81 14.78

10



MODEL.PDB O, A_CYS_538 N, A_.THR_323 H, A_.THR_323 2.93 1.95 10.24
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0, A_VAL_524 N, A_PHE_392 H, A_.PHE_392
O, A_LPRO_507 N, A_SER_438 H, A_SER_438
O, A_ASN_439 N, A_LYS_444 H, A_LYS_444

MODEL.PDB O, A_LPRO_479 N, A_GLY_482 H, A_GLY_482 2.79 1.82 12.46
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0, A_CYS_432 N, A_LLEU_513 H, A.LEU.513
0, A_LEU_552 N, A_ASN_536 H, A_ASN_536
OD1, A_ASP_568 | NZ, A_LYS_557 HZ2, A_LYS_557
O, A_ALA_609 N, A_ILE_598 H, A_ILE_598
O, AJILE_651 N, A_VAL_610 H, A_VAL_610

MODEL.PDB O, A_LPHE_643 N, A_LEU_650 H, A.LEU_650 2.84 1.84

MODEL.PDB | O, A_ASN_641 N, A_GLY_652 H, A_GLY_652 2.89
MODEL.PDB | O, A_THR_696 0G, A_SER_659 HG, A_SER_659 26.75

MODEL.PDB OE2, A_GLU_661 N, A_CYS_662 H, A_CYS_662 2.68 1.71 13.40

13



OEl, A.GLN.926 | N, A_ILE_720 H, A_ILE_720
OD1, ALASN.928 | N, A_ASN_801 H, A_ASN_801
O, C_ASP_614 NE, A_ARG _847 HE, A_ARG_847

MODEL.PDB O, ASER_735 N, A_.THR_859 H, A_.THR_859 2.88 1.89 7.72

14



0, A_ILE.923 N, A_PHE_927 H, A_PHE_027
OD1, A_ASP_936 | NE2, A.GLN_935 | HE21, A.GLN.935
O, A_LALA_989 N, A_ILE_993 H, A_ILE-993

MODEL.PDB OE2, B_.GLU_191 NH1, BLARG_34 HH11, B_LARG_34 2.59 1.61 10.99

15



0, B.TYR_265 N, B_PHE-65 H, B_LPHE-65
O, B.THR_236 N, B_PHE_86 H, B_LPHE_86
o, BvAL0

MODEL.PDB O, B_LVAL_193 N, B.TYR_204 H, B.TYR_204 2.86 1.86 8.69

16



O, B_.VAL_289 N, BLLEU_276 H, BLLEU_276
o, AL s
O, B_LASN_334 N, B_VAL_362 H, B_VAL_362

MODEL.PDB O, BLVAL_512 N, B_LASP_398 H, B_LASP_398 2.89 1.93 15.82

17



OD1, B_LASP_428 | N, B_.PHE.429 H, B_LPHE_429
OD1, BLASN_440 | NZ, B_LYS.444 HZ1, B_LYS_444
O, B_ASP_398 H, B_VAL_512 2.77

N, B_SER.514 H, B.SER_514 2.90 1.91

0, BLLEU_552 N, B_ASN_536 H, B_ASN_536

MODEL.PDB O, BLLEU_546 N, B.PHE_543 H, B.PHE_543 2.76

MODEL.PDB | O, B_.THR.588 N, B_VAL_551 H, B_VAL_551 2.86 1.86
MODEL.PDB | OD2, B.LASP_586 | NZ, B_LYS_557 HZ3, B.LYS_557 26.14

MODEL.PDB O, BLALA_575 N, B_.GLY_566 H, B_.GLY_566 2.80 1.81 8.86

18



O, B.LEU_611 N, B_.SER-596 H, B_SER-596
0, B_.LEU_650 N, B_PHE-643 H, B_LPHE_643
O, B_.GLY_669 N, B.MET-697 H, B.MET-697 2.77 1.77

MODEL.PDB O, B.THR._747 OG, B_SER._750 HG, B.SER_750 2.98 2.08 16.33

19



O, BLILE.818 N, B_LLEU_822 H, BLLEU.822
O, B_.SER_875 N, B_ALA_879 H, B_LALA_879 2.80 1.80 8.47

O, B_LPHE_898 N, B.MET.902 H, B.MET-902
0, B.GLY_798 NE2, B.GLN_920 | HEZ21, B_.GLN_920

MODEL.PDB O, BLALA 924 N, B_LASN_928 H, BLASN_928 2.92 1.94 10.79

20



0, C_.GLN.755 N, B_LPHE-970 H, B_LPHE_970
O, C_ASN_87 N, C_.GLY_89 H, C_.GLY_89

MODEL.PDB O, C_.PHE_106 N, C_LEU_117 H, C_LEU_117 2.74 1.80 17.34

21



0, C_ASN_280 N, C_.GLY_283 H, C_.GLY_283
O, C_ASP_294 N, C_.GLU_298 H, C.GLU_298
0, C_SER_207 N, C_CYS_301 H, C_CYS_301

MODEL.PDB O, C_.THR_307 OG, C_SER_305 HG, C_SER_305 2.82 1.93 17.29

22



OD2, C_ASP_398 | NH2, C_ARG.355 | HH21, C_ARG.355
0, C_.GLY_416 N, C_ASP_420 H, C_ASP_420
0, C_LYS_378 N, C_VAL_433 H, C_VAL_433

MODEL.PDB O, C_.PRO_491 N, C_LEU_455 H, C_.LEU_455 2.83 1.82 2.24
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OD1, C_ASP_442 | NH1, C_ARG_509 | HH11, C_ARG.509
OE1, C.GLU.554 | NZ, C_LYS.535 HZ3, C_LYS_535
O, C_ALA_575 N, C_.GLY_566 H, C_.GLY_566
O, C_.GLN_564 N, C.ARG_577 H, C.ARG_577
0, C_VAL_576 N, C_.LEU_585 H, C.LEU_585
0, C_LEU_611 N, C_SER_596 H, C_.SER_596

MODEL.PDB O, C_ALA_647 N, C_ASP_614 H, C_ASP_614 2.81 1.82 6.96

24



OE1, C.GLU_661 | N, C_CYS_662 H, C_.CYS_662
O, C_.ALA_684 NH2, C.ARG_685 | HH21, C_ARG_685
O, C_.GLN_779 N, C_ALA_783 H, C_ALA_783

MODEL.PDB OD1, C_ASN_928 N, C_ASN_801 H, C_ASN_801 2.79 1.83 13.49

25



OD1, C_.ASP_775 | N, C_LEU_864 H, C_LEU_864
0, C_LEU_922 N, C_GLN_926 H, C_.GLN.926
O, C_.GLN_926 N, C_ALA_930 H, C_ALA_930
o, c.ovv-om
O, C_ASP_950 N, C_GLN_954 H, C_.GLN._954

MODEL.PDB O, C_.GLN_957 N, C_.THR_961 H, C_.THR_961 2.89 1.95 17.35

26



0, C_ASN_960 N, C_LYS_964 H, C_LYS_964

0, C_.PHE_970 NH2, C.ARG_995 | HH21, C_ARG_995

Table 3: The side chain and main chain hydrogen bonding networks. In this table, the residue
naming scheme is Chain ID_residue name_residue number, ZAD H represents the angle

formed by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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OD1, A_ASP_663 | NZ, A_LYS.310 HZ2, A_LYS_310
OD1, ALASP.936 | NE2, A.GLN_935 | HE21, A_.GLN_935

MODEL.PDB OH, B_.TYR_.37 NZ, B.LLYS_195 HZ2, BLLYS_195 2.81 1.83 10.84
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OD1, B_LASN_460 | NZ, B_LYS.424 HZ2, B_LYS_424
OD2, BLASP_389 | NZ, B_LLYS.528 HZ3, B_LYS_528

MODEL.PDB OE2, C_.GLU_298 OG1, C_.THR.315 HG1, C.THR.315 2.64 1.70 8.17
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OE1, C.GLU.554 | NZ, C_LYS.535 HZ3, C_LYS_535

MODEL.PDB OD2, A_ASP_994 NH2, C_ARG_995 HH22, C_ARG_995 2.64 1.67 12.83

Table 4: Side chain hydrogen bonding network analysis. In this table, the residue naming
scheme is Chain ID _residue name_residue number, ZAD H represents the angle formed

by acceptor (A), donor (D) and hydrogen (H) (ZADH).
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MODEL C_ARG_1039 NH2 A_GLU_1031 OE2 2.596

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.
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Count Residue A Residue B
12 ARG995 ASP994
6 ARG319 ASP745
6 ARG1039 GLU1031
4 LYS790 GLU702
3 ARG646 ASP848
2 ARG319 ASPT737
2 LYS854 ASP614
2 ARG1019 GLU1017
1 LYS986 ASP427
1 ARGS847 GLU619
1 LYS113 GLU471
1 LYS458 ASP389

Table 6: Counting of interfacial salt bridges within the PDB entries in Table 5.
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MODEL A_ARG_1039 NH1 A_GLU_1031 OE1l 2.697
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MODEL B_ARG_815 NH2 B_GLU_868 OE2 3.311
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MODEL C_LYS_537 NZ C_GLU_324 OE2 2.535
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Table 7: MODE-specific salt bridging network analysis. In this table, the residue naming

scheme is Chain ID _residue name_residue number
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MODEL C_ARG_1039 NH2 A_GLU_1031 OE2 2.596

Table 8: MODE-specific interfacial salt bridging network analysis. In this table, the residue

naming scheme is Chain ID _residue name_residue number
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