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Table 1 Torsion Angles along the Lateral Chains of the Arginine Molecules

Residue torsion angles
CH1 N- CA-CB- CG
CH2 CA-CB- CG- CD
CH3 CB- CG- CD-NE
CH4 CG- CD- NE-CZ
CH5 CD- NE- CZ- NH1
CH6 CD- NE- CZ- NH2

CHI1 CHI2 CHI3 CHI4 CHI5 CHI6
Arg 1 -69.33 169.85 179.39 81.30 -177.75 1.83
Arg 2 68.52 173.67 -59.95 -81.52 -178.02 3.55
Arg 3 -71.29 -177.32 49.58 70.79 -179.19 0.04
Arg 4 35.30 -179.81 -39.88 106.73 176.75 -5.62
Arg 5 60.31 159.25 172.29 96.84 -4.89 178.28
Arg 6 D1 -174.05 -168.66  172.77 -77.25 -179.29 -1.26
Arg 6 D2 173.99 -32.86 61.14 145.54 -2.87 -179.52

Table 2 Sulphonate —Water Hydrogen Bond Distances

Residue SO - H,0

Calix 1 2.86;2.89;2.96;2.84
3.06
2.75;2.99
2.90; 2.76; 2.96

Calix 2 2.65;2.95-2.97; 2.70-3.04
2.72;2.94;2.81
2.74;3.17
2.58-2.79

Calix 3 2.66 2.76 2.75-2.40
2.72 2.33-2.64
2.94-2.74
2.86 2.75

Calix 4 2.54 3.04
2.81-2.83
2.68
2.44-2.59

Table 3 Hydrogen Bond Distances For the Arginine Molecules

Residue NH;-H,0 COO-H,0 NH,H,0 NH,-H,0 NH-H,0 NH;-SO" COO-SO" NH,’SO" NH,-SO" NH-SO°
Arg 1 3.03 2.60; 2.70 - 3.05 - 2.85 - 3.03; 2.94 3.02 2.95
Arg 2 - 3.03 3.20-321 - 3.01 284288 273 280296 296-3.03 326
Arg 3 2.56 3.12 - - - 2.75 2.62 2.99 3.01 2.90
Arg 4 3.01 2.60 - 2.92 - 281261 341342 293 292288  3.09
Arg 5 27 2.63; 331 3.02 - 3.14 2.86 3.05 291 288272 -



