COMPND W:\zeph\SINDHU\.DLG FILES\mutant2drug2\comples22.pdbqt
AUTHOR GENERATED BY OPEN BABEL 2.3.1
REMARK 4 XXXX COMPLIES WITH FORMAT V. 2.0

HELIX 205 205 SER 2 PHE 7 1
HELIX 206 206 TRP 12 LEU 52 1
HELIX 207 207 SER 63 ASP 131 1
HELIX 208 208 GLY 136 THR 176 1
HELIX 209 209 THR 182 VAL 220 1
HELIX 210 210 ILE 228 PHE 234 1
HELIX 211 211 LYS 239 ILE 256 1
HELIX 212 212 ILE 260 SER 290 1
HELIX 213 213 VAL 298 ASP 337 1
HELIX 214 214 LYS 400 GLN 408 1
HELIX 215 215 ILE 425 THR 427 1
HELIX 216 216 VAL 430 ILE 436 1
HELIX 217 217 ILE 451 GLY 458 1
HELIX 218 218 MET 464 GLU 473 1
HELIX 219 219 TYR 477 LYS 482 1
HELIX 220 220 LYS 486 ASP 488 1
HELIX 221 221 GLY 500 ARG 514 1
HELIX 222 222 THR 530 ARG 544 1
HELIX 223 223 LEU 556 VAL 559 1
HELIX 224 224 HIS 579 GLU 585 1
HELIX 225 225 ILE 588 THR 504 1
HELIX 226 226 ARG 609 THR 616 1
HELIX 227 227 VAL 622 THR 650 1
HELIX 228 228 THR 657 ARG 708 1
HELIX 229 229 VAL 711 ASP 715 1
HELIX 230 230 THR 721 1ILE 762 1
HELIX 231 231 THR 768 GLU 812 1
HELIX 232 232 PHE 814 THR 816 1
HELIX 233 233 GLU 823 ALA 871 1
HELIX 234 234 GLU 882 VAL 901 1
HELIX 235 235 ALA 909 GLU 923 1
HELIX 236 236 ARG 957 ASP 959 1
HELIX 237 237 LYS 986 GLU 994 1
HELIX 238 238 VAL 1016 ALA 1021 1
HELIX 239 239 ILE 1037 ILE 1041 1
HELIX 240 240 GLN 10652 ALA 1062 1
HELIX 241 241 HIS 10665 GLU 1069 1
HELIX 242 242 LYS 1074 SER 1076 1
HELIX 243 243 ASP 1681 GLY 1083 1
HELIX 244 244 GLY 1088 ARG 1102 1
HELIX 245 245 THR 1118 ALA 1131 1
HELIX 246 246 THR 1146 GLN 1148 1
HELIX 247 247 HIS 1167 ALA 1172 1
HELIX 248 248 ILE 1176 GLN 1184 1
SHEET 92 92 1 LEU 359 ARG 362 ©
SHEET 93 93 1 VAL 364 PHE 366 ©
SHEET 94 94 1 LEU 377 LEU 380 ©
SHEET 95 95 1 LEU 382 VAL 384 ©
SHEET 96 96 1 THR 389 VAL 393 ©
SHEET 97 97 1 MET 417 SER 419 ©
SHEET 98 98 1 ILE 437 SER 441 ©
SHEET 99 99 1 ILE 518 ASP 522 ©
SHEET 100 160 1 THR 548 ILE 552 ©
SHEET 101 101 1 VAL 564 GLY 567 ©
SHEET 102 102 1 VAL 945 GLY 948 ©
SHEET 163 163 1 LEU 968 VAL 970 ©
SHEET 104 104 1 THR 975 VAL 979 ©
SHEET 105 105 1 LYS 1003 LEU 1005 ©
SHEET 106 166 1 GLY 1024 SER 1027 ©
SHEET 107 107 1 LEU 1107 ASP 1110 ©
SHEET 108 1068 1 CYS 1137 ILE 1140 ©
SHEET 1609 169 1 LEU 1152 GLN 1157 ©
SHEET 110 110 1 ARG 1160 GLY 1165 ©
ATOM 5654 C THR 594 16.582 93.716 51.741 1.60 0.
ATOM 5655 0 THR 594 16.104 92.583 51.747 1.00 0.
ATOM 5656 N MET 595 17.151 94.245 50.656 1.00 O.
ATOM 5658 CA MET 595 17.158 93.759 49.303 1.00 0.
ATOM 5659 CB MET 595 17.724 94.849 48.361 1.00 O.
ATOM 5660 CG MET 595 17.454 94.702 46.858 1.00 0.
ATOM 5661 SD MET 595 18.578 93.609 45.938 1.00 0.
ATOM 5662 CE MET 595 20.086 94.472 46.464 1.00 0.
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ATOM 5663 C MET 595
ATOM 5664 0 MET 595
ATOM 5665 N GLN 596
ATOM 5677 N THR 597
ATOM 5678 HN THR 597
ATOM 5681 0Gl THR 597
ATOM 5682 HG1 THR 597
ATOM 5684 C THR 597
ATOM 5685 0 THR 597
ATOM 5686 N LEU 598
ATOM 5687 HN LEU 598
ATOM 5689 CA LEU 598
ATOM 5690 CB LEU 598
ATOM 5691 CG LEU 598
ATOM 5693 (D2 LEU 598
ATOM 6834 CG PHE 714
ATOM 6835 CD1 PHE 714
ATOM 6837 CE1l PHE 714
ATOM 6862 CD PRO 717
ATOM 6863 CB PRO 717
ATOM 6864 CG PRO 717
ATOM 6865 C PRO 717
ATOM 6866 O PRO 717
ATOM 6867 N LYS 718
ATOM 6868 HN LYS 718
ATOM 6869 CA LYS 718
ATOM 6870 CB LYS 718
ATOM 6878 C LYS 718
ATOM 6880 N ASN 719
ATOM 6881 HN ASN 719
ATOM 6889 C ASN 719
ATOM 6890 0 ASN 719
ATOM 6891 N THR 720
ATOM 6893 CA THR 720
ATOM 6894 CB THR 720
ATOM 6897 CG2 THR 720
ATOM 6898 C THR 720
ATOM 69060 N THR 721

ATOM 6901 HN THR 721
ATOM 6904 0Gl THR 721
ATOM 6905 HG1 THR 721
TER 11274 ALA 1185
HETATM11275 0 LIG 1
HETATM11276 0 LIG 1
HETATM11277 N  LIG 1
HETATM11278 N LIG 1
HETATM11279 C LIG 1
HETATM11280 C  LIG 1
HETATM11281 C LIG 1
HETATM11282 H LIG 1
HETATM11283 H  LIG 1
HETATM11284 C LIG 1
HETATM11285 C  LIG 1
HETATM11286 C  LIG 1
HETATM11287 C LIG 1
HETATM11288 C LIG 1
HETATM11289 C LIG 1
HETATM11290 C LIG 1
HETATM11291 C LIG 1
HETATM11292 C LIG 1
HETATM11293 C LIG 1
HETATM11294 C LIG 1
HETATM11295 C LIG 1

CONECT1127911290112771128011284
CONECT11280112751127811279
CONECT11281112761127711278
CONECT11284112851128911279
CONECT112851128611284
CONECT112861128511287
CONECT112871128611288
CONECT112881128711289
CONECT112891128811284
CONECT112960112911129511279
CONECT112911129011292

.001
.060
.619
.398
.396
.543
.840
.499
.492
.014
.479
.512
.743
.132
.358
.622
.841
.913
.914
.410
.589
.803
.569
.064
.287
.328
.690
.239
.472
.984
.339
.272
.514
.551
.909
.472
.967
.883
.242
.662
.689

.952
.334
.075
.877
.778
.005
.723
.184
.555
.262
.585
.025
.142
.818
.379
.873
.756
.932
.221
.333
.158

.505
.869
.080
.124
.068
.361
.681
.261
.929
.024
.352
. 947
.666
.783
.595
.329
.082
.644
.502
.555
.836
.833
.900
.216
.109
.702
.362
.506
.370
.132
.550
.119
.071
.411
.032
.198
.480
.730
.501
.237
.159

.848
.088
.028
.245
.192
.105
.225
.775
.997
.857
.801
.588
.430
.486
.699
.023
.184
.030
.713
.551
.706

.190
.140
.301
.082
.264
.883
.475
.107
.849
.335
.785
.212
.073
.949
.545
.021
.436
.136
.250
.079
.906
.096
.058
.923
271
.515
.182
.029
.328
.798
.293
.073
.909
.412
.319
.733
.056
.574
.136
.922
.696

.312
.319
.249
.802
.276
.047
.544
.665
.820
.857
.005
.533
.915
.767
.238
.052
.114
.000
.818
.752
.867
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CONECT112921129111293
CONECT112931129211294
CONECT112941129311295
CONECT112951129011294
CONECT1128211277
CONECT1128311278
CONECT11277112791128111282
CONECT11278112801128111283
CONECT1127511280
CONECT1127611281
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