COMPND W:\zeph\SINDHU\.DLG FILES\mutant4drug2\complex42.pdbqt
AUTHOR GENERATED BY OPEN BABEL 2.3.1
REMARK 4 XXXX COMPLIES WITH FORMAT V. 2.0

HELIX 557 557 SER 2 PHE 7 1
HELIX 558 558 TRP 12 GLU 53 1
HELIX 559 559 SER 63 ASP 131 1
HELIX 560 560 GLY 136 THR 176 1
HELIX 561 561 THR 182 VAL 220 1
HELIX 562 562 ILE 228 PHE 234 1
HELIX 563 563 LYS 239 ILE 256 1
HELIX 564 564 ILE 260 SER 290 1
HELIX 565 565 VAL 298 LYS 334 1
HELIX 566 566 LYS 400 GLN 408 1
HELIX 567 567 ILE 425 THR 427 1
HELIX 568 568 VAL 430 ILE 436 1
HELIX 569 569 ILE 451 GLY 458 1
HELIX 570 570 MET 464 GLU 473 1
HELIX 571 571 TYR 477 LYS 482 1
HELIX 572 572 LYS 486 ASP 488 1
HELIX 573 573 GLY 500 ARG 514 1
HELIX 574 574 THR 530 ARG 544 1
HELIX 575 575 LEU 556 VAL 559 1
HELIX 576 576 HIS 579 GLU 585 1
HELIX 577 577 ILE 588 THR 504 1
HELIX 578 578 ARG 609 THR 616 1
HELIX 579 579 VAL 622 THR 650 1
HELIX 580 580 THR 657 ARG 708 1
HELIX 581 581 VAL 711 ASP 715 1
HELIX 582 582 THR 721 1ILE 762 1
HELIX 583 583 THR 768 GLU 812 1
HELIX 584 584 PHE 814 THR 816 1
HELIX 585 585 GLU 823 ALA 871 1
HELIX 586 586 GLU 882 VAL 901 1
HELIX 587 587 THR 909 GLU 923 1
HELIX 588 588 ARG 957 ASP 959 1
HELIX 589 589 LYS 986 GLU 994 1
HELIX 590 590 VAL 1016 ALA 1021 1
HELIX 591 591 ILE 1637 ILE 1041 1
HELIX 592 592 GLN 1052 ALA 1062 1
HELIX 593 593 HIS 1065 GLU 1069 1
HELIX 594 594 LYS 1074 SER 1076 1
HELIX 595 595 ASP 1681 GLY 1083 1
HELIX 596 596 GLY 1088 ARG 1102 1
HELIX 597 597 THR 1118 ALA 1131 1
HELIX 598 598 THR 1146 GLN 1148 1
HELIX 599 599 HIS 1167 ALA 1172 1
HELIX 600 600 ILE 1176 GLN 1184 1
SHEET 244 244 1 LEU 359 ARG 362 ©
SHEET 245 245 1 VAL 364 PHE 366 ©
SHEET 246 246 1 LEU 377 LEU 380 ©
SHEET 247 247 1 LEU 382 VAL 384 ©
SHEET 248 248 1 THR 389 VAL 393 ©
SHEET 249 249 1 MET 417 SER 419 ©
SHEET 250 250 1 ILE 437 SER 441 ©
SHEET 251 251 1 ILE 518 ASP 522 ©
SHEET 252 252 1 THR 548 ILE 552 ©
SHEET 253 253 1 VAL 564 GLY 567 ©
SHEET 254 254 1 VAL 945 GLY 948 ©
SHEET 255 255 1 LEU 968 VAL 970 ©
SHEET 256 256 1 THR 975 VAL 979 ©
SHEET 257 257 1 LYS 1003 LEU 1005 ©
SHEET 258 258 1 GLY 1024 SER 1027 ©
SHEET 259 259 1 LEU 1107 ASP 1110 ©
SHEET 260 260 1 CYS 1137 ILE 1140 ©
SHEET 261 261 1 LEU 1152 GLN 1157 ©
SHEET 262 262 1 ARG 1160 GLY 1165 ©
ATOM 57060 C ASP 599 17.768 78.971 44.869 1.00 0.
ATOM 5701 O ASP 599 16.555 79.029 45.018 1.00 0.
ATOM 5702 N GLU 600 18.295 77.848 44.142 1.00 O.
ATOM 5704 CA GLU 600 17.479 76.831 43.334 1.00 0.
ATOM 5705 CB GLU 600 17.042 77.466 42.006 1.00 O.
ATOM 5706 CG GLU 600 18.185 78.246 41.351 1.00 O.
ATOM 5710 C GLU 600 17.987 75.390 42.975 1.00 0.
ATOM 5711 0 GLU 600 18.792 74.788 43.675 1.00 0.
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ATOM 5712 N SER 601
ATOM 5713 HN SER 601
ATOM 5714 CA SER 601
ATOM 5718 C SER 601
ATOM 5719 0 SER 601
ATOM 5723 CB ILE 602
ATOM 5724 CGl1 ILE 602
ATOM 5725 (G2 ILE 602
ATOM 6876 0 LYS 718
ATOM 6880 CB ASN 719
ATOM 6881 CG ASN 719
ATOM 6882 O0D1 ASN 719
ATOM 6883 ND2 ASN 719
ATOM 6885 2HD2 ASN 719
ATOM 6913 CA ALA 723
ATOM 6914 (CB ALA 723
ATOM 6915 C ALA 723
ATOM 6916 O ALA 723
ATOM 6917 N LEU 724
ATOM 6922 CD1 LEU 724
ATOM 6940 HG1 THR 726
ATOM 6948 CG ARG 727
ATOM 6949 CD ARG 727
ATOM 6950 NE ARG 727
ATOM 6951 HE ARG 727
ATOM 6952 CZ ARG 727
ATOM 6956 NH2 ARG 727
ATOM 6957 1HH2 ARG 727
ATOM 6958 2HH2 ARG 727
ATOM 8721 CA HIS 917
ATOM 8722 ND1 HIS 917
ATOM 8723 HD1 HIS 917
ATOM 8724 CG HIS 917
ATOM 8725 CB HIS 917
ATOM 8729 CEl1 HIS 917
ATOM 8730 C HIS 917
ATOM 8731 0 HIS 917

ATOM 8751 HN MET 920
ATOM 8753 CB MET 920
ATOM 8754 CG MET 920
ATOM 8755 SD MET 920
ATOM 8759 N ILE 921
ATOM 8760 HN ILE 921
ATOM 8763 CG1 ILE 921
ATOM 8765 (D1 ILE 921
TER 11279 ALA 1185
HETATM11280 0 LIG 1
HETATM11281 0 LIG 1
HETATM11282 N LIG 1
HETATM11283 N LIG 1
HETATM11284 C  LIG 1
HETATM11285 C LIG 1
HETATM11286 C LIG 1
HETATM11287 H LIG 1
HETATM11288 H 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
HETATM11296 C LIG 1
HETATM11297 C LIG 1
HETATM11298 C LIG 1
HETATM11299 C LIG 1
HETATM11300 C LIG 1

CONECT1128411282112951128511289
CONECT11285112801128311284
CONECT11286112811128211283
CONECT11289112841129411290
CONECT112901128911291
CONECT112911129011292
CONECT112921129311291

.383
.632
.611
.760
.434
.050
.212
.696
.793
.369
.310
.005
.464
.424
.275
.970
.072
.996
.090
.212
.618
.819
.739
.882
.803
.039
.138
.002
.089
.429
.508
.072
.931
.541
.766
.163

8.475

.999
.076
.575
.262
774
.493
.700
.678

.613
.782
.841
.378
.635
.671
.281
.028
.913
.373
.494
.164
.713
.591
.921
.719
.352
.517
.047
.411
.245

.753
.297
.437
.380
.487
.651
.780
.465
.664
.733
.340
.426
.175
.241
.527
.993
.296
.330
.193
.024
.660
.285
.766
.176
.978
.904
.456
.253
.318
.844
.876
.483
.409
.764
.373
.613
.028
.2006
.622
.230
.208
.998
.734
.090
.531

.962
.553
.607
.891
.384
.684
.475
.806
.303
.266
.381
.275
.053
.937
.045
.191
.272
.186
.015
.930
.016

.895
471
.232
.879
.060
.595
.537
.112
.745
.578
.188
.748
.240
.649
.857
.268
.019
.265
.142
.257
.038
.406
.246
.994
.991
.322
.988
.486
.997
JT77
.832
.526
.671
.241
.874
.544
477
.214
.829
.225
.889
.339
.665
.940
.861

.175
.176
.466
.891
.587
477
.470
.042
.136
.927
.756
.975
.364
.535
.317
. 297
.572
.307
.766
.490
.754
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CONECT112931129411292
CONECT112941129311289
CONECT11295112841130011296
CONECT112961129511297
CONECT112971129611298
CONECT112981129711299
CONECT112991130011298
CONECT113001129511299
CONECT1128711282
CONECT1128811283
CONECT11282112841128611287
CONECT11283112851128611288
CONECT1128011285
CONECT1128111286
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