COMPND W:\zeph\SINDHU\.DLG FILES\mutant4drug4\complex44.pdbqt
AUTHOR GENERATED BY OPEN BABEL 2.3.1
REMARK 4 XXXX COMPLIES WITH FORMAT V. 2.0

HELIX 645 645 SER 2 PHE 7 1
HELIX 646 646 TRP 12 GLU 53 1
HELIX 647 647 SER 63 ASP 131 1
HELIX 648 648 GLY 136 THR 176 1
HELIX 649 649 THR 182 VAL 220 1
HELIX 650 650 ILE 228 PHE 234 1
HELIX 651 651 LYS 239 ILE 256 1
HELIX 652 652 ILE 260 SER 290 1
HELIX 653 653 VAL 298 LYS 334 1
HELIX 654 654 LYS 400 GLN 408 1
HELIX 655 655 ILE 425 THR 427 1
HELIX 656 656 VAL 430 ILE 436 1
HELIX 657 657 ILE 451 GLY 458 1
HELIX 658 658 MET 464 GLU 473 1
HELIX 659 659 TYR 477 LYS 482 1
HELIX 660 660 LYS 486 ASP 488 1
HELIX 661 661 GLY 500 ARG 514 1
HELIX 662 662 THR 530 ARG 544 1
HELIX 663 663 LEU 556 VAL 559 1
HELIX 664 664 HIS 579 GLU 585 1
HELIX 665 665 ILE 588 THR 504 1
HELIX 666 666 ARG 609 THR 616 1
HELIX 667 667 VAL 622 THR 650 1
HELIX 668 668 THR 657 ARG 708 1
HELIX 669 669 VAL 711 ASP 715 1
HELIX 670 670 THR 721 1ILE 762 1
HELIX 671 671 THR 768 GLU 812 1
HELIX 672 672 PHE 814 THR 816 1
HELIX 673 673 GLU 823 ALA 871 1
HELIX 674 674 GLU 882 VAL 901 1
HELIX 675 675 THR 909 GLU 923 1
HELIX 676 676 ARG 957 ASP 959 1
HELIX 677 677 LYS 986 GLU 994 1
HELIX 678 678 VAL 1016 ALA 1021 1
HELIX 679 679 ILE 1637 ILE 1041 1
HELIX 680 680 GLN 1052 ALA 1062 1
HELIX 681 681 HIS 10665 GLU 1069 1
HELIX 682 682 LYS 1074 SER 1076 1
HELIX 683 683 ASP 10681 GLY 1083 1
HELIX 684 684 GLY 1088 ARG 1102 1
HELIX 685 685 THR 1118 ALA 1131 1
HELIX 686 686 THR 1146 GLN 1148 1
HELIX 687 687 HIS 1167 ALA 1172 1
HELIX 688 688 ILE 1176 GLN 1184 1
SHEET 282 282 1 LEU 359 ARG 362 ©
SHEET 283 283 1 VAL 364 PHE 366 ©
SHEET 284 284 1 LEU 377 LEU 380 ©
SHEET 285 285 1 LEU 382 VAL 384 ©
SHEET 286 286 1 THR 389 VAL 393 ©
SHEET 287 287 1 MET 417 SER 419 ©
SHEET 288 288 1 ILE 437 SER 441 ©
SHEET 289 289 1 ILE 518 ASP 522 ©
SHEET 290 290 1 THR 548 ILE 552 ©
SHEET 291 291 1 VAL 564 GLY 567 ©
SHEET 292 292 1 VAL 945 GLY 948 ©
SHEET 293 293 1 LEU 968 VAL 970 ©
SHEET 294 294 1 THR 975 VAL 979 ©
SHEET 295 295 1 LYS 1003 LEU 1005 ©
SHEET 296 296 1 GLY 1024 SER 1027 ©
SHEET 297 297 1 LEU 1107 ASP 1110 ©
SHEET 298 298 1 CYS 1137 ILE 1140 ©
SHEET 299 299 1 LEU 1152 GLN 1157 ©
SHEET 300 300 1 ARG 1160 GLY 1165 ©
ATOM 7068 CA SER 741 9.210 62.461 20.828 1.00 O.
ATOM 7069 CB SER 741 10.012 62.326 22.133 1.00 0.
ATOM 7070 0G SER 741 10.732 61.101 22.137 1.00 O.
ATOM 7071 HG SER 741 11.227 61.018 22.943 1.00 0.
ATOM 7073 0 SER 741 8.618 60.297 20.033 1.00 O0.
ATOM 7102 CA ALA 744 8.568 59.774 16.114 1.00 0.
ATOM 7103 CB ALA 744 9.952 60.422 16.300 1.00 0.
ATOM 7104 C ALA 744 8.698 58.321 16.402 1.00 0.
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ATOM 7105
ATOM 7106
ATOM 7107
ATOM 7108
ATOM 7109
ATOM 7111
ATOM 7137
ATOM 7138
ATOM 8567
ATOM 8568
ATOM 8575
ATOM 8576
ATOM 8577
ATOM 8578
ATOM 8579
ATOM 8580
ATOM 8581
ATOM 8582
ATOM 8583
ATOM 8584
ATOM 8585
ATOM 8591
ATOM 8593
ATOM 8594
ATOM 8595
ATOM 8599
ATOM 8600
ATOM 8601
ATOM 8603
ATOM 8604
ATOM 8611
ATOM 8612
ATOM 8613
ATOM 8614
ATOM 8615
ATOM 8616
ATOM 8617
ATOM 8618
ATOM 8619
ATOM 8620
ATOM 8624
ATOM 8625
ATOM 8626
ATOM 8627
ATOM 8628
ATOM 8629
ATOM 8630
ATOM 8631
ATOM 8632
ATOM 8633
ATOM 8634
ATOM 8635
ATOM 8636
ATOM 8637
ATOM 8638
ATOM 8639
ATOM 8641
TER 11279
HETATM11280
HETATM11281
HETATM11282
HETATM11283
HETATM11284
HETATM11285
HETATM11286
HETATM11287
HETATM11288
HETATM11289
HETATM11290
HETATM11291
HETATM11292
HETATM11293
HETATM11294

HETATM11295
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ALA
VAL
VAL
VAL
VAL
VAL
GLN
GLN
GLN
GLN
GLN
GLN
VAL
VAL
VAL
VAL
VAL
VAL
VAL
VAL
SER
SER
SER
SER
SER
SER
SER
PHE
PHE
PHE
PHE
PHE
ALA
ALA
ALA
ALA
ALA
ALA
PRO
PRO
PRO
PRO
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
TYR
TYR
TYR
TYR
TYR
TYR
ALA
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG

744
745
745
745
745
745
748
748
900
900
900
900
901
901
901
901
901
901
901
901
902
902
903
903
903
903
903
904
904
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904
904
905
905
905
905
905
905
906
906
906
906
907
907
907
907
907
907
907
907
907
908
908
908
908
908
908
1185
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.278
.306
.916
.452
.306
.077
.493
.796
.488
.352
.079
.894
.823
.020
.345
.185
.003
.257
.241
.204
.072
.425
.076
.449
.587
.359
.885
.865
.664
.438
.929
.036
.876
.038
.792
.480
.961
.658
.239
.360
.149
.990
.219
.094
.324
.746
.443
.782
.643
.428
.589
.556
.676
.486
.922
.609
.488

.020
.832
.260
.600
.041
.208
.678
.951
.360
.571
.860
.577
.492
.521
.165
.527

.576
.913
.571
.531
.206
.905
.232
.296
.547
.535
.809
.888
.838
.985
.994
.828
.232
.636
.169
.013
.222
.530
.651
.905
.914
.377
.715
.585
.188
.255
.833
.282
.864
.371
.508
.117
.090
.139
.797
.473
.049
.641
.319
.840
.917
.457
.089
.153
.712
.672
.730
.644
.520
.589
.154
.048
.735

.753
.233
.730
.735
.435
.258
.839
.724
.012
.433
.389
.012
.476
.384
.113
.302

.611
.621
.296
.942
.409
.655
.153
.344
.800
.011
.163
.732
.725
.202
.062
.469
.696
.735
.076
.973
.035
477
.425
727
911
.645
.566
.267
.798
.907
.132
.424
.978
.668
.264
.977
.105
.742
.201
.038
.418
412
.843
.894
.237
.586
.280
.207
.342
.430
.200
.701
.192
.617
.660
.355
.620

.952
.111
.044
.967
.554
.385
.479
.023
.485
.974
.255
.761
.873
.374
.510
.572
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HETATM11296 C LIG 1
HETATM11297 C LIG 1
HETATM11298 C LIG 1
CONECT1128511293112861128711291
CONECT11286112851128011283
CONECT11287112851128111284
CONECT11288112821128311284
CONECT112911129211285
CONECT1129211291
CONECT11293112941129811285
CONECT112941129311295
CONECT112951129411296
CONECT112961129511297
CONECT112971129611298
CONECT112981129311297
CONECT1128911283
CONECT1129011284
CONECT11283112861128811289
CONECT11284112871128811290
CONECT1128011286
CONECT1128111287
CONECT1128211288

END

12.248 57.768
13.610 58.046
14.248 58.857

17.505
17.376
18.315

1.00
1.00
1.00

0.00
0.00
0.00
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