COMPND W:\zeph\SINDHU\.DLG FILES\mutant2drugl\complex.pdbqt
AUTHOR GENERATED BY OPEN BABEL 2.3.1

REMARK 4 XXXX COMPLIES WITH FORMAT V. 2.0

HELIX 161 161 SER 2 PHE 7 1

HELIX 162 162 TRP 12 LEU 52 1

HELIX 163 163 SER 63 ASP 131 1

HELIX 164 164 GLY 136 THR 176 1

HELIX 165 165 THR 182 VAL 220 1

HELIX 166 166 ILE 228 PHE 234 1

HELIX 167 167 LYS 239 ILE 256 1

HELIX 168 168 ILE 260 SER 290 1

HELIX 169 169 VAL 298 ASP 337 1

HELIX 170 170 LYS 400 GLN 408 1

HELIX 171 171 ILE 425 THR 427 1

HELIX 172 172 VAL 430 ILE 436 1

HELIX 173 173 ILE 451 GLY 458 1

HELIX 174 174 MET 464 GLU 473 1

HELIX 175 175 TYR 477 LYS 482 1

HELIX 176 176 LYS 486 ASP 488 1

HELIX 177 177 GLY 500 ARG 514 1

HELIX 178 178 THR 530 ARG 544 1

HELIX 179 179 LEU 556 VAL 559 1

HELIX 180 180 HIS 579 GLU 585 1

HELIX 181 181 ILE 588 THR 594 1

HELIX 182 182 ARG 609 THR 616 1

HELIX 183 183 VAL 622 THR 650 1

HELIX 184 184 THR 657 ARG 708 1

HELIX 185 185 VAL 711 ASP 715 1

HELIX 186 186 THR 721 ILE 762 1

HELIX 187 187 THR 768 GLU 812 1

HELIX 188 188 PHE 814 THR 816 1

HELIX 189 189 GLU 823 ALA 871 1

HELIX 190 190 GLU 882 VAL 901 1

HELIX 191 191 ALA 909 GLU 923 1

HELIX 192 192 ARG 957 ASP 959 1

HELIX 193 193 LYS 986 GLU 994 1

HELIX 194 194 VAL 1016 ALA 1021 1

HELIX 195 195 ILE 1037 1ILE 1041 1

HELIX 196 196 GLN 1052 ALA 1062 1

HELIX 197 197 HIS 1065 GLU 1069 1

HELIX 198 198 LYS 1074 SER 1076 1

HELIX 199 199 ASP 1081 GLY 1083 1

HELIX 200 200 GLY 1088 ARG 1102 1

HELIX 201 201 THR 1118 ALA 1131 1

HELIX 202 202 THR 1146 GLN 1148 1

HELIX 203 203 HIS 1167 ALA 1172 1

HELIX 204 204 ILE 1176 GLN 1184 1

SHEET 73 73 1 LEU 359 ARG 362 0

SHEET 74 74 1 VAL 364 PHE 366 0

SHEET 75 75 1 LEU 377 LEU 380 0O

SHEET 76 76 1 LEU 382 VAL 384 0

SHEET 77 77 1 THR 389 VAL 393 0

SHEET 78 78 1 MET 417 SER 419 0

SHEET 79 79 1 ILE 437 SER 441 0

SHEET 80 80 1 ILE 518 ASP 522 0

SHEET 81 81 1 THR 548 ILE 552 0

SHEET 82 82 1 VAL 564 GLY 567 0

SHEET 83 83 1 VAL 945 GLY 948 ©

SHEET 84 84 1 LEU 968 VAL 970 0

SHEET 85 85 1 THR 975 VAL 979 0

SHEET 86 86 1 LYS 1603 LEU 1005 0O

SHEET 87 87 1 GLY 1024 SER 1027 0

SHEET 88 88 1 LEU 1107 ASP 1110 0O

SHEET 89 89 1 CYS 1137 1ILE 1140 0O

SHEET 90 90 1 LEU 1152 GLN 1157 ©

SHEET 91 91 1 ARG 1160 GLY 1165 0O

ATOM 2012 (D2 LEU 211 14.161 79.202 14.315 1.00
ATOM 2034 CG TYR 214 11.761 82.612 17.291 1.00
ATOM 2035 (D1 TYR 214 10.528 82.125 17.638 1.00
ATOM 2036 CD2 TYR 214 12.816 82.426 18.153 1.00
ATOM 2037 CE1 TYR 214 10.358 81.469 18.833 1.00
ATOM 2038 CE2 TYR 214 12.650 81.770 19.349 1.00
ATOM 2039 CzZz TYR 214 11.413 81.289 19.692 1.00
ATOM 2040 OH TYR 214 11.228 80.613 20.916 1.00
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ATOM 2041
ATOM 2402
ATOM 2403
ATOM 2404
ATOM 2406
ATOM 2407
ATOM 2408
ATOM 2409
ATOM 2410
ATOM 2411
ATOM 2412
ATOM 2413
ATOM 2414
ATOM 2415
ATOM 2416
ATOM 2417
ATOM 2419
ATOM 2420
ATOM 2438
ATOM 2440
ATOM 2448
ATOM 2449
ATOM 2450
ATOM 2451
ATOM 2452
ATOM 2453
ATOM 2454
ATOM 2479
ATOM 2480
ATOM 2481
ATOM 2482
ATOM 6613
ATOM 7035
ATOM 7036
ATOM 7037
ATOM 7038
ATOM 7039
ATOM 7040
TER 11273
HETATM11274
HETATM11275
HETATM11276
HETATM11277
HETATM11278
HETATM11279
HETATM11280
HETATM11281
HETATM11282
HETATM11283
HETATM11284

CONECT1127411275112781128
CONECT112751127411276
CONECT112761127511277

HH

CA
CB

cD
NE
HE
Cz
NH1
1HH1
2HH1
NH2
1HH2
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CONECT1127711276

CONECT112781127411279
CONECT112791127811280

CONECT1128011279
CONECT11281112741128211283
CONECT1128411283
CONECT1128211281

CONECT112831128111284

END

TYR
LYS
LYS
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ILE
ILE
LYS
LYS
LYS
LYS
LYS
LYS
LYS
ILE
ILE
ILE
ILE
THR
LYS
LYS
LYS
LYS
LYS
LYS
ALA
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG
LIG

214
252
252
253
253
253
253
253
253
253
253
253
253
253
253
253
253
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256
257
257
257
257
257
257
257
260
260
260
260
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736
736
736
736
736
736
1185
1

1
1
1
1
1
1
1
1
1
1
1
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.958
.625
.437
.641
.501
.287
.458
.712
.412
.291
.215
.473
.099
.074
.715
.522
.214
.117
.803
.344
.629
.692
.401
.780
.253
.980
.339
.507
.010
.053
.709
.732
.204
.085
.647
.902
.351
.239

.437
.272
.875
.726
.637
.562
.957
.170
.513
.824
.383

.488
.021
.207
.653
.260
.858
.913
.207
.187
.145
.141
.134
.388
.848
.138
.143
.618
.068
.462
.272
.385
.877
.518
.750
.511
.363
.378
.705
.455
.844
.724
.087
.328
.373
.733
.429
.937
.805

.459
.928
.284
772
.951
.940
.929
.178
.939
.870
.341

.511
.555
.142
.388
.681
.548
.066
.582
.456
.468
.904
.564
.977
.151
.688
.690
.410
.808
.990
.853
.847
.923
.231
.959
.831
.114
.382
.728
.908
.591
.212
.995
.901
.909
.067
.072
.358
.895

.999
.047
712
.782
.834
.115
.724
.442
.743
.719
.373
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