
HEADER    ModPipe Model of GI 115833068           2018-01-2
TITLE     Model of Sequence 2 from patent US 7105656                  
SOURCE                                                                
EXPDTA    THEORETICAL MODEL, MODELLER SVN 2018/01/27 03:13:33
AUTHOR     URSULA PIEPER, BENJAMIN WEBB, EASHWAR NARAYANAN, ANDREJ SALI        
REMARK 220 Original ID: MDR1_HUMAN_MUT                                
REMARK 220 EXPERIMENTAL DETAILS                                       
REMARK 220 EXPERIMENT TYPE: THEORETICAL MODEL                         
REMARK 220 METHOD: HOMOLOGY MODELING                                  
REMARK 220 PROGRAM: MODPIPE                                           
REMARK 220 SEQUENCE IDENTITY:           89.00                         
REMARK 220 GA341 SCORE:                 1.00                          
REMARK 220 EVALUE:                      0                             
REMARK 220 MPQS:                        1.9388                        
REMARK 220 zDOPE SCORE:                 -0.33                         
REMARK 220 TSVMOD METHOD:               NA                            
REMARK 220 TSVMOD RMSD:                                               
REMARK 220 TSVMOD NO35:                                               
REMARK 220 TEMPLATE PDB:                5ko2                          
REMARK 220 TEMPLATE CHAIN:              A                             
REMARK 220 TARGET LENGTH:               1280                          
REMARK 220 TARGET BEGIN:                29                            
REMARK 220 TARGET END:                  1276                          
REMARK 220 TEMPLATE BEGIN:              28                            
REMARK 220 TEMPLATE END:                1272                          
REMARK 220 MODPIPE RUN:                 MW-hPGPmutantG185V            
REMARK 220 MODPIPE MODEL ID:            444f339089431267be00029d242df5ac
REMARK 220 MODPIPE ALIGN ID:            fdb3ed07482b784b780105ef8458cc3e
REMARK 220 MODPIPE SEQUENCE ID:         60d39a16bd58385778d9588e6f45244eMDLETKRQ
REMARK   6 MODELLER OBJECTIVE FUNCTION:      7692.9263
REMARK   6 MODELLER BEST TEMPLATE % SEQ ID:  88.861
REMARK   6 GENERATED BY MODPIPE VERSION SVN.r1610
HELIX    1   1 VAL     36  TYR     42  1                                   7
HELIX    2   2 TRP     45  LEU     85  1                                  41
HELIX    3   3 ILE     98  ARG    157  1                                  60
HELIX    4   4 ILE    160  VAL    165  1                                   6
HELIX    5   5 VAL    168  ILE    186  1                                  19
HELIX    6   6 ASP    188  PHE    267  1                                  80
HELIX    7   7 LYS    272  LYS    279  1                                   8
HELIX    8   8 GLU    282  LEU    322  1                                  41
HELIX    9   9 ILE    328  ASP    370  1                                  43
HELIX   10  10 SER    434  MET    440  1                                   7
HELIX   11  11 ILE    458  THR    460  1                                   3
HELIX   12  12 VAL    463  ILE    469  1                                   7
HELIX   13  13 ILE    484  ARG    489  1                                   6
HELIX   14  14 MET    497  ALA    507  1                                  11
HELIX   15  15 TYR    510  LYS    515  1                                   6
HELIX   16  16 GLY    533  ARG    547  1                                  15
HELIX   17  17 THR    563  ARG    577  1                                  15
HELIX   18  18 LEU    589  ASN    594  1                                   6
HELIX   19  19 HIS    612  GLU    618  1                                   7
HELIX   20  20 ILE    621  THR    630  1                                  10
HELIX   21  21 PHE    697  ASN    704  1                                   8
HELIX   22  22 TRP    708  ARG    741  1                                  34
HELIX   23  23 PRO    745  ARG    798  1                                  54
HELIX   24  24 VAL    801  ASP    805  1                                   5
HELIX   25  25 THR    811  TYR    853  1                                  43
HELIX   26  26 TRP    855  GLU    902  1                                  48
HELIX   27  27 PHE    904  LEU    910  1                                   7
HELIX   28  28 GLU    913  ALA    965  1                                  53
HELIX   29  29 PHE    971  PHE    994  1                                  24
HELIX   30  30 TYR    998  GLU   1013  1                                  16
HELIX   31  31 LYS   1076  GLU   1084  1                                   9
HELIX   32  32 VAL   1106  HIS   1112  1                                   7
HELIX   33  33 ILE   1127  GLY   1134  1                                   8
HELIX   34  34 GLN   1142  ALA   1152  1                                  11
HELIX   35  35 HIS   1155  SER   1160  1                                   6
HELIX   36  36 GLY   1178  ARG   1192  1                                  15
HELIX   37  37 THR   1208  ARG   1222  1                                  15
HELIX   38  38 LEU   1234  ASN   1239  1                                   6
HELIX   39  39 HIS   1257  GLN   1263  1                                   7
HELIX   40  40 ILE   1266  ALA   1275  1                                  10
SHEET    1   1 1 LEU   392  ARG   395  0
SHEET    2   2 1 LEU   415  VAL   417  0



SHEET    3   3 1 THR   422  GLY   427  0
SHEET    4   4 1 MET   450  VAL   453  0
SHEET    5   5 1 ILE   470  VAL   473  0
SHEET    6   6 1 ILE   551  ASP   555  0
SHEET    7   7 1 THR   581  ILE   585  0
SHEET    8   8 1 VAL   597  ASP   602  0
SHEET    9   9 1 VAL   605  GLY   610  0
SHEET   10  10 1 VAL  1035  GLY  1038  0
SHEET   11  11 1 LEU  1058  VAL  1060  0
SHEET   12  12 1 THR  1065  GLY  1070  0
SHEET   13  13 1 LYS  1093  LEU  1096  0
SHEET   14  14 1 LEU  1113  VAL  1116  0
SHEET   15  15 1 ILE  1196  ASP  1200  0
SHEET   16  16 1 THR  1226  ILE  1230  0
SHEET   17  17 1 LEU  1242  GLN  1247  0
SHEET   18  18 1 ARG  1250  GLY  1255  0
ATOM   3076  CB  THR   422      55.905 113.758  67.186  1.00 51.40           C
ATOM   3078  CG2 THR   422      54.719 113.163  66.411  1.00 51.40           C
ATOM   4099  CB  LEU   554      51.529 106.545  62.180  1.00101.95           C
ATOM   4100  CG  LEU   554      52.434 106.015  63.308  1.00101.95           C
ATOM   4102  CD2 LEU   554      51.747 106.135  64.677  1.00101.95           C
ATOM   4120  C   GLU   556      46.072 105.589  60.451  1.00 79.08           C
ATOM   4122  N   ALA   557      46.969 105.453  61.444  1.00 73.89           N
ATOM   4123  CA  ALA   557      47.111 104.242  62.210  1.00 73.89           C
ATOM   4124  CB  ALA   557      48.242 104.335  63.249  1.00 73.89           C
ATOM   4125  C   ALA   557      45.855 103.855  62.959  1.00 73.89           C
ATOM   4127  N   THR   558      45.131 104.847  63.501  1.00133.51           N
ATOM   4128  CA  THR   558      43.951 104.733  64.330  1.00133.51           C
ATOM   4129  CB  THR   558      43.978 105.796  65.391  1.00133.51           C
ATOM   4130  OG1 THR   558      45.247 105.773  66.028  1.00133.51           O
ATOM   4215  CD  GLN   570      47.999 108.239  70.610  1.00 48.11           C
ATOM   4216  OE1 GLN   570      47.647 107.584  69.631  1.00 48.11           O
ATOM   4217  NE2 GLN   570      48.720 109.386  70.502  1.00 48.11           N
ATOM   4234  CB  LEU   573      51.412 105.093  68.897  1.00 53.84           C
ATOM   4235  CG  LEU   573      50.543 104.144  68.051  1.00 53.84           C
ATOM   4236  CD1 LEU   573      49.555 104.931  67.175  1.00 53.84           C
ATOM   4238  C   LEU   573      53.268 105.369  70.486  1.00 53.84           C
ATOM   4239  O   LEU   573      54.400 105.628  70.080  1.00 53.84           O
ATOM   4244  OD1 ASP   574      51.631 108.845  71.950  1.00 40.82           O
ATOM   4264  CB  ARG   577      56.698 108.329  68.991  1.00201.83           C
ATOM   4265  CG  ARG   577      55.858 108.841  70.152  1.00201.83           C
ATOM   4266  CD  ARG   577      54.893 109.941  69.701  1.00201.83           C
ATOM   4267  NE  ARG   577      54.115 110.379  70.891  1.00201.83           N
ATOM   4268  CZ  ARG   577      54.594 111.379  71.688  1.00201.83           C
ATOM   4270  NH2 ARG   577      53.895 111.755  72.798  1.00201.83           N
ATOM   4320  CA  VAL   584      51.985 110.741  61.225  1.00109.28           C
ATOM   4321  CB  VAL   584      51.408 110.616  62.607  1.00109.28           C
ATOM   4322  CG1 VAL   584      51.114 112.027  63.146  1.00109.28           C
ATOM   4323  CG2 VAL   584      50.165 109.712  62.539  1.00109.28           C
ATOM   4336  CB  ALA   586      46.878 112.301  62.733  1.00 63.32           C
ATOM   4376  CB  THR   591      45.319 110.726  68.367  1.00131.36           C
ATOM   4378  CG2 THR   591      46.597 109.935  68.653  1.00131.36           C
ATOM   4379  C   THR   591      46.350 112.706  69.284  1.00131.36           C
ATOM   4380  O   THR   591      47.353 112.515  69.969  1.00131.36           O
ATOM   4381  N   VAL   592      46.269 113.675  68.358  1.00 88.93           N
ATOM   4382  CA  VAL   592      47.287 114.609  67.948  1.00 88.93           C
ATOM   4383  CB  VAL   592      46.911 115.295  66.660  1.00 88.93           C
ATOM   4384  CG1 VAL   592      47.934 116.396  66.326  1.00 88.93           C
ATOM   4385  CG2 VAL   592      46.794 114.216  65.570  1.00 88.93           C
ATOM   4386  C   VAL   592      47.635 115.678  68.954  1.00 88.93           C
ATOM   4387  O   VAL   592      48.756 116.186  68.929  1.00 88.93           O
ATOM   4401  CB  ASN   594      50.305 114.750  73.246  1.00114.99           C
ATOM   4402  CG  ASN   594      50.348 113.660  72.185  1.00114.99           C
ATOM   4403  OD1 ASN   594      49.339 113.349  71.555  1.00114.99           O
ATOM   4404  ND2 ASN   594      51.550 113.057  71.982  1.00114.99           N
ATOM   4405  C   ASN   594      51.184 116.428  71.661  1.00114.99           C
ATOM   4407  N   ALA   595      51.021 116.286  70.329  1.00 56.93           N
ATOM   4408  CA  ALA   595      52.091 116.416  69.368  1.00 56.93           C
ATOM   4409  CB  ALA   595      51.624 116.242  67.911  1.00 56.93           C
ATOM   4410  C   ALA   595      52.799 117.735  69.461  1.00 56.93           C
TER    9707      GLY  1276
HETATM 9708  C   LIG     0      47.689 107.527  64.798  0.00  0.00           C
HETATM 9709  C   LIG     0      49.035 108.197  65.083  0.00  0.00           C
HETATM 9710  C   LIG     0      48.862 109.238  66.190  0.00  0.00           C



HETATM 9711  C   LIG     0      50.208 109.908  66.474  0.00  0.00           C
HETATM 9712  C   LIG     0      50.013 111.035  67.491  0.00  0.00           C
HETATM 9713  C   LIG     0      51.333 111.785  67.682  0.00  0.00           C
HETATM 9714  C   LIG     0      51.137 112.911  68.699  0.00  0.00           C
HETATM 9715  C   LIG     0      51.168 108.889  67.032  0.00  0.00           C
HETATM 9716  O   LIG     0      50.813 107.745  67.186  0.00  0.00           O
HETATM 9717  O   LIG     0      52.419 109.253  67.357  0.00  0.00           O
HETATM 9718  H   LIG     0      47.812 106.785  64.010  0.00  0.00           H
HETATM 9719  H   LIG     0      47.327 107.039  65.704  0.00  0.00           H
HETATM 9720  H   LIG     0      46.968 108.280  64.480  0.00  0.00           H
HETATM 9721  H   LIG     0      49.755 107.444  65.402  0.00  0.00           H
HETATM 9722  H   LIG     0      49.397 108.685  64.177  0.00  0.00           H
HETATM 9723  H   LIG     0      48.142 109.992  65.870  0.00  0.00           H
HETATM 9724  H   LIG     0      48.500 108.750  67.095  0.00  0.00           H
HETATM 9725  H   LIG     0      50.611 110.319  65.549  0.00  0.00           H
HETATM 9726  H   LIG     0      49.252 111.725  67.126  0.00  0.00           H
HETATM 9727  H   LIG     0      49.694 110.612  68.443  0.00  0.00           H
HETATM 9728  H   LIG     0      52.093 111.094  68.046  0.00  0.00           H
HETATM 9729  H   LIG     0      51.652 112.207  66.728  0.00  0.00           H
HETATM 9730  H   LIG     0      52.078 113.444  68.834  0.00  0.00           H
HETATM 9731  H   LIG     0      50.377 113.601  68.334  0.00  0.00           H
HETATM 9732  H   LIG     0      50.819 112.489  69.651  0.00  0.00           H
HETATM 9733  H   LIG     0      53.035 108.599  67.715  0.00  0.00           H
CONECT 9708 9709 9718 9719 9720
CONECT 9709 9708 9710 9721 9722
CONECT 9710 9709 9711 9723 9724
CONECT 9711 9710 9712 9715 9725
CONECT 9712 9711 9713 9726 9727
CONECT 9713 9712 9714 9729 9728
CONECT 9714 9713 9730 9731 9732
CONECT 9715 9711 9716 9717
CONECT 9718 9708
CONECT 9719 9708
CONECT 9720 9708
CONECT 9721 9709
CONECT 9722 9709
CONECT 9723 9710
CONECT 9724 9710
CONECT 9725 9711
CONECT 9726 9712
CONECT 9727 9712
CONECT 9728 9713
CONECT 9729 9713
CONECT 9730 9714
CONECT 9731 9714
CONECT 9732 9714
CONECT 9733 9717
CONECT 9716 9715
CONECT 9717 9715 9733
END


