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Figure S1 Quality of final 2Fo -Fc electron density map around glutamate in 6BRL contoured at 1.5sigma cutoff 
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 PDBe Fold v2.59. (src3) 14 Apr 2014 result file. 

RESULT SUMMARY 

   ##      Q-score      P-score     Z-score   RMSD    Nalgn Nsse Ngaps Seq-%     Nmd Nres-Q Nsse-Q Nres-T Nsse-T Query Target 
    1      0.8372       55.43 22.5     1.169   490   29    5      0.9673    0    495     31    503     33    PDB 6b1z:A  PDB 6brl:A 
    2      0.5865 25.7       16.52     1.955   440   25   12      0.3841    0    495     31    468     29    PDB 6b1z:A  PDB 2cv1:B 
    3      0.5829 24.7       16.22     1.998   442   27   15      0.3914    0    495     31    469     30    PDB 6b1z:A  PDB 1n78:B 
    4      0.5814       26.29       16.67     1.962   439   27   13       0.385    0    495     31    469     31    PDB 6b1z:A  PDB 2cv2:B 
    5      0.5728       25.58       16.49     1.905   432   25   14      0.3912    0    495     31    469     29    PDB 6b1z:A  PDB 2dxi:B 
    6       0.569       25.28 16.9     1.934   432   25   15      0.3958    0    495     31    468     30    PDB 6b1z:A  PDB 2cv0:B 
    7      0.5473       23.75       15.96     2.031   430   27   17      0.3767    0    495     31    468     31    PDB 6b1z:A  PDB 1g59:C 
    8      0.5445       23.81       16.45     2.002   427   25   16      0.3864    0    495     31    468     29    PDB 6b1z:A  PDB 1n77:B 
    9      0.5313       20.55       15.07     1.997   429   23   21       0.338    0    495     31    485     30    PDB 6b1z:A  PDB 2cfo:A 
   10      0.5305       19.05 14.2     2.078   435   23   18      0.3517    0    495     31    487     30    PDB 6b1z:A  PDB 2cfo:B 
   11      0.5241       19.47       14.68     2.221   434   25   15      0.3825    0    495     31    469     29    PDB 6b1z:A  PDB 2dxi:A 
   12      0.5226       19.17       14.59     2.244   435   25   14      0.3839    0    495     31    469     29    PDB 6b1z:A  PDB 2cv2:A 
   13      0.5218       18.96       14.35     2.362   443   27   16      0.3792    0    495     31    469     29    PDB 6b1z:A  PDB 1n78:A 
   14      0.5208       19.18       14.59     2.262   435   25   14      0.3839    0    495     31    468     29    PDB 6b1z:A  PDB 1n77:A 
   15      0.5206       20.96       14.93     2.321   440   25   15      0.3841    0    495     31    470     28    PDB 6b1z:A  PDB 2cv0:A 
   16      0.5126       18.18       14.28     2.298   435   25   14      0.3839    0    495     31    470     29    PDB 6b1z:A  PDB 2cv1:A 
   17      0.5115 17.8       14.17     2.202   427   27   16      0.3817    0    495     31    468     30    PDB 6b1z:A  PDB 1g59:A 
   18      0.4705       14.57       13.76     2.351   427   23   17      0.3396    0    495     31    485     32    PDB 6b1z:A  PDB 3pny:B 
   19      0.4683       17.64       13.94     2.373   420   27   17      0.3476    0    495     31    468     30    PDB 6b1z:A  PDB 2o5r:A 
   20      0.4654       14.29       13.59     2.297   421   23   19      0.3444    0    495     31    485     31    PDB 6b1z:A  PDB 3pnv:B 
   21      0.4631 13.1 12.6     2.636   436   27   17       0.367    0    495     31    468     31    PDB 6b1z:A  PDB 1gln:A 
   22      0.4522       12.04       12.83     2.430   424   23   20      0.3349    0    495     31    485     30    PDB 6b1z:A  PDB 2ja2:A 
   23      0.4471       12.01       13.11     2.446   421   24   23       0.342    0    495     31    481     31    PDB 6b1z:A  PDB 3pnv:A 
   24      0.4353       14.72 13.2     2.438   417   25   20      0.3645    0    495     31    486     30    PDB 6b1z:A  PDB 4gri:B 
   25      0.4322       16.79       14.09     2.313   400   23   15       0.405    0    495     31    469     30    PDB 6b1z:A  PDB 2cuz:A 
   26      0.4298       10.79       12.69     2.523   418   23   22      0.3349    0    495     31    481     31    PDB 6b1z:A  PDB 3pny:A 
   27      0.4288 16.7       14.26     2.298   397   23   15      0.4081    0    495     31    468     30    PDB 6b1z:A  PDB 1n75:A 
   28      0.4228       14.12       13.53     2.362   403   25   19      0.3747    0    495     31    479     30    PDB 6b1z:A  PDB 4gri:A 
   29      0.4176       14.84       13.64     2.326   394   24   16       0.401    0    495     31    469     30    PDB 6b1z:A  PDB 1j09:A 
   30      0.3354       7.152       10.14     3.131   399   25   21      0.3434    0    495     31    459     28    PDB 6b1z:A  PDB 7k86:A 
   31      0.3124       8.429       10.82     2.891   372   24   28      0.3468    0    495     31    464     29    PDB 6b1z:A  PDB 7k86:B 
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Table S.1 Results from PDBeFold P (http://www.ebi.ac.uk/msd-srv/ssm/) analysis (Krissinel & Henrick, 2004) 
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6B1Z_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  L L  VR A   Y   K       L  E T   R        I   L WI                  QSE  D    Y   IL    AY    TPE L   R                 R     EK  V  A S   P    G  T LYD LF  HNG DFI  I   DTQ YVPGSEEY MEA E   MVPDESPKHGGPYAPYR   RR IYDR TEQ  KTDY  LAFD   E DQI AEFEARGD.VFAYNYET NRLRN

6BRL_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  L L  VR A   Y   K       L  E T   R        I   L WI                  QSE  D    Y   IL    AY    TPE L   R                 R     EK  V  A S   P    G  T LYD LF  HNG DFI  I   DTQ YVPGSEEY MEA E   MVPDESPKHGGPYAPYR   RR IYDR TEQ  KTDY  LAFD   E DQI AEFEARGD.VFAYNYET NRLRN

1J09_A      R  P P G  H G           A    G    R  D                     G                                                                             V        T    V  A  A  NY   R       V  E T   R        I   L WL   Y              QSE       YA  LL  G AY    TPE L   R                 R     .M VT IA S   DP   T YI LF  AW  RNG RFI  I   DRA YVPGAEER LAA K   LS DEGPDVGGPHGPYR   RLPLYQK  EE  KR W  RAFE   E EQI ......KE.KGGYDGRA N....

1G59_A      R  P P G  H G           A    G    R  D                     G                                                                             V        T    V  A  A  NY   R       V  E T   R        I   L WL   Y              QSE       YA  LL  G AY    TPE L   R                 R     .M VT IA S   DP   T YI LF  AW  RNG RFI  I   DRA YVPGAEER LAA K   LS DEGPDVAAPTGPYR   RLPLYQK  EE  KR W  RAFE   E EQI ......KE.KGGYDGRA N....

4GRI_A      R  P P G  H G           A    G    R  D                     G                                                                              R  Y    T    I  IR A  NY   K       L  E T   R        L   L WL   F              QS        YA  LI  G AY    SPE L   K                 R     LST V  A S   LQ   G  T LF  FF  SCG KFL  I   DQS YSPEAEND YSS K   IS DEGPVVGGDYAPYV  QRSAIYKQ  KY  ES H  YCYC   R ERI KIQNINKM.PPGYDRHC N....

5TGT_A      R  P P G  H G           A    G    R  D                     G                                                                             VR       T    V  A  A  N    R       L  E T   R        I   L WL   W              QSE       Y   LV  G AF    TPE L   R                       TT  T IA S   DP   T YI LF LCF  QHG QFI  I   DQL STRESEQQ YDA R   IE DEGPDVGGPHGPYR   RGHIYKK SDE  EK H  TCFC   R DAV AEQMARKE.TPRYDGHCMH....

7K86_A      R  P P G  H G           A    G    R  D                     G                                                                              R  F    T  L I  AR A   W   R       L  E T   R        I   M WL   Y              QTD        A  LV  G AY    T E L   R                 R     MTC T  A S   Y    G  T LYC LE  HRG EFV  I   DRE STQGAIDA LEA E   LD DEG........PIY   RVARYLEV EQ  AD K  YAYE R E DAM EAAMARQE.KPRYNGAA D....

2O5R_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  L V  AR A  NF   R       L  E T   R        L   L WL   W              QSE  E     A  LV  G AY     PE I   R                       HX  V  A S   F    G  T LF  LF  KEK KFI  I   DLE SEREYEEK XES R   LL DEGPDVGGDHGPYR   RV IYREH ER  KE K  YVYAY  E EEX EKLLSEGK.APHYSQEXFEKF..

5H4V_A      R  P P G  H G           A    G    R  D                     G                                                                              R  F    T  L I  AR A   W   R       L  E T   R        I   M WL   Y              QT         A  LL  G AY    T E L   R                 R     MAC T  A S   Y    G  T LYC LE  RRG QFV  I   DRQ STQAAIDA LEA Q   LG DEG........PIY  QRVARYQEV EQ  AQ K  YAYE R E DAM EAAMAKQE.KPRYDGAA E....

2CFO_A      R  P P G  H G           A    G    R  D                     G                                                                             VR       T  L I  AR A  NW   R       L  E T   R        I   L WL   W              QSD  D     I  LL  G AY    TPE L   R                 R     .T  V LA S   N    T  T VF  LY  HRG KFI  I   DRE SRPEYTEN LEG Q   LT DEG........PYF   RL LYRQA QT  DK L  YCYC   E EAL AEQKAKGQ.APRYDNRH H....

6B1P_A      R  P P G  H G           A    G    R  D                     G                                                                             I   F    T  L I  LR A  NY   R       L  E T   R        I     WV   Y              QS   E    YI  LL    AY    S D L   R                 R     SL VT  A S   Y    G  T IF  LF  ANQ KFF  I   DLS NSIEAANA IEAFK   LE DGE........ILY  KRF IYKE  QK  DEDK  YCYM K E DAL EEQKARKE.TPRYDNRY D....

3PNV_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T    V  VR A  NW   R          E T   R        L   L WL   W              QS   E     L  LL  G AY    TPE V   H                 R     ET  V  C S   TP   L  T LF  AY  HTG TFVF I   DAQ DSEESYLA LDA R   LD DEGPEVGGPYGPYR  QRA IYRDV AR  AA E  HAFS   E EAR .VAAGRNP.KLGYDNFD H....

2JA2_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T    V  VR A  NW   R          E T   R        L   L WL   W              QS   E     L  LL  G AY    TPE V   H                 R     ET  V  C S   TP   L  T LF  AY  HTG TFVF I   DAQ DSEESYLA LDA R   LD DEGPEVGGPYGPYR  QRA IYRDV AR  AA E  HAFS   E EAR .VAAGRNP.KLGYDNFD H....

3PNY_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T    V  VR A  NW   R          E T   R        L   L WL   W              QS   E     L  LL  G AY    TPE V   H                 R     ET  V  C S   TP   L  T LF  AY  HTG TFVF I   DAQ DSEESYLA LDA R   LD DEGPEVGGPYGPYR  QRA IYRDV AR  AA E  HAFS   E EAR .VAAGRNP.KLGYDNFD H....

3AFH_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  L V  AR A  NW   R       L  E T   R        I   L W    W              QSE  E    YA  LV    AY      E                             EL  V  A S   H    G  T LF  MF  KEG KFI  I   DTE SSREYEQQ LES R C LD DEGPDIGGDFGPYR   RL IYRE  EK  EDKR  YVVYDK DP.................SKEL...F..

3AKZ_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  L V  AR A  NW   R       L  E T   R        I   L W    W              QSE  E    YA  LV    AY      E                             EL  V  A S   H    G  T LF  MF  KEG KFI  I   DTE SSREYEQQ LES R C LD DEGPDIGGDFGPYR   RL IYRE  EK  EDKR  YVVYDK DP.................SKEL...F..

4G6Z_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  I L  IR A   W   R       L  E T   R        I   M WL   Y              Q    D     L  M   G VY    S E L   R                 R     RP  T  A S   F    N  S LYP AF  KMK TFV  I   DVE SSQEAVDA LEG A   LD DEG........PYY MQRM RYREV AQ QEK L  PXYM T E DAL ERQRAAGE.KPRYDGTW P....

3AL0_C      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    T  L V  AR A  NW   R       L  E T   R        I   L W    W              QSE  E    YA  LV    AY      E                             EL  V  A S   H    G  T LF  MF  KEG KFI  I   DTE SSREYEQQ LES R C LD DEGPDIGGDFGPYR   RL IYRE  EK  EDKR  YVVYDK DP.................SKEL...F..

3AII_A      R  P P G  H G           A    G    R  D                     G                                                                             V   F    S  L I  AR A  N    R       L  E T   R        I   L WL   W              QSD  E    Y   LI  G AY     PE     K                 R     GE VL  A N   P    H  A IL HEY  KYD RLI  I   DPR VDPEAYDM PAD E   VE D.E........TVI   RM TYYE TEK  ER G  VCTCR  EFREL NR.........GEACHC SLGFR

1NZJ_A      R  P P G  H G           A    G    R  D                     G                                                                                 F    S  L    L  A  SY   R       V  E     R        I   L      W              QS   D     L  L   G  Y    T   I                     R     TQYIG  A S   E  F S IA LG  LQ  ARQ RWL  I  IDPP EVPGAAET LRQ EHY LH DGD........VLW  QRH AYREA AW HEQ LS YCTC RAR QSIG..........GIYDGHC V....

4H3S_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    N  L I   K I  NF   K       L  D T   K        I   V WL                  SSD  D     A  LI  G AY    T E I   R                 R     GK  T  P E   Y    HS A MV  GY  YHN TCY  F   NPE EAPEYFES KRM S   FKP.WK........ITY   YF ELYRL EV  KN K  VCHC A E KRG GIKEDGTPGGERYACKH DQSIE

2HZ7_A      R  P P G  H G           A    G    R  D                     G                                                                             V   F    S  A L  V      F   R       L  D T            I   L WL   W               SD  D    YA  LI  G AY    SPE L   R                 R     PR VT  P D   Y    H FASLLD NT  QYG QFN  M   NPELARQEYVDS ADD K   LD GEH........FYYA  YF RYYA  EQ  RQ D  VESV   E SRL GNATTP.....GTPSPY DRSVE

4YE9_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    N  L I  AK I  NF   K       L  D T   K        I   V WL                   SD  D    WA  LI  G AY     GE L                     R     GQ  T  P E   I    H  A NF  GY  ANN ICF  F   NPE EEAKFFTA CDM A   YTP.YK........VTYA  YF QLYA  VE  RR L  VCHQR  E K...GH...N.....TLPSPW DRPME

4YE8_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    N  L I  AK I  NF   K       L  D T   K        I   V WL                   SD  D    WA  LI  G AY     GE L                     R     GQ  T  P E   I    H  A NF  GY  ANN ICF  F   NPE EEAKFFTA CDM A   YTP.YK........VTYA  YF QLYA  VE  RR L  VCHQR  E K...GH...N.....TLPSPW DRPME

4YE6_A      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    N  L I  AK I  NF   K       L  D T   K        I   V WL                   SD  D    WA  LI  G AY     GE L                     R     GQ  T  P E   I    H  A NF  GY  ANN ICF  F   NPE EEAKFFTA CDM A   YTP.YK........VTYA  YF QLYA  VE  RR L  VCHQR  E K...GH...N.....TLPSPW DRPME

4R3Z_C      R  P P G  H G           A    G    R  D                     G                                                                             VR  F    N  L I  AK I  NF   K       L  D T   K        I   V WL                   SD  D    WA  LI  G AY     GE L                     R     GQ  T  P E   I    H  A NF  GY  ANN ICF  F   NPE EEAKFFTA CDM A   YTP.YK........VTYA  YF QLYA  VE  RR L  VCHQR  E K...GH...N.....TLPSPW DRPME

2RD2_A      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE

1EUQ_A      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE

1GSG_P      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE

1QRS_A      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE

1O0B_A      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE

1NYL_A      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE

1QRT_A      R  P P G  H G           A    G    R  D                     G                                                                             VH  F    N  L I  AK I  NF           L  D T   K        I   V WL   W              SSD  D    YA  LI  G AY    TPE I   R                 R     TT  T  P E   Y    H  S CL  GI QDYK QCN  F   NPV EDIEYVES KND E   FH SGN........VRY   YF QLHA  IE  NK L  VDEL   Q REY GTLTQP.....GKNSPY DRSVE
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Figure S.2 Results from ENDScript alignment (Gouet et al., 2003, Robert & Gouet, 2014)
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