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Captions for Supplementary Figures 

Supplementary Figure S1. Sequence alignment and secondary structure assignment of 

DapF. 

Amino acid sequences of DapF orthologues aligned using ClustalW. Species abbreviations: 

Mt = M. tuberculosis, Ms = Mycobacterium smegmatis, Cg = Corynebacterium glutamicum, 

Ba = Bacillus anthracis, Hi = Haemophilus influenzae. Secondary structure assignments of 

the bottom sequence reflects that of PDB entry 1bwz. Green triangles mark the catalytic Cys 

residues. Blue letters H, V denote residues in H-bond or van der Waals contact, respectively, 

with L,L-AziDAP in PDB entry 2gke (Pillai et al., 2006). Alignment formatted using ESPript 

(http://espript.ibcp.fr/). 

 

Supplementary Figure S2. Distribution of atomic displacement factors 

Ribbon diagram of MtDapF coloured according to atomic displacement factors. Colour ramp 

is from dark blue (min. B = 31 Å2) to dark red (max. B = 110 Å2 ). 

 



                                                            DapF_Mt
    1       10        20          30        40        50    

 1 DapF_Mt       F K H   N                             G G D               M  A G  TQ DFV LPD DA L LT     V  LCDRR  L A GVLRV  A   .... I     G      L   V  E V  ..AAR AA     K          TT GAA
DapF_Ms       F K H   N                             G G D               M  A G  TE DFV LPD DA L LT     V  LCDRR  L A GVLRV  A   .... I     G      V   L  A S  ..PSA AA     R          TR GAA
DapF_Cg       F K H   N                             G G D               I  A G  TE DFI IPD DA L LT     V  LCDRR  I A GILRV  A   MNLT P     A      I   E  R D  ..PEM VT     A          VK ADV

 2 DapF_Ba       F K H   N                             G G D                    M GLG  YI V      I             N    I       I      .MSQFS T       S  Y NMFEEQ PEEDLALVAEKVS INT   A GMIL CP..SD
DapF_Hi       F K H   N                             G G D                    M GLG  FV V      V             N    I       V      ....MQ S       D  V DGVTQN FFT..PETIRRLA RHC   F QLLI EAPYDP

                                                            DapF_Hi

                                                            DapF_Mt
    60        70        80        90       100       110    

 1 DapF_Mt                        N DGS    CGNG R  A       L               V   L        WYMDYR A    AQM    V  F HYL   G      F VG  QAVG LDS PEGVRVTD           A         V     RAS  EVRDE V  SL
DapF_Ms                        N DGS    CGNG R  A       L               V   L        WYMDYR A    AQM    V  F HYL   G      F VG  RAAG FDR PDGVSAGD           I         V     RAS  ESADE V  SL
DapF_Cg                        N DGS    CGNG R  A       L               V   L        WFMDYR A    AEM    V  F HWL   G      F IG  EGST DPS ........           L         L     YSR  VDNTS D  TR

 2 DapF_Ba                        N DGS    CGNG R  A       L                               R F     E         C   Y             I T VAP..............VKM M  N    GKS    L  V K AYEHK VEDTVFT E L
DapF_Hi                        N DGS    CGNG R  A       L                               R F     E         C   F             V T ELD..............FHY I  A    VSQ    A  F R VTLKG TNKKDIS S Q

                                                            DapF_Hi

1
         ...                                                DapF_Mt
   120          130       140       150                     

 1 DapF_Mt  G                      MG                                  A  R V            A V VD    N  G     V G               R F G  P P TCH...HVEAAY D S    KA RL AGEAV G ............... R H 
DapF_Ms  G                      MG                                  A  R V            A V VE    N  G     V G               R F G  P P VLHGFDPARATT E T    KA QF AGSAV G ............... S D 
DapF_Cg  G                      MG                                  A  R V            A V VD    D  G     I G               Q F G  V H DIL...QADQHS Q R    IP VT LSTCD N ............... V A 

 2 DapF_Ba  G                      MG                                          T   V         I    P    A IP        F     L         A IVTAEV ... EEGKVTLAK D  A RLTR E  MLGEGETP IRENF YNNHRYAFT
DapF_Hi  G                      MG                                          T   V         V    P    A IP        F     L         K ..NMVL ... KD..MNQIR N  E IWEP K  FTAN...K EKNYI RTDIQTVLC

         ...                                                DapF_Hi

                                                            DapF_Mt
 160       170       180       190       200       210      

 1 DapF_Mt   V  GNPH                    P       FP  VN              RV L  D     LACV   LT   LA LD  A   FD      G  VEV T   D AV M    A  V        DSQ  VDG  A  VG  VS  GAQ  D      L APV G  W   H
DapF_Ms   V  GNPH                    P       FP  VN              RV L  D     LACV   IT   LA LD  A   FD      G  VEV T   D AV M    A  V        G..  ADD  A  VA  VS  PAL  D      L ASV G  S   H
DapF_Cg   V  GNPH                    P       FP  VN              RV L  D     LACV   LS   LA ME  A   FD      G  VEI T   D AV M    G  M        VPG  ASA  D  LR  T.  QEF  H      V ELE D  S   W

 2 DapF_Ba   V  GNPH                    P       FP  VN              RV  A SM     VI VDDV  A    LG     LE HE   ER    F  I N E       .        A  F    EQ PLTT  ... V  T  M      VE IE L E EMNF  W
DapF_Hi   V  GNPH                    P       FP  VN              RV  A SM     VV VDDI  A    LG     LE HE   ER    F  I N E       G        C  Q    QT NVEQ  ... L  S  R      AG MQ I K HIKL  Y

                          ...                               DapF_Hi

                                                   ..       DapF_Mt
 220       230       240        250       260         270   

 1 DapF_Mt ERG G T  CG G  AA                 V   GG                G      V E RS  T TV    AALA  G    GT    VP  EV V V D  S   L  PS                  AV    AV SP.T  LT H      V T T AT ..F R   V
DapF_Ms ERG G T  CG G  AA                 V   GG                G      V E RS  T TV    AALA  G    GT    IP  EV V V E  S   L  PS                  TV    HD AD.T  LR R      T T T ST ..Y R   V
DapF_Cg ERG G T  CG G  AA                 V   GG                G      V E RS  T TV    AALA  G    GT    VP  EV V I D  S   L  PS                  AC    DA LG.E  VK C      E Q F DG ..T T   A

 2 DapF_Ba ERG G T  CG G  AA                 V   GG                G          QA    AC  V   I  G       I   L    LMI W   G    M   A    S V     T      VAS LN KMERGKE T H A  D   A TEE N.VL K P E
DapF_Hi ERG G T  CG G  AA                 V   GG                G          QA    AC  V   I  G       V   L    LMI W   G    M   A    A E     S      AVG MQ LLN..NN Q D P  S   E NGV HPLY T E T

                                                            DapF_Hi

1
                                                            DapF_Mt
    280                                                     

 1 DapF_Mt     G                                                       LVA  D                                                         R  LADDWWNAMG.                                           
DapF_Ms     G                                                       LVA  E                                                         R  LDPHWWHAVAG                                           
DapF_Cg     G                                                       IIA  E                                                         L  VQI........                                           

 2 DapF_Ba     G                                                        I                                                          V CR VYEYKIEA....                                           
DapF_Hi     G                                                        I                                                          H YD FITL........                                           

                                                            DapF_Hi

B1 B2 A1 B3 A1’

B4 A2 B5

B6 B7 B7’ B8

B9 B10 A3 B11 B12

A4 B13 B14 B15-16

A5

B1 B2 A1 B3

B4 A2 B5

B6 B7 1 B8 B9

B10 A3 B11 B12

B12’ A4 B13 B14 B15

B16

H H

H H

H H

HH H

V

Supplementary Figure S1

H

V

H



Supplementary Figure S2


