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Workunit: P000021    Title:Saxiphilin 

Go to: [Template Selection] [Alignment] [Modelling Log] [Evaluation]

Print/Save this page as 

Model Details:  Segment 1
 
    Model info:
    modelled residue range: 26 to 382
    based on template: 3mc2A (2.40 Å)
    Sequence Identity [%]: 44.258
    Evalue: 0.00e-1

display model: as pdb - as DeepView project 
download model: as pdb - as Deepview project - as text

Alignment    [top]

                                                       
3mc2A     3     ektirwcvvs dheatkcssf rdnmkkvlpa ggpavtcvrk mshpecirdi
                                                                      
                                                       
3mc2A              sssss    hhhhhhhhh hhhhhhh         sssss   hhhhhhhh

                                                       
3mc2A     53    sankvdavtv dgalvaeadl phhslkpima eyygskddpk thyyvvamak
                                                                      
                                                       
3mc2A           hh     sss                 sssss ss           ssssssss

                                                       
3mc2A     103   kgtgfqlnql rgkkschtgl gwsagwyvpl stllpsgsre taaatffsss
                                                                      
                                                       
3mc2A           s             sss            hhh h          h   hh    

                                                       
3mc2A     153   cvpcadgkmf pslcqlcagk gtdkcacssr epyfgswgal kclqdgtadv
                                                                      
                                                       
3mc2A                                                 hhhhh    hh    s

                                                       
3mc2A     203   sfvkhltvfe amptkadrdq yellcmdntr rpveeyeqcy larvpshvvv
                                                                      
                                                       
3mc2A           ssssshh             s sssss   ss s           sss  ssss

                                                       
3mc2A     253   arsvdgkeds iqellrvaqe hfgkdksspf qlfgsphged llftdaahgl
                                                                      
                                                       
3mc2A           s      hhh hhhhhhh    h                             ss

TARGET    26                              PSKNKV RWCTINKLEK MKCDDWSAVS
3mc2A     303   lrvprkidis lylgyeflsa frnlkrsqrv kwcavgqqer tkcdqwsavs
                                                                      
TARGET                                                  hhh hhhhhhhhh 
3mc2A           sss     hh hh   hhhhh hhhhh    s ssssss hhh hhhhhhhhh 

TARGET    52    GGAIACTEAS CPKGCVKQIL KGEADAVKLE VQYMYEALMC GLLPAVEEYH
3mc2A     357   ggalacatee tpedciaatm kgeadamsld ggfayvaghc glvpvlaeny
                                                                      
TARGET                      hhhhhhhhh h     sss  hhhhhhhhh    sssssss 
3mc2A             sssssss    hhhhhhhh h     sss  hhhhhhhhh    sssssss 

TARGET    102   NKDDFGPCKT PGSPYTDFGT LRAVALVKKS NKDINWNNIK GKKSCHTGVG
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3mc2A     407   lsthssgrlg skcvnapleg yyvvavvkks dvgitwkslq gkkschtavg
                                                                      
TARGET                      hh        sssssssss               sss     
3mc2A                       hh        sssssssss               sss     

TARGET    152   DIAGWVIPVS LIRRQNDNSD IDSFFGESCA PGSDTKSNLC KLCIGDPKNS
3mc2A     457   tsegwnvpmg liydqtgsck fdaffsrsca pgsdpdsplc alcvggnn--
                                                                      
TARGET               hhhhh hhhh        hhh   sss         ss s         
3mc2A                hhhhh hh   h      hhh   sss         ss s         

TARGET    202   AANTKCSLSD KEAYYGNQGA FRCLVEKGDV AFVPHTVVFE NTDGKNPAVW
3mc2A     505   -pahmcaann aegyhgssga lrclvekgdv afmkhptvlq ntdgknpepw
                                                                      
TARGET                           hhhh hhhhh    s sssss                
3mc2A                            hhhh hhhhh    s sssss  hh            

TARGET    252   AKNLKSEDFE LLCLDGSRAP VSNYKSCKLS GIPPPAIVTR EESISDVVRI
3mc2A     554   akglkhedfe llcldgtrkp vteaqschla rvpnravfsr kdkadfvrri
                                                                      
TARGET                 sss sss   sss           s ss  sssss     hhhhhhh
3mc2A                  sss sss   sss           s ss  sssss     hhhhhhh

TARGET    302   VANQQSLYGR KGFEKDMFQL FSSNKGNNLL FNDNTQCLIT FDRQPKDIME
3mc2A     604   lfnqqelfgr ngfeymmfqm fes-sakdll fsddteclsn lqd--kttyk
                                                                      
TARGET          hhhhhhh                                sss          hh
3mc2A           hhhhhhh                                sss          hh

TARGET    352   DYFGKPYYTT VYGASRSAMS SELISACTIK H                    
3mc2A     651   tylgpqyltl mdnfrq-cls selldactfh ky                   
                                                                      
TARGET          hh   hhhh    hh        hhhhhhh                        
3mc2A           hh   hhhh    hhhh      hhhhhhh                        

Anolea / Gromos    [top]
anolea:  on   off       gromos:  on   off       

http://swissmodel.expasy.org/workspace/index.php?func=special_help&=#A


SWISS-MODEL Workspace

http://swissmodel.expasy.org/...nc=workspace_modelling&userid=rcfort@maine.edu&token=TOKEN&key=fbc19c881aca41034212cf87c346bc45&prjid=P000021[3/3/2011 1:13:47 PM]

Download raw data:  [Anolea Data]   

Modelling log    [top]
3.70 (SP3)
Loading Template: 3mc2A.pdb
Loading Raw Sequence
Renumber target sequence starting from  (26)
Loading Alignment: ./NXXX.align.submit.fasta
Removing HET groups from template structure
Refining Raw Sequence Alignment
ProModII: doing simple assignment of backbone
ProModII: adding blocking groups
Adding Missing Sidechains

http://swissmodel.expasy.org/workspace/index.php?func=getFile&file=getModelQAFile&userid=rcfort@maine.edu&prjid=P000021&token=TOKEN&key=fbc19c881aca41034212cf87c346bc45&model=1&type=a
http://swissmodel.expasy.org/workspace/index.php?func=special_help&=#ML
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AddPolar H
BuildDeletetedLoopsModel
connectivity problem (C-N > 3.0A) at residue: 3
Trying Ligating with anchor residues SER 27 and LYS 30
Trying Ligating with anchor residues SER 27 and VAL 31
Trying Ligating with anchor residues SER 27 and ARG 32
Trying Ligating with anchor residues SER 27 and TRP 33
Trying Ligating with anchor residues SER 27 and CYS 34
Trying Ligating with anchor residues SER 27 and THR 35
Number of Ligations found: 4
all loops are bad; continuing CSP with larger segment
Trying Ligating with anchor residues SER 27 and ILE 36
Trying Ligating with anchor residues SER 27 and ASN 37
Number of Ligations found: 3
all loops are bad; continuing CSP with larger segment
+++ Warning: Ligation Failed, SparePart will be inserted later 
+++          It is usually the sign that the region is misaligned.
Building CSP loop with anchor residues LYS 199 and ALA 203
Building CSP loop with anchor residues PRO 198 and ALA 203
Number of Ligations found: 241
all loops are bad; continuing CSP with larger segment
Building CSP loop with anchor residues PRO 198 and ASN 204
Number of Ligations found: 500
all loops are bad; continuing CSP with larger segment
Building CSP loop with anchor residues ASP 197 and ASN 204
Number of Ligations found: 500
ACCEPTING loop  470: clash=   0 FF=       -242.5 PP=  0.00
Building CSP loop with anchor residues SER 324 and GLY 327
Number of Ligations found: 4
ACCEPTING loop    0: clash=   0 FF=       -278.3 PP=  2.00
Building CSP loop with anchor residues ARG 344 and LYS 347
Building CSP loop with anchor residues ASP 343 and LYS 347
Building CSP loop with anchor residues ASP 343 and ASP 348
Number of Ligations found: 1
all loops are bad; continuing CSP with larger segment
Building CSP loop with anchor residues PHE 342 and ASP 348
Number of Ligations found: 23
all loops are bad; continuing CSP with larger segment
Building CSP loop with anchor residues PHE 342 and ILE 349
Number of Ligations found: 500
ACCEPTING loop  454: clash=   0 FF=        455.5 PP=  2.00
Building CSP loop with anchor residues ARG 367 and MET 370
Number of Ligations found: 4
all loops are bad; continuing CSP with larger segment
Building CSP loop with anchor residues SER 366 and MET 370
Number of Ligations found: 34
ACCEPTING loop   26: clash=   0 FF=       -316.4 PP= -2.00
Finding Spare-Part loop with anchor residues PRO 26 and ASN 37
all loops are bad; continuing scan with larger segment
Finding Spare-Part loop with anchor residues PRO 26 and LYS 38
ACCEPTING loop   0 from 1WHTA  Clash=   3 FF=        137.7 PP=190.44
BadPhi=   1 BadGX=   0 BadXP=   0 weakXP=   0 Score= 5.50  rms= 0.00
Optimizing Sidechains
Adding Hydrogens
Optimizing loops and OXT (nb = 22)
Final Total Energy:       -6950.129 KJ/mol
Dumping Sequence Alignment

Template Selection Log:    [top]
 - Start SMR-Pipeline in automated mode on BC2-cluster at Thu Mar  3 17:51:48 2011 

 - Start BLAST for highly similar template structure identification
 - No suitable templates found!

 - Run HHSearch to detect remotely related template structures
 - Send 1 target-template alignments for modeling

 - @@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@@
 -      ***********************************************************************
 - building model based on 3mc2A (26-382) was successfull 
 - Workspace Pipeline parameter
    
   Cut-off parameters to model the target based on a BLAST target-template alignment
    Evalue :                                     0.0001
    Minimum Template size (aa) for ranking :     25
    Minimum Sequence identity :                  60
    
   Cut-off parameters to model the target based on a HHSearch target-template alignment
    Evalue :                                     0.0001
    Probability :                                50
    MAC :                                        0.3
    
   Parameters for model selection
    Minimal number of uncovered target 
     residues after BLAST to run HHSEARCH :      50
    Minimal number of uncovered target 
     residues to model an additional template :  25
    
 - Finish SMR-Pipeline in automated mode on BC2-cluster at Thu Mar  3 18:11:41 2011 

If you publish results using SWISS-MODEL, please cite the following papers:
Arnold K., Bordoli L., Kopp J., and Schwede T. (2006). The SWISS-MODEL Workspace: A web-based environment for protein structure
homology modelling. Bioinformatics, 22,195-201.
Schwede T, Kopp J, Guex N, and Peitsch MC (2003) SWISS-MODEL: an automated protein homology-modeling server. Nucleic Acids
Research 31: 3381-3385.
Guex, N. and Peitsch, M. C. (1997) SWISS-MODEL and the Swiss-PdbViewer: An environment for comparative protein modelling.
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