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Jak mazu ziskat strukturni data o
molekule

Pro malé molekuly:

Cambridge Structural Database
Glycan Structural Database
3Dchem database

Modelovani od zacatku

Velke biomolekuly
Prbtein_ Structural Database — PDB
N ucl_eié Acids Database - NDB

~~ Modelovani na zakladé homologie



Jak hledat v databazi

/Znam nazev molekuly, nebo jeji vzorec

U malych molekul znim jejich SMILES kod (CCO |
—ethanol, c1CCCCcl — cyklohexan a pod).

CSD umi hledat podle funkénich skupin (umoziuje
pies graficke rozhrani nakreslit vzorec)

NDB databaze — hledani podle sekvence bazi ;

PDB umoznuje nékolikastupnove prohledavani



Céimbridge structural database '

* Co uklada CSD -

Data o ofganickych molekulach
Data 0 komplexech kovi s organickymi molekulami
Jakymi metodami jsou ziskavana data

RTG krystalografie

Monokrystalti
- Praskova difrakce

Cov CSD nenaj jdeme

‘Data o polypeptidech, polysachandech a
011gonukleot1dech |

Data 0 anorgamckych molekulach
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30D Malecular Structure

Cambridge structural database '

2D Chemical Connectivity

30D Crystal Structure




Cambridge structural database

) C5D Entries: Summary Statistics (Historical Snapshots) -] X

’7 31 Dec 1983 31 Dec 1990 30 Oct 2001 31 Dec 2009

Stmctures 24 Structures |94 Structures |94 Structures |36
Total structures 52 363 |100.0 0 [100.0 (251515 |100.0|501 857 |100.0
Organic structures 28 995 5.4 0. 12113 (446 (215106 (429
Transition metal present 2[] 439 8.9 3. 48.0 (266 333 |531
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Error-ree coordinates |35 032 [93.9 5.8 [08.21 [453 422 [ag.1t
Neutron studies [567 . loa [1437 o3
Low/high temp. studies |3 275 22 [192352 [383
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Disorder present | 943 4
Polymorphic structures | 231 il
R-factor < 0.100 3? 190 |70.
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R-factor < 0.075 29 8937 T
R-factor < 0.050 15 974 |304 |42 996
R-factor < 0.030 | 231 2 150

n{atoms )fstructure * 44 -
Mb data added in year+ 14 -

T Percentage of structures for which coordinates are present in the CsD
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* Average number of atoms per structure in the year cited in the column heading. The figure for 1970 was 27.

+ Number of Mb of data added to the CSD in the year cited in the table heading, the value in the 31 Dec 2009
| column is for 2008 {the |ast complete year). The figure for 1970 was 2 Mh.




ICSD databaze

Co najdeme v ICSD
Krystalové struktury prvku

Krystalove struktury biarnich sloucenin

SNy

Krystalové struktury slozit¢jSich anorgamckych
sloucenin -

ICSD obsahuje vice nez 1 IOOOO zaznamu


http://www.fiz-karlsruhe.de/icsd_content.html

Protein Data Bank - PDB

") |0 RCSB Protein Data Bank - Mozilla Firefox

mdadmin

Britské listy %Se SunSITE Czech Re

a memeer oF THe ESIPEPEE  MyPDB: Login | Register

CONTACT US | FEEDBACK | HELF | PRINT

[Home| Search)

A Resource for Studying Biological Macromolecules

An Information Portal to Biological Macromolecular Structures
As of Tuesday Feb 10, 2009 El there are 55795 Structures @ | PDB Statistics (@

® | Advanced Search

The PDEBE archive contains information about experimentally-determined structures of proteins, nucleic acids, and complex
B Home assemblies. As a member of the wwPDE, the RCSE PDB curates and annotates PDE data according to agreed upon standards.

B Getting Started
B Structural Genomics
b Download Files
b Deposit and Validate
P Dictionaries & File Formats
P Software Tools
P General Education
Site Tutorials
$7] Tutorial About This Site |
&2 Navigation Tutorial
&3 Advanced Search Tutorial
MeSH Tutorial
¥4 Protein Workshop Tutorial
74 KiNG Viewer Tutorial
-4 Jmol Viewer Tutorial
B BioSync
P General Information

Acknowledgements

The RCSE PDE also provides a variety of tools and resources. Users can perform simple and advanced searches based on
annotations relating to sequence, structure and function. These molecules are visualized, downloaded, and analyzed by users who
range from students to specialized scientists.

Molecule of the Month: Auxin and TIR1 Ubiquitin Ligase

Plants, like animals, have hormones that deliver chemical messages between distant cells.
Charles Darwin and his son discovered this over a century ago--they noticed that if they
shined a light on the tips of grass shoots, the stems bend to bring the entire shoot towards the
light. Somehow, a message was being sent from the tip down to the stem. ¥You might also have
observed the action of hormonal signals in plants: when you prune a tree to make it more
bushy, you are modifying the traffic of plant hormones. Both of these effects are caused by the
phytohormone auxin.

H Read more ... ® Previous Features

Researchers at the PS| MCSG have recently determined the structure of a protein with a new
combination of two familiar protein modules, and made the first steps towards uncovering the
function of this unusual new family of proteins.

H Read more from PS5| SGKBE ® Previous Features

H Complete News

B Newsletter

B Discussion Forum
® Job Listings

10-February
Tools for Education

T T T A r———p—
T y P

\-'.ejj{:;".
Y D oas sy
L}

The General Education
section of the RCSB PDB
offers a variety of resources
for teachers and students
interested in leaming about
protein and nucleic acid
structures.

More ==

02-December-2
PDBE Archive Version 3.15
to be Released
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Protein Data Bank - PDB

20,000 30,000 40,000 50,000 60,000

79400 struktur

69400 - RTG
9300 = NMR - = '

1999 -

159525
199455

1993 4

proteiny/NA/komplexy
73400 — protein

2437 — DNA/RNA
3504 — komplexu =
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L,  PDB - elektronova mikroskopie

Struktura velkych
komplexu.

Samostatne neumoznuje
atomarni rozliseni, proto se
kombinuje s dalsimi
metodami.
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File Edit View History Bookmarks ScrapBook Tools Help

O

«p - & | 'http://www.pdb.org/pdb/static.do?p=search/index.htm| M= | [Cl~ |mdadmin @,
fiMost Visited~ [e/ English - Czech Dict... | EdNeviditelny pes EdBritské listy SSeznam [EISupport~ SunSITE Czech Rep... »
o a memeer or The S IPIDB MyPDB: Login | Register
i An Information Portal to Biological Macromolecular Structures
PROTEIN DATA BANK As of Tuesday Feb 10, 2009 Bl there are 55795 Structures @ | PDE Statistics @

CONTACT US | FEEDBACK | HELP | PRINT o DB D orkeyword @ Author [ @ | Advanced Search
Home| Search] Searching the RCSB PDB
@ Advanced Search: Allows searches of all types - database fields, browsable ontologies, and text searches
Search Database
g~ dvanced Search @ Latest Release: Shows the structures loaded this week
H ~ B |atest Release
- W Sequence @ Sequence: To search using a sequence, or by similarity to the sequence of a given PDB structure
- W Ligand Structure @ Ligands: To search based on ligand or ligand substructure
- M Ligand Name
- ® Ligand ID @ Models: To search for modeled structures (those structures which are NOT experimentally determined)
E - B Models @ o o ) ) ) )
Unreleased Entries: Searches based on structures that are not yet released (minimal data available: 1D, title, authors, and possibly sequence)
- B Unreleased Entries
b O Structural Genomics @ structural Genomics Targets: Links to TargetDB and a listing of Structural Genomics Target info
Targets
- (@ How to Search Br0W5|ng the RCSB PDB
P Browse Database
----- Histograms Gene Ontology: The GO Annotation project has mapped PDE IDs and corresponding chain IDs to the GO terms below.
® Biological Process
® Cellular Component
ﬂuicé ﬁpj. i r X ® Molecular Function
Click here to see structures -
released this week. @ Enzyme Classification: Browse based on Swiss-Prot/GenBank/KEGG/author specified mapping of the enzyme to EC number B
Done < |



PDB — prohledavani databaze
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PROTEIN DATA BANK

CT US| FEEDBACK | HELP | PRINT

| ‘Home | Search|

Search Database
LR dvanced Search
- W Latest Release
- B Sequence
- B |jgand Structure
- B Ligand Name
- B Ligand 1D
- B Models
- B Unreleased Entries

- Structural Genomics
Targets

""@' How to Search

b Browse Database

b Histograms

a memeer or THE @IPEDIB  MyPDB: Login | Register

An Information Portal to Biological Macromolecular Structures
As of Tuesday Feb 10, 2009 B there are 55795 Structures @ | PDB Statistics (g

Q PDB D or keyword @ Author _ @ | Advanced Search
Searching the RCSB PDB

® Advanced Search: Allows searches of all types - database fields, browsable ontologies, and text searches

© Latest Release: Shows the structures loaded this week

@ Sequence: To search using a sequence, or by similarity to the sequence of a given PDB structure

@ Ligands: To search based on ligand or ligand substructure

@ Models: To search for modeled structures (those structures which are NOT experimentally determined)

@ Unreleased Entries: Searches based on structures that are not yet released (minimal data available: ID, title, authors, and possibly sequence)

@ structural Genomics Targets: Links to TargetDB and a listing of Structural Genomics Target info
Browsing the RCSB PDB|

Gene Ontology: The GO Annotation project has mapped PDB IDs and corresponding chain IDs to the GO terms below.

* Biological Process
* Cellular Component




PDB — prohledavani databaze

» memeer of THE SIPDB MyPDEB: Login | Register

[m'a}
Q P D B An Information Portal to Biological Macromolecular Structures

PROTEIN DATA BANK As of Tuesday Feb 10, 2009 B there are 55795 Structures @ | PDB Statistics @

CONTACT US | FEEDBACK | HELP | PRINT 0P8 D orkeyword @ Autnor |GG BB © | #vanced search
Hu|11&|’5earch]

Match all [" of the following conditions: Advanced Search Tutorial (Requires Flash)
Search Database

aLd~ dvanced Search

- B |atest Release
| . (¢ Evaluate Subquery | _|L|
- B Seqguence '

q

* W Ligand Structure ID Search for Structures
- ® Ligand Name : PDB ID(s)
e — 1A PubMed ID(s)

B Ligand ID . )

g UniProt Accession ID(s) Clear All Evaluate Query |

~ B Models Genbank ID(s)
- B Unreleased Entries PIR ID(s)
: PDE Entity ID(s)
- Structural Genomics Structural Genomics

) Targets Structural Genomics Project
@ How to Search Structure Summary
b Browse Database Structure Title
Structure Description
Molecule Name
Author Name
Deposit Date
Release Date

b Histograms




PDB — prohledavani databaze

 memeer of THE @IPDB MyPDB: Login | Register

o P D B An Information Portal to Biological Macromolecular Structures

PROTEIN DATA BANK As of Tuesday Feb 10, 2009 B there are 55795 Stuctures (@ | PDE Statistics @
CONTACT US | FEEDBACK | HELP | PRINT o PoBID orkeyword @ Autnor || @ | Advanced Search

Ho|119|"Search"| Results| Queries

Match all [' of the following conditions: Advanced Search Tutorial (Requires Flash)
Search Database

ol B dvanced Search

- B Latest Release

- B Sequence Molecule _ , _ 31
Molecule Name Name cyclin dependent kinase @ S

Evaluate Subquery | le

B Ligand Structure

~ W Ligand Name

~ W Ligand ID

- B Models Experimental
Method

X-RAY v

~ B Unreleased Entries Experimental Method ["l

. Structural Genomics Has Experimental Data Yes ['l
Targets

li) How to Search

b Browse Database [l Remove Similar Sequences at 90%[v||nentity
~ P Histograms

Evaluate Subquery | le

Clear All | Evaluate Query |
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PROTEIN DATA BANK

CONTACT US | FEEDBACK | HELP | PRINT

|mb| Search Results] Queries|

~ B Results (1-10 of 23)
~ M Results |D List
~ B Modify | Refine this Search
~ W Select All
~ B Deselect All
~ B Download Selected
b Tabulate
P Narrow Query
P Sort Results
P Results per Page
~ B Show Query Details
(@ Results Help

» memeer or THE @ IPDB MyPDEB: Login | Register

An Information Portal to Biological Macromolecular Structures
As of Tuesday Feb 10, 2009 B there are 55795 Structures @ | PDB Statistics @

Q PDEID or keyword @ .Autl‘mr_ | Site Semch-g @ | Advanced Search

Molecule Name Search : Molecule Name=cyclin dependent kinase
and
Experimental Method Search : Experimental Method=X-RAY, Has Experimental Data="

1230

1w8c @ @ CO-CRYSTAL STRUCTURE OF 6-CYCLOHEXYLMETHOXY-8-ISOPROPYL-9H-PURIN-2-YLAMINE AND MONOMERIC CDK2

| . . Release Date: 30-Aug-2006 Exp. Method: X Ray Diffraction
_ Characteristics
Resolution: 205 A
. 1':{}1\, Classification  Transferase

-

Polymer: 1 Molecule: CELL DIVISION PROTEIN KINASE 2 Chains: A ECno. 27137 &
Authors Pratt, D.J. Endicott, J.A., Noble, M.E.M.

1w98 @ @ THESTRUCTURAL BASIS OF CDK2 ACTIVATION BY CYCLINE

Release Date: 02-Feb-2005 Exp. Method: X Ray Diffraction

Resolution: 2154
Classification  Transferase

Characteristics

Polymer: 1 Molecule: CELL DIVISION PROTEIN KINASE 2 Chains: A ECno. 27137 &) Other




PDB — prohledavani databaze

-«

P Download Files

~ B FASTA Sequence

P Download Original Files
P Display Files

b Display Molecule

~ B Structural Reports

- B External Links

b Structure Analysis
I Help

Quick 73‘{?3 : X

To view sequence details
of this structure click on the
Sequence Details tab above
the summary page.

w98 M E@

Red - Cerived Information

Title

Authors

Primary Citation

History

Experimental
Method

Parameters

( Help 1 Structure Summary| Sequence Details| Biology & Chemistry| Materials & Methods| Geometry| Extemal Links|

DOl 10.2210/pdb1wa8/pdb

THE STRUCTURAL BASIS OF CDK2 ACTIVATION BY CYCLIN E

Lowe, E.D., Honda, R., Dubinina, E., Skamnaki,V., Cook, A., Johnson, L.N.

Honda, R., Lowe, E.D., Dubinina, E., Skamnaki, V., Cook, A., Brown, N.R., Johnson,
L.N. (2005) The structure of cyclin EL/CDKZ: mphcahonsfurCDKE activation and
CDK2-independent roles. Embo J. 24: 452-463

[Abstract | Publfed

Deposition 2004-10-07 Release 2005-02-02
Last Modified (REVDAT) 2005-06-15

Type X-RAY DIFFRACTION Data E|

Resg|ungn[,i,]§ R-Value R-Free Space Group
0.185 (obs.) 0.246 P4,2,2

Images and Visualization
<< |Biological Molecule |

Display Options @
KING
Jmaol
WebMal
MET SimpleViewer*
MBET Protein Workshop
QuickFDBE
All Images
* Capable of displaying biological molecules.




,  PDB - prohledavini databdze

B 1Wos

—— ) Download Files
I B FASTA Sequence
- b Download Original Files
P Display Files

Display Molecule

AR

- B Image Gallery
B KiNG Viewer

LA Imol Viewer

B WebMol Viewer

IR

_

B Protein Workshop

B FirstGlance

.

i Rasmaol Viewer
(Plugin required)
Swiss-PDB Viewer
(Plugin required)

m—

) Molecular Viewers Help

——

) WebMol Help
rotein Workshop Help

st

™ &
T gt s
| o . R
- - - - e , o
i, -
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 Home| Qearﬁﬁ]' Structure| Results)

- B 1W98
Download Files
gl BPDE text
~ B PDB (Header) text
~ B PDB gz
- B mmCIF text
~ B mmCIF (Header) text
~ B mmCIF gz
~ B PDEML/XML text
~ B PDEMU/XML (Header) text
- B PDBEML/XML gz
~ B Structure Factor text
- B Structure Factor gz

~ B Biological Unit gz
~ B FASTA Sequence
P Download Original Files
P Display Files
Display Molecule
B Image Gallery
B KNG Viewer

; _H-élbf Structure Summary| Sequence Details| Biologye

w98 P E@

PPinformation

Title

Authors

Primary Citation

History

Experimental
Method

Parameters

Unit Cell

Molecular

ennstryj Materials & Metlmds. Geometrn External L||1ks

DOl 10.2210/pdblw98/pdb

THE STRUCTURAL BASIS OF CDK2 ACTIVATION BY CYCLIN E

Lowe, E.D., Honda, R., Dubinina, E., Skamnaki, V., Cook, A., Johnson, L.N.

Honda, R., Lowe, E.D., Dubinina, E., Skamnaki, V., Cook, A., Brown, N.R., Johnson,
L.N. {20 05) The structure of cyclin EL/CDK2: implications for CDK2 activation and
CDK2-independent roles. Embo J. 24: 452-463

[Abstract] Publ@ed

Deposition 2004-10-07 Release 2005-02-02
Last Modified (REVDAT) 2005-06-15

Type X-RAY DIFFRACTION Data E|

Space Group
P42,2

Resolution[A]# R-Value
215 0.185 (obs.)

Length [A] a 99.62 ] 99.62 g
Angles [*] alpha 80.00 beta 90.00 gamma

149.99
90.00

Images and Visualization
<< |Biological Molecule |

Display Options @
KING
Jmaol
WebMal
MBET SimpleViewer*
MET Protein Workshop
QuickPDE
All Images
* Capable of displaying biological molecules.




File Edit View History Bookmarks ScrapBook Tools Help

L

a«ap - AN |8 http://ndbserver.rutgers.edu/ ﬂ |[Gl~ INDBDatabase @,
fE Most Visited~ English - Czech Dict... | ENeviditelny pes EdBritské listy SSeznam EISupport~ SunSITE Czech Rep... »
Site Index@®
WELCOME TO THE
NUCLEIC ACID DATABASE About NDB
a repository of three-dimensional structural information ahout
nucleic acids News
The NDB follows the
e Atlas Number of Released dictionaries and formats used
. Structures: by the Worldwide Protein Data
e Deposit Data 4089 structures Bank. Please see
I Last b ora for format
r Download WWW.IWWPAD.org
° Update: 15-Jan-2009 announcements and
Data Search the NDE by ID documentation.
z earch the y
| e Search _
Enter an NDB ID or PDB  archive of NDB newsletters
: e Reports D |
. Search | The NDB is supported by funds
. Educatlon search for Releazad Struchires from the National Science
Foundation and the Department
o Standards  ycieic Acids Highlight .. Energy.
e Tools y
. In citing the NDB please refer to:
e Links H. M. Berman, W. K. Olson, D. L.
Beveridge, J. Westbrook, A.
Gelbin, T. Demeny, S.-H. Hsieh,
A. R. Srinivasan, and B.
Schneider. (1992) The Nucleic
Acid Database: A Comprehensive -
http://ndbserverrutgers.edu/download data/index.html < ([
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NDB - prohledavani

Search for Released Structures

General Information

Author I

(ex: Last, F or Last; not Last F or F. Last)

Citation Year (ex: 2002) I Released Since [v
Search | Reset |
Experimental Type

Crystal Structure Structure Factors Available
@Yy ON @Yy ON

Space Group Resolution better than R-factor better than <
lv 2.5 lv
NMR NMR Restraints Available
Oy ON OY ON

Sequence

. . Mismatch
Nucleic Acid Sequence Pattern |— QY ON

Biomolecule contains

DNA RNA Protein Ligand
QY ON OY ON QY ON OY ON

Nucleic Acid Modification
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NDB - prohledavani

Results 1 - 20 of 374 records in NDB Search took 0.595 seconds.
There are 19 pages in total. Help Close

1. Display Dynamically Generated Atlas of Display Atlas |

Checked |~ | Structures

2. View :NDB Status ~report of View Report |

Ce | eon

CIAIl

v

v

O

ADO00Q07

A-DNA DECAMER GCGTA(T23)TACGC WITH INCORPORATED 2-METHOXY-3-METHYLENEPHOSPHATE-THYMIDINE

AD0010

ALTERNATION OF DNA AND SOLVENT LAYERS IN THE A FORM OF D(GGCGCC) OBTAINED BY ETHANOL CRYSTALLIZATION

ADO011

1.6 ASTRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2'-O-AMINOOXYETHYL THYMINE IN PLACE OF T6, BA-FORM

[
[
[

AD0012

1.45 A STRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2'-O-FLUOROETHYL THYMINE IN PLACE OF T6, MEDIUM
NA-SALT

ADO0013

1.06 A STRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2'-O-METHYL-3'-METHYLENEPHOSPHONATE (T23) THYMINE
INPLACE OF T6, HIGH CS-SALT

ADO014

1.05 A STRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2'-O-METHYL-[TRI{OXYETHYL)] THYMINE IN PLACE OF T6,
MEDIUM CS-SALT

ADO0015

1.05 ASTRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2-O-FLUOROETHYL THYMINE IN PLACE OF T6, HIGH
RB-SALT

ADO0016

1.3 A STRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2'-O-METHYL-[TRI(OXYETHYL)] THYMINE IN PLACE OF T8,
MEDIUM RB-SALT

AD0018

1.3 ASTRUCTURE OF THE A-DECAMER GCGTATACGC WITH A SINGLE 2'-O-METHYL-[TRI(OXYETHYL)], MEDIUM K-SALT



NDB - prohledavani

NDB ID: AD0014

Home
NMR Atlas X-Ray Atlas

Molecular
Description:

Structural
Features:

Nucleic Acid
Sequence:

Primary
Citation:

1.05 A STRUCTURE OF THE A-DECAMER
GCGTATACGC WITH A SINGLE
2-O-METHYL-[TRI(OXYETHYL)] THYMINE IN
PLACE OF T6, MEDIUM CS-SALT

5'-D(GpCpGpTpAp(126)pApCpGpC)-3'

A DOUBLE HELIX

ChainsA, B: (DG) (DC) (DG) (DT)
(DA) (126) (DA) (DC)
(DG) (DC)

Tereshko, V., Wilds, C.J., Minasov, G.,
Prakash, T.P., Maier, M.A., Howard, A.,
Wawrzak, Z., Manoharan, M., Egli, M.
Detection of alkali metal ions in DNA crystals
using state-of-the-art X-ray diffraction
experiments.

Nucleic Acids Res. , 29, pp. 1208 - 1215,
2001.

[

Biological Unit 1

Other Views
Asymmetric Unit

Crystal Packing

Enlarge Biological Unit 1
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Glyco3D databaze

GLYCO3D
Ce rmav A site for glycosciences

-» Home page

Databases

-» Monosaccharides

-» Disaccharides

-» Oligosaccharides

-» Polysaccharides

» Lectines

» Glycosyltransferases
» Gag binding proteins

Book chapters
-» Modeling

» Cellulose

» Starch

Gallery
» Models

BP 53 - 38041 Grenoble Cedex 9 - France
Domaine Universitaire - 601 Rue de la Chimie
Tools 38400 5t Martin d'Héres - France

» Useful links 161 33 (0)4 76 03 76 03 - fax : 33 (0)4 76 54 7203




Glyco3D databaze

") O Mozilla Firefox <2

% [[8] http://www.cermav.cnrs.fr/cgi-bin/monos/monos.cgi j|'|

a-L-Arabinopyranose Family : Arabinose
Anomery : Alpha

Carbons : 5

Cycle : Pyranose

Configuration : Levogyre

Comment :

3D view

Imol
PDB file




= Glyco3D databaze

I ") 0 Mozilla Firefox <2> - O X
o " @

o http://www.cermav.cnrs.fr/cgi-bin/di/di.cgi

l monosaccharide Carbon 1 glyc.osullc Carbon 2 monosaccharide
_.._1 | link

S~ e o

I --1 TUPAC name : a-L-Fu-:op),rranose-(1--'-1}-2-a-:etamidcr-2-dr—_‘-cr:q,r-lzn-[31-;|Iun:crpyrancrsr—_‘-[v

Monomer 1 : a-L-Fucopyranose

Monomer 2 : 2-Acetamido-2-deoxy-b-D-glucopyranose
Abreviation : a-L-Fucp(1,4)b-D-GlcpNAc

Iso-potential energy map 3D interactive stucture

VALUES :

Energy :

o
Vo @
ﬁ b
Force-field :
Parameters :
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Bacterial lectins - 2-Ca b-sandwich

Burkholderia lectins

PDB code : 2VNV

Species : Burkholderia cenocepacia

Commentaire : Complexed with aManOMe

Resolution : 1.70

Reference : Lameignere E, Malinovska L, Slavikova M, Duchaud E, Mitchell EP, Varrot A, Sedo O,
Imberty A, Wimmerova M., Structural basis for mannose recognition by a lectin from opportunistic

pseudomons bacteria Burkholderia cenocepacia:, Biochem. J., 411, 307-318, 2008

E—— Medline

eI Link to Databases :
[PDB ENTRY (RCSB Site) / HSSP ENTRY / SCOP / RELIBASE]

() B
PDB Files :
+|| (RCSB (USA CA) / Rutgers University (USA NJ) /f FRANCE / SINGAPORE / UK / JAPAN / BRAZIL)

Done |O> r
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Practical structural databases

e
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& | 1:1 Practlcal "Structural Databases" - EMBO Bioinformatics Course - Uppsala 1999/2001 - Mozilla Firefox = E X
I Flle Edit View History Bookmarks ScrapBook Tools Help

v £ ¢ AREHhttp://xray.bmc.uu.se/embo/structdb/links.html|

I | FlMost Visited~ [¢| English - Czech Dict...
ol Complex NDB Search ¢ % Practical "Structural ... 3 | * Loading... >4

;#

[ 1+ ¢

o

STRUGTURAL

® THE FIRST STATE *

SOUTH € AROHNﬁ

» DELAWARE .

| Primary structural databases | Front-ends | Experimental data | Visualisation | Visualisation software | Structural macro-analvsis | Structural micro-analvsis | Model
validation | Other biomolecules | Small molecules | Specialised & derived databases and servers | Protein-family-specific databases | Sequence databases and resources |

Multiple sequence alignment | Literature | Structure prediction & modelling | Structural genomics | Cryvstallographv | NME spectroscopy | Organisations & institutes |
Education | Miscellaneous resources |

H—.H-,Hf Lttt

Please E-mail corrections and additions to Gerard Kleywegt - thanks !

You can check the current validity of all links on this page using the W3C Link Checker. ¥
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Ukoly

Zjisteéte kolik struktur je v souCasne dobé ulozeno
v PDB databazi, kolik je ur¢eno pomoci X-ray,
NMR a EMS. Kolik struktur bylo v databa21
ulozeno v letech 2010, 2005 a 2001.

Naleznéte v PDB databazi struktury amyloidu
beta, sestavte tabulku s udaji: pdb kod, zpiiseb
uréeni 3D dat, rozliSeni, biologicky zdroj amyloidu.
Tabulku . °  odeslete SR e- mall

zdenek(@chemi.muni.cz
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