MotiveValidator

Validate ligand and residue structure in biomolecular complexes.

MotiveValidator is a platform for a set of applications designed to help you determine whether a residue or a ligand in a biomolecule or
biomelecular complex is structurally complete and correctly annotated accerding to its models stored in the wwPDEB chemical component dictionary.

Get oriented...

The applicaf
dictionary, a

m cover all residues and ligands defined in the wwPDB chemical compenent
gy specify your own medel residue if it is not available in LigandExpo.

Quick Help Residue Validation Sugar Validation Motif/Fragment Validation Command Line Version

 Click on each of the application tabs to read about the functionality of a specific MotiveValidator application, and upload the structures you
wish to study. If you do not have any input PDB or PDBx/mmCIF files ready or are unsure regarding what the input files can look like, just view
the results to one of our sample calculations. You will be able to download sample input files from there.

« Note that some of the applications work with the structure of entire biomelecules, whereas other applications work with fragments of these
structures

« Once your calculation is complete, you will be redirected to a results page, where you will be able to analyze your results in detail, both
statistically and visually.

« You will be provided with a link to your results page, so that you can return, analyze or download your results later. The results page address is
not publicly visible.

« For a step-by-step guide about how to work with MotiveValidator and how to analyze your results, see the . Should you have any

further questions or comments, feel free to contact us at david.sehnal@mail.muni.cz.
¢ For a quick demo, view the and examine the results of our calculations.

Database mirrors last updated 3/27/2014. LigandExpo with 175186 ligands (view all, sugars), PDB with 98900 structures.

Service version 1.0.14.3.27 (change log).
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Retrieve input files from databases...

MotiveValidator

Validate one or more residues in
ki ONE O more biomolecules

The applications provided within the MotiveValj Iigands defined in the wwPDB chemical component dictionary, and
available via LigandExpo. In addifjga wour own model residue if it is not available in LigandExpo.

Quick Help Residue Validation | |Sugar Validation MotiffFragment Validation Command Line Version
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» Reads the structure of an input biomolecule or biomolecular complex, and an input model residue fo serve as reference template for validation
= Scans the entire biomolecule(s), automatically detects all residues in the input biomolecule(s) with the same annotation (i.e., the same 3-lefter code)
as the model residue, and subsequently validates them by comparison to the model.

Model Residue(s) From LigandExpo his arg,trp,glu, -
From File Selectfile

that the input is a ZIP archive with bath PDB ai SDF/MOL ( onds) versions

Select file

ntaining et

FromPDB.org 2dlo, 1tgn,2k7w, 4fvu

PDB identifiers are

Upload and Compute

all, sugars

s) in PDB g

ifno file is s



Or upload your input files...
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MotiveValidator resui , ,
Your results will be available on

... the server for up to a month
http:/iwebchem.ncbr.muni.cz/Platform/MotiveValidator/Result/LectinsWithMAN 4_

ethod: Sugar Validation, computed using version 1.0.14.3.19 on 03/19/2014 15:04:44
s the entire structure of an input biomolecule or biomolecular complex, automatically defects all sugar (carbohydrate) residues present,

Wsubsequently validates them with respect to model residues obfained from the LigandExpo database.
& The structure of each sugar residue in the input structure is compared with the LigandExpo model that has the same annotafion, i.e., the same
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MotiveValidator

MotiveValidator is a platform for a set of applications designed to help you determine whether a residue or a ligand in a biomolecule or
biomelecular complex is structurally complete and correctly annotated accerding to its models stored in the wwPDEB chemical component dictionary.
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