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                                 Apps and Services
                                	
    
        

        LiteMol
 A powerful 3D molecular viewer 

        

    

	
	
    
        

        PatternQuery
 Find atom patterns in molecular databases 

        

    

	
    
        

        CoordinateServer
 Streaming of 3D molecular data 

        

    

	
    
        

        DensityServer
 Streaming of 3D experimental data 

        

    

	
    
        

        AtomicChargeCalculator  II
 Compute, compare, and visualize atomic charges 

        

    

	
	
    
        
 
        MotiveValidator
 Validate residues, ligands, and molecular fragments 

        

    

	
    
        

        ValidatorDB
 PDB database validated using MotiveValidator 

        

    

	
    
        

        ValTrendsDB
 Discover trends in structure quality 

        

    

	
	
    
        
 
        MOLE 2.5
 Compute and analyze channels 

        

    

	
	
    
        

        CrocoBLAST
 Local sequence alignment 
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    MOLE 2.5 
A universal toolkit for rapid location and characterization of channels and pores in biomacromolecules.





    
        
            Biomacromolecular channels and pores play significant biological roles, e.g.,
            in molecular recognition and enzyme substrate specificity. We present an
            advanced software tool entitled MOLE 2.5, which has been designed to analyze
            molecular channels and pores. Benchmark tests against other available software
            tools showed that MOLE 2.5 is by comparison quicker, more robust and more
            versatile. As a new feature, MOLE 2.5 estimates physicochemical properties of
            the identified channels.
        

    





    Downloads and Links

    MOLE 2.5


    
        	Latest Version
	History 


        
            
                
                     MOLE 2.5
 Graphical User Interface 
Windows [4 MB]
                     MOLE 2.5
 Command Line Tool 
Windows, Linux, and MacOS [7 MB]
                

                
                    
                        Current version: 2.5.17.4.24 (April 24 2017, news).
                        For installation instructions, please consult the manual.
                    

                

            

            
                	
                        2.13.9.6: User Interface
                        | Command Line Tool
                    
	
                        2.13.1.8 (initial release): User Interface
                        | Command Line Tool
                    


                

            

        

    


    
         MOLEonline link
    

    
        An online service for channel computation.

    

    Additional Tools & Products

    
         PyMOL and Chimera plug-in 2.5 [4.6 MB]
         MOLE 1.4 link
        
            For more information about plug-in usage, please refer to the wiki.
        
         
    

    Licence

    
        
            Licence conditions in accordance with § 11 of Act No. 130/2002 Coll. The owner of the software is Masaryk University, a public university, ID: 00216224.
            Masaryk University allows other companies and individuals to use this software free of charge and without territorial restrictions in usual way, that does not depreciate its value.
            This permission is granted for the duration of property rights. This software is not subject to special information treatment according to Act No. 412/2005 Coll., as amended.
            In case that a person who will use the software under this licence offer violates the licence terms, the permission to use the software terminates.
        
    





    Documentation

    The documentation can be downloaded here and is also included with the application downloads.
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        MOLE 2 is a part of services provided by ELIXIR –
        European research infrastructure for biological information.
        For other services provided by ELIXIR's Czech Republic Node visit www.elixir-czech.cz/services.
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