

    
      
          
            
  
Welcome to Read the Docs

This is an autogenerated index file.

Please create an index.rst or README.rst file with your own content
under the root (or /docs) directory in your repository.

If you want to use another markup, choose a different builder in your settings.
Check out our Getting Started Guide [https://docs.readthedocs.io/en/latest/getting_started.html] to become more
familiar with Read the Docs.
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These are notes for the current version of PDB2PQR

Please see http://www.poissonboltzmann.org/pdb2pqr/release-history for the complete release history


NEW FEATURES


	PDB2PQR can no longer be run in Python 2.x.


	PDB2PQR uses PROPKA 3.1 now which add support protein-ligand complexes.


	Added support for reading mmCIF formatted files.


	SCons builder has been updated to 3.1.1







BUG FIXES


	Miscellaneous bugs were fixed. See closed issues in repo.







CHANGES


	The networkx library is required for pdb2pka.







KNOWN BUGS


	If more than one extension is run from the command line and one of the extensions modifies the protein data structure it could affect the output of the other extension. The only included extensions that exhibit this problem are resinter and newresinter.


	PDB2PKA currently leaks memory slowly. Small jobs will use about twice the normally required RAM (ie ~14 titratable residues will use 140MB). Big jobs will use about 5 times the normally required RAM ( 60 titratable residues will use 480MB ). We are working to fix this.










          

      

      

    

  

    
      
          
            
  Copyright (c) 2002-2020, Jens Erik Nielsen, University College Dublin; Nathan A. Baker, Battelle Memorial Institute, Developed at the Pacific Northwest National Laboratory, operated by Battelle Memorial Institute, Pacific Northwest Division for the U.S. Department Energy.; Paul Czodrowski & Gerhard Klebe, University of Marburg.

All rights reserved.

Redistribution and use in source and binary forms, with or without modification, are permitted provided that the following conditions are met:


	Redistributions of source code must retain the above copyright notice, this list of conditions and the following disclaimer.


	Redistributions in binary form must reproduce the above copyright notice, this list of conditions and the following disclaimer in the documentation and/or other materials provided with the distribution.


	Neither the names of University College Dublin, Battelle Memorial Institute, Pacific Northwest National Laboratory, US Department of Energy, or University of Marburg nor the names of its contributors may be used to endorse or promote products derived from this software without specific prior written permission.




THIS SOFTWARE IS PROVIDED BY THE COPYRIGHT HOLDERS AND CONTRIBUTORS “AS IS” AND ANY EXPRESS OR IMPLIED WARRANTIES, INCLUDING, BUT NOT LIMITED TO, THE IMPLIED WARRANTIES OF MERCHANTABILITY AND FITNESS FOR A PARTICULAR PURPOSE ARE DISCLAIMED. IN NO EVENT SHALL THE COPYRIGHT OWNER OR CONTRIBUTORS BE LIABLE FOR ANY DIRECT, INDIRECT, INCIDENTAL, SPECIAL, EXEMPLARY, OR CONSEQUENTIAL DAMAGES (INCLUDING, BUT NOT LIMITED TO, PROCUREMENT OF SUBSTITUTE GOODS OR SERVICES; LOSS OF USE, DATA, OR PROFITS; OR BUSINESS INTERRUPTION) HOWEVER CAUSED AND ON ANY THEORY OF LIABILITY, WHETHER IN CONTRACT, STRICT LIABILITY, OR TORT (INCLUDING NEGLIGENCE OR OTHERWISE) ARISING IN ANY WAY OUT OF THE USE OF THIS SOFTWARE, EVEN IF ADVISED OF THE POSSIBILITY OF SUCH DAMAGE.



          

      

      

    

  

    
      
          
            
  
PDB2PQR

This package contains the PDB2PQR software (http://www.poissonboltzmann.org/docs/structures-ready/).

For more information about PDB2PQR, please see


	Home page:  http://www.poissonboltmzann.org/


	User guide:  http://www.poissonboltzmann.org/docs/pdb2pqr-algorithm-description/


	Programmer guide:  http://www.poissonboltzmann.org/docs/pdb2pqr-programmers/








          

      

      

    

  

    
      
          
            
  Testing can be performed from the parent directory via the following command:

$ python -m pytest





Note that some tests are very long and can take hours to complete.
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