

    
      
          
            
  
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


	A ligand file with duplicate atoms will cause pdb2pqr to stop instead of issue a warning.  Trust us, this is a feature, not a bug!


	Improved error reporting.


	Added support for reference command line option for PROPKA.


	Added newresinter plugin to provide alternate methods for calculating interaction energies between residues.


	Mol2 file handling is now case insensitive with atom names.


	PROPKA with a pH of 7 is now specified by default on the web service.


	Compilation is now done with scons.


	Verbose output now includes information on all patches applied during a run.


	Added stderr and stdout to web error page.


	Added warning to water optimization when other water is ignored.


	Command line used to generate a pqr is now duplicated in the comments of the output.


	Added support for NUMMDL in parser.


	Added complete commandline feature test. Use complete-test target.


	Added propka support for phosphorous sp3. - Thanks to Dr. Stefan Henrich


	Added a PyInstaller spec file. Standalone pdb2pqr builds are now possible.







BUG FIXES


	Rolled back change that prevented plugins from interfering with each other. Large proteins would cause a stack overflow when trying to do a deep copy.


	Updated INSTALL file to reflect no more need for Fortran.


	Fixed apbs input file to match what web interface produces.


	Fixed user specified mobile ion species not being passed to apbs input file.


	Removed ambiguous A, ADE, C, CYT, G, GUA, T, THY, U, URA as possible residue names.


	Removed eval from pdb parsing routines.


	Updated web links to refer to http://www.poissonboltzmann.org where appropriate.


	Fixed hbond extension output to include insertion code in residue name.


	Fixed debumping routines not including water in their checks. Fixes bad debump of ASN B 20 in 1gm9 when run with pH 7.0.


	Fixed debumping failing to use best angle for a specific dihedral angle when no tested angles are without conflict.


	Fixed debumping using asymmetrical cutoffs and too large cutoffs in many checks involving hydrogen.


	Fixed debumping accumulating rounding error while checking angles.


	Fixed inconsistencies in pdb parsing. - Thanks to Dr. Stefan Henrich


	Fixed problems with propka handling of aromatic carbon/nitrogen. - Thanks to Dr. Stefan Henrich


	Fixed case where certain apbs compile options would break web visualization.


	Fixed improper handling of paths with a ‘.’ or filenames with more than one ‘.’ in them.







CHANGES


	Removed numpy from contrib. The user is expected to have numpy installed and available to python at configuration.


	Support for numeric dropped.







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.










          

      

      

    

  

    
      
          
            
  
PDB2PQR Installation Instructions

Installation on most systems is rather straightforward - as the bulk of the PDB2PQR code is written in Python, the PDB2PQR code itself is architecture/compiler independent. PDB2PQR has been tested using Python versions 2.6 through 2.7 - problems will occur with other versions.

If you would like to enable pdb2pka or ligand support, then you must have Numpy installed.
http://numpy.scipy.org/


Configuration and Build

PDB2PQR will need to be configured and compiled in order to run:

$ python scons/scons.py (see python scons/scons.py --help for more options)





This should configure pdb2pqr and compile the pdb2pka wrappers necessary to interface with PDB2PQR and ligand support.


Configuration File

Compilation and installation can be configured by editing the build_config.py file.
This is the preferred way to configure the program.Instructions and examples for each setting are included in the file.




Configuration Command Line Parameters

These will override any setting in build_config.py.

PREFIX=<DIR>                	Set install directory. Default is ~/pdb2pqr
URL=<URL>              		Set url for the website.  Default http://<COMPUTER NAME>/pdb2pqr/
APBS=<APBS_BINARY>            Location of APBS binary.
OPAL=<OPAL_URL>	            Set URL for Opal service
APBS_OPAL=<APBS_OPAL_URL>		Set URL for APBS Opal service.
MAX_ATOMS=<MAX_ATOMS>			Sets the maximum number of atoms in a protein for non-Opal job submission. Only affects web tools. Default is 10000
BUILD_PDB2PKA=False           Disable pkb2pka compilation. Needed if no C++ compiler is installed or numpy is not installed. pdb2pka is required for ligand support.










Installation

Installing is only needed if you plan to set up the web service or to make the install available to all users.
The installation location is specified by the PREFIX setting above.

$ python scons/scons.py install








Using a different python.

pdb2pqr will be configured to use whichever python was used to run the build script.If you would like to use a different installed python to run pdb2pqr run the scons/scons.py script with that python.
For example:

$ /opt/python27/python scons/scons.py 





If ligand support is required Numpy must be installed on the python used to build pdb2pqr.




Windows Support

Compilation of pdb2pka on Windows requires that mingw32 and msys be installed along with the gcc C++ compiler. Compilation with Visual Studio is not currently supported.
Use MinGW-Get to install mingw. During installation select “C++ Compiler” and “MinGW Developer ToolKit”
http://www.mingw.org/




Numpy

If numpy cannot be installed directly on the python used to run pdb2pqr you can either install numpy for your local user account or use virtualenv. Homebrew may be an option on OSX.
http://docs.python.org/2/install/index.html#alternate-installation
http://stackoverflow.com/questions/7465445/how-to-install-python-modules-without-root-access
http://www.virtualenv.org

##Binary Builds
A PyInstaller spec file is included if a stand alone binary build (no python install or compile required to run) is desired.
http://www.pyinstaller.org/

PyInstaller 2.1 or newer installed as python library is required.
To create standalone build, first build the application as normal then run

pyinstaller pdb2pqr.spec





in the root archive folder. The distributable program will be in the dist/pdb2pqr folder.

Each supported platform has different needs when creating the binary build:


Windows

On windows pywin32 is required.




Linux

The built binaries will dynamically link against the system standard libs.
For this reason the Linux binaries should be built on an older system to increase compatibility if needed.




OSX

On the Mac you must use homebrew and use the python that it installs with brew python. See http://brew.sh/ and https://github.com/Homebrew/homebrew/wiki/Homebrew-and-Python
Once homebrew python is setup and configured correctly pyinstaller and numpy can be installed with pip install numpy and pip install pyinstaller.
If the global python is used the binary will fail when the –ligand option is used.
Similar to Linux, this binary is dynamically linked against the system libraries. The binary will not work on OSX older than the version built on.
We officially support OSX 10.6 or newer.

##Documentation
Please see the main documentation at doc/userguide.html for a complete
look at installation, compiler/architecture support, and a general FAQ.









          

      

      

    

  

    
      
          
            
  
apbs-pdb2pqr

This is a temporary home for the APBS and PDB2PQR software [http://www.poissonboltzmann.org] as we consider migrating away from SourceForge [https://sourceforge.net/projects/apbs/].  Our plans for GitHub migration are in flux so please do not count on this repository being available in the future.

Please see the user guide for the documentation index and the COPYING file for license information.

Please see programmer’s guide for information on working with the PDB2PQR code.
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