
    
      


    
      Skip to content
      
    
      
      
  











  
  
  





      

        

            



  
    Toggle navigation
  

  
    
      
        
    

      

      
        
          Sign in
        
      


      
          
    

            

            

  

      

    



    
      
          
            	
      
        Product
        
    

      
      
          
            	
  
      
    

      
        Actions

        Automate any workflow
      


    

	
  
      
    

      
        Packages

        Host and manage packages
      


    

	
  
      
    

      
        Security

        Find and fix vulnerabilities
      


    

	
  
      
    

      
        Codespaces

        Instant dev environments
      


    

	
  
      
    

      
        Copilot

        Write better code with AI
      


    

	
  
      
    

      
        Code review

        Manage code changes
      


    

	
  
      
    

      
        Issues

        Plan and track work
      


    

	
  
      
    

      
        Discussions

        Collaborate outside of code
      


    



          

          
              Explore
            	
  
      All features

    

	
  
      Documentation

    
    


	
  
      GitHub Skills

    
    


	
  
      Blog

    
    




          

      


	
      
        Solutions
        
    

      
      
          
              For
            	
  
      Enterprise

    

	
  
      Teams

    

	
  
      Startups

    

	
  
      Education

    
    




          

          
              By Solution
            	
  
      CI/CD & Automation

    

	
  
      DevOps

    

	
  
      DevSecOps

    
    




          

          
              Resources
            	
  
      Learning Pathways

    
    


	
  
      White papers, Ebooks, Webinars

    
    


	
  
      Customer Stories

    

	
  
      Partners

    
    




          

      


	
      
        Open Source
        
    

      
      
          
            	
  
      
      
        GitHub Sponsors

        Fund open source developers
      


    



          

          
            	
  
      
      
        The ReadME Project

        GitHub community articles
      


    



          

          
              Repositories
            	
  
      Topics

    

	
  
      Trending

    

	
  
      Collections

    



          

      


	
    Pricing



          

        
                



  
      
        
          
    

        

        Search or jump to...
          
            

          

      

    

    

  
      Search code, repositories, users, issues, pull requests...

    
      
                  
          
  
    
      
        Search
      
      
          
            
    

          
        
          

          
            

            
          

        

          Clear
            
    



      

      
  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    




  
    



        
                

        

      
        
          
    

        
        

    

    



          
            
              Search syntax tips
            

          

        




    



  

  

  
    

  
    
  
    
      
        Provide feedback
      

    

    
      
    

    

  



      
                
          We read every piece of feedback, and take your input very seriously.

          
          
          Include my email address so I can be contacted



      
                    Cancel

              Submit feedback





    
    

  
    
  
    
      
        Saved searches
      

        Use saved searches to filter your results more quickly

    

    
      
    

    

  



      
                


        
        
          


          

          
            Name
            
              
              
            
          


          
            Query
            
          


          
            To see all available qualifiers, see our documentation.
          


        


        
          

        




      
                    Cancel

              Create saved search




    
  




          
            
              Sign in
            
          


            
              Sign up
            
        

      

    

  



      
  
        
    

        You signed in with another tab or window. Reload to refresh your session.
        You signed out in another tab or window. Reload to refresh your session.
        You switched accounts on another tab or window. Reload to refresh your session.

      
    

Dismiss alert


  


    


  









    





  
    

  
    
      
    

    
    
      
      {{ message }}


    

  



  




    
    






  
        
    
      
  

    
    

    






  
  

      

        
            
  
      
    

    
    
      
        diffpy
    
    /
    
      diffpy.pdfgui
    

    Public
  



        


        
            	
                
    
Notifications

  
	
              
    
Fork
    23

  
	
        
            
    

          Star
          18
            
    



  



        

      


        




          

  	
  
    
              
    

        Code
          


    

	
  
    
              
    

        Issues
          18


    

	
  
    
              
    

        Pull requests
          3


    

	
  
    
              
    

        Actions
          


    

	
  
    
              
    

        Projects
          0


    

	
  
    
              
    

        Wiki
          


    

	
  
    
              
    

        Security
          

    

	
  
    
              
    

        Insights
          


    



          
  
      
    

Additional navigation options



  
    
                
  	
    
    
        
          
    

        
      
        
          Code

  
  

	
    
    
        
          
    

        
      
        
          Issues

  
  

	
    
    
        
          
    

        
      
        
          Pull requests

  
  

	
    
    
        
          
    

        
      
        
          Actions

  
  

	
    
    
        
          
    

        
      
        
          Projects

  
  

	
    
    
        
          
    

        
      
        
          Wiki

  
  

	
    
    
        
          
    

        
      
        
          Security

  
  

	
    
    
        
          
    

        
      
        
          Insights

  
  


  





      

  




  


  




    
    



    
      

  
  Commit




Permalink





  
  
    
    


      This commit does not belong to any branch on this repository, and may belong to a fork outside of the repository.



  






  Browse files
  Browse the repository at this point in the history
    
        

    
    

  

  
    
  



    

    
      Merge pull request #90 from diffpy/next
    


    Release py3 version and merge into main



  
  
    
      
    

      	Loading branch information


    





  

    
      

  
      
        
  




      
            sbillinge
    
  committed
  May 4, 2023

        
          

    
    
    

  

    


        

      

    


    
      
        2 parents
          
          929da8f
           + 
          72d7088
      
      commit 6d5b55f
    

  





  


  
    
        
  
    
          
    

    Show file tree



    
          
    

    Hide file tree





    
      Showing
      182 changed files
      with
      1,154 additions
      and
      747 deletions.
    


  

  
    
      
  	
    
    Whitespace
  



	
    
    Ignore whitespace
  





      
  	
    
    Split
  



	
    
    Unified
  





      
      

  




    

      
  
              
              
  




  
  
    




  
    
      	
    .travis.yml
    
      
        
    

      
      
        .travis.yml
      
      
        
    

      
    
  
	
    CHANGELOG.md
    
      
        
    

      
      
        CHANGELOG.md
      
      
        
    

      
    
  
	
    LICENSE.txt
    
      
        
    

      
      
        LICENSE.txt
      
      
        
    

      
    
  
	
    MANIFEST.in
    
      
        
    

      
      
        MANIFEST.in
      
      
        
    

      
    
  
	
    README.rst
    
      
        
    

      
      
        README.rst
      
      
        
    

      
    
  
	
    
      
        
    

      
      
        
    

      
      
        conda-recipe
      
    
    	
    conda-recipe/conda_build_config.yaml
    
      
        
    

      
      
        conda_build_config.yaml
      
      
        
    

      
    
  
	
    conda-recipe/expandpdfguibase.py
    
      
        
    

      
      
        expandpdfguibase.py
      
      
        
    

      
    
  
	
    conda-recipe/meta.yaml
    
      
        
    

      
      
        meta.yaml
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        doc/manual
      
    
    	
    doc/manual/acknowledgements.texinfo
    
      
        
    

      
      
        acknowledgements.texinfo
      
      
        
    

      
    
  


  
	
    rever.xsh
    
      
        
    

      
      
        rever.xsh
      
      
        
    

      
    
  
	
    setup.py
    
      
        
    

      
      
        setup.py
      
      
        
    

      
    
  
	
    
      
        
    

      
      
        
    

      
      
        src/diffpy/pdfgui
      
    
    	
    
      
        
    

      
      
        
    

      
      
        applications
      
    
    	
    src/diffpy/pdfgui/applications/pdfgui.py
    
      
        
    

      
      
        pdfgui.py
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        control
      
    
    	
    src/diffpy/pdfgui/control/calculation.py
    
      
        
    

      
      
        calculation.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/constraint.py
    
      
        
    

      
      
        constraint.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/controlerrors.py
    
      
        
    

      
      
        controlerrors.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/fitdataset.py
    
      
        
    

      
      
        fitdataset.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/fitstructure.py
    
      
        
    

      
      
        fitstructure.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/fitting.py
    
      
        
    

      
      
        fitting.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/organizer.py
    
      
        
    

      
      
        organizer.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/parameter.py
    
      
        
    

      
      
        parameter.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/pdfdataset.py
    
      
        
    

      
      
        pdfdataset.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/pdfguicontrol.py
    
      
        
    

      
      
        pdfguicontrol.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/pdfguimacros.py
    
      
        
    

      
      
        pdfguimacros.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/pdflist.py
    
      
        
    

      
      
        pdflist.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/pdfstructure.py
    
      
        
    

      
      
        pdfstructure.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/plotter.py
    
      
        
    

      
      
        plotter.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/control/structureviewer.py
    
      
        
    

      
      
        structureviewer.py
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        doc
      
    
    	
    src/diffpy/pdfgui/doc/Farrow-jpcm-2007.pdf
    
      
        
    

      
      
        Farrow-jpcm-2007.pdf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/Proffen-jac-1999.pdf
    
      
        
    

      
      
        Proffen-jac-1999.pdf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/TUTORIAL.txt
    
      
        
    

      
      
        TUTORIAL.txt
      
      
        
    

      
    
  
	
    
      
        
    

      
      
        
    

      
      
        epydoc
      
    
    	
    src/diffpy/pdfgui/doc/epydoc/Makefile
    
      
        
    

      
      
        Makefile
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/epydoc/epydoc.cfg
    
      
        
    

      
      
        epydoc.cfg
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        manual
      
    
    	
    src/diffpy/pdfgui/doc/manual/.gitignore
    
      
        
    

      
      
        .gitignore
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/Makefile
    
      
        
    

      
      
        Makefile
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/acknowledgements.texinfo
    
      
        
    

      
      
        acknowledgements.texinfo
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/disclaimer.texinfo
    
      
        
    

      
      
        disclaimer.texinfo
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/extractEquations.py
    
      
        
    

      
      
        extractEquations.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/fixHTMLCode.py
    
      
        
    

      
      
        fixHTMLCode.py
      
      
        
    

      
    
  
	
    
      
        
    

      
      
        
    

      
      
        images
      
    
    	
    src/diffpy/pdfgui/doc/manual/images/Makefile
    
      
        
    

      
      
        Makefile
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/eq-01.png
    
      
        
    

      
      
        eq-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/eq-02.png
    
      
        
    

      
      
        eq-02.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-01.png
    
      
        
    

      
      
        fig2-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-02.png
    
      
        
    

      
      
        fig2-02.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-03.png
    
      
        
    

      
      
        fig2-03.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-04.png
    
      
        
    

      
      
        fig2-04.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-05.png
    
      
        
    

      
      
        fig2-05.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-06.png
    
      
        
    

      
      
        fig2-06.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-07.png
    
      
        
    

      
      
        fig2-07.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-08.png
    
      
        
    

      
      
        fig2-08.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-09.png
    
      
        
    

      
      
        fig2-09.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-10.png
    
      
        
    

      
      
        fig2-10.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig2-11.png
    
      
        
    

      
      
        fig2-11.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-01.png
    
      
        
    

      
      
        fig3-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-02.png
    
      
        
    

      
      
        fig3-02.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-03.png
    
      
        
    

      
      
        fig3-03.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-04.png
    
      
        
    

      
      
        fig3-04.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-05.png
    
      
        
    

      
      
        fig3-05.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-06.png
    
      
        
    

      
      
        fig3-06.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-07.png
    
      
        
    

      
      
        fig3-07.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-08.png
    
      
        
    

      
      
        fig3-08.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-09.png
    
      
        
    

      
      
        fig3-09.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig3-10.png
    
      
        
    

      
      
        fig3-10.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig4-01.png
    
      
        
    

      
      
        fig4-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/fig4-02.png
    
      
        
    

      
      
        fig4-02.png
      
      
        
    

      
    
  
	
    
      
        
    

      
      
        
    

      
      
        originals
      
    
    	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-01.png
    
      
        
    

      
      
        fig2-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-01.xcf
    
      
        
    

      
      
        fig2-01.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-02.png
    
      
        
    

      
      
        fig2-02.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-03.png
    
      
        
    

      
      
        fig2-03.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-04.png
    
      
        
    

      
      
        fig2-04.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-05.png
    
      
        
    

      
      
        fig2-05.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-06.png
    
      
        
    

      
      
        fig2-06.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-07.png
    
      
        
    

      
      
        fig2-07.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-08.png
    
      
        
    

      
      
        fig2-08.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-09.png
    
      
        
    

      
      
        fig2-09.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-10.png
    
      
        
    

      
      
        fig2-10.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig2-11.png
    
      
        
    

      
      
        fig2-11.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-01.png
    
      
        
    

      
      
        fig3-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-02.png
    
      
        
    

      
      
        fig3-02.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-03.png
    
      
        
    

      
      
        fig3-03.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-04.png
    
      
        
    

      
      
        fig3-04.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-05.png
    
      
        
    

      
      
        fig3-05.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-06.png
    
      
        
    

      
      
        fig3-06.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-07.png
    
      
        
    

      
      
        fig3-07.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-08.png
    
      
        
    

      
      
        fig3-08.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-09.png
    
      
        
    

      
      
        fig3-09.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig3-10.png
    
      
        
    

      
      
        fig3-10.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig4-01.png
    
      
        
    

      
      
        fig4-01.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/images/originals/fig4-02.png
    
      
        
    

      
      
        fig4-02.png
      
      
        
    

      
    
  


  


  
	
    src/diffpy/pdfgui/doc/manual/pdfgui.html
    
      
        
    

      
      
        pdfgui.html
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/pdfgui.pdf
    
      
        
    

      
      
        pdfgui.pdf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/pdfgui.texinfo
    
      
        
    

      
      
        pdfgui.texinfo
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/manual/redistribution.texinfo
    
      
        
    

      
      
        redistribution.texinfo
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        tutorial
      
    
    	
    src/diffpy/pdfgui/doc/tutorial/1050K.gr
    
      
        
    

      
      
        1050K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/1100K.gr
    
      
        
    

      
      
        1100K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/1150K.gr
    
      
        
    

      
      
        1150K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/300K.gr
    
      
        
    

      
      
        300K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/550K.gr
    
      
        
    

      
      
        550K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/650K.gr
    
      
        
    

      
      
        650K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/700K.gr
    
      
        
    

      
      
        700K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/720K.gr
    
      
        
    

      
      
        720K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/730K.gr
    
      
        
    

      
      
        730K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/740K.gr
    
      
        
    

      
      
        740K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/750K.gr
    
      
        
    

      
      
        750K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/800K.gr
    
      
        
    

      
      
        800K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/880K.gr
    
      
        
    

      
      
        880K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/980K.gr
    
      
        
    

      
      
        980K.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/CdSe-3nm.gr
    
      
        
    

      
      
        CdSe-3nm.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/CdSe-bulk.gr
    
      
        
    

      
      
        CdSe-bulk.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/CdSe-nano.ddp
    
      
        
    

      
      
        CdSe-nano.ddp
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/CdSe-wurtzite.stru
    
      
        
    

      
      
        CdSe-wurtzite.stru
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/Ni-neutron.gr
    
      
        
    

      
      
        Ni-neutron.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/Ni-xray.gr
    
      
        
    

      
      
        Ni-xray.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/Ni.stru
    
      
        
    

      
      
        Ni.stru
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/lcmo-template.ddp
    
      
        
    

      
      
        lcmo-template.ddp
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/lmo-template.ddp
    
      
        
    

      
      
        lmo-template.ddp
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/tui_mno_bond_lengths.py
    
      
        
    

      
      
        tui_mno_bond_lengths.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x000t010q35.gr
    
      
        
    

      
      
        x000t010q35.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x004t010q35.gr
    
      
        
    

      
      
        x004t010q35.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x012t010q35.gr
    
      
        
    

      
      
        x012t010q35.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x016t010q35.gr
    
      
        
    

      
      
        x016t010q35.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x020t010q35.gr
    
      
        
    

      
      
        x020t010q35.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x024t010q35.gr
    
      
        
    

      
      
        x024t010q35.gr
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/doc/tutorial/x028t010q35.gr
    
      
        
    

      
      
        x028t010q35.gr
      
      
        
    

      
    
  


  


  
	
    
      
        
    

      
      
        
    

      
      
        gui
      
    
    	
    src/diffpy/pdfgui/gui/adddatapanel.py
    
      
        
    

      
      
        adddatapanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/addphasepanel.py
    
      
        
    

      
      
        addphasepanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/bondlengthdialog.py
    
      
        
    

      
      
        bondlengthdialog.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/calculationpanel.py
    
      
        
    

      
      
        calculationpanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/datasetconfigurepanel.py
    
      
        
    

      
      
        datasetconfigurepanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/datasetresultspanel.py
    
      
        
    

      
      
        datasetresultspanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/debugoptions.py
    
      
        
    

      
      
        debugoptions.py
      
      
        
    

      
    
  
	
    
      
        
    

      
      
        
    

      
      
        design
      
    
    	
    src/diffpy/pdfgui/gui/design/adddatapanel.wxg
    
      
        
    

      
      
        adddatapanel.wxg
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/design/addphasepanel.wxg
    
      
        
    

      
      
        addphasepanel.wxg
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/design/calculationpanel.wxg
    
      
        
    

      
      
        calculationpanel.wxg
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/design/datasetconfigurepanel.wxg
    
      
        
    

      
      
        datasetconfigurepanel.wxg
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/design/datasetresultspanel.wxg
    
      
        
    

      
      
        datasetresultspanel.wxg
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/design/plotpanel.wxg
    
      
        
    

      
      
        plotpanel.wxg
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/design/preferencespanel.wxg
    
      
        
    

      
      
        preferencespanel.wxg
      
      
        
    

      
    
  


  
	
    src/diffpy/pdfgui/gui/dopingseriespanel.py
    
      
        
    

      
      
        dopingseriespanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/errorreportdialog.py
    
      
        
    

      
      
        errorreportdialog.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/errorreportdialog_control_fix.py
    
      
        
    

      
      
        errorreportdialog_control_fix.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/errorwrapper.py
    
      
        
    

      
      
        errorwrapper.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/extendedplotframe.py
    
      
        
    

      
      
        extendedplotframe.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/fittree.py
    
      
        
    

      
      
        fittree.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/mainframe.py
    
      
        
    

      
      
        mainframe.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/parameterspanel.py
    
      
        
    

      
      
        parameterspanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/pdfguiglobals.py
    
      
        
    

      
      
        pdfguiglobals.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/phaseconfigurepanel.py
    
      
        
    

      
      
        phaseconfigurepanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/phaseconstraintspanel.py
    
      
        
    

      
      
        phaseconstraintspanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/phasepanelutils.py
    
      
        
    

      
      
        phasepanelutils.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/plotpanel.py
    
      
        
    

      
      
        plotpanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/preferencespanel.py
    
      
        
    

      
      
        preferencespanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/temperatureseriespanel.py
    
      
        
    

      
      
        temperatureseriespanel.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/gui/tooltips.py
    
      
        
    

      
      
        tooltips.py
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        icons
      
    
    	
    src/diffpy/pdfgui/icons/C60_16x16.png
    
      
        
    

      
      
        C60_16x16.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/C60_202x202.xcf
    
      
        
    

      
      
        C60_202x202.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/buckyfccicon.m
    
      
        
    

      
      
        buckyfccicon.m
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/calculationitem.png
    
      
        
    

      
      
        calculationitem.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/columbia_logo.png
    
      
        
    

      
      
        columbia_logo.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/danse_logo.png
    
      
        
    

      
      
        danse_logo.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/datasetitem.png
    
      
        
    

      
      
        datasetitem.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/exportplotdata.png
    
      
        
    

      
      
        exportplotdata.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/exportplotdata.xcf
    
      
        
    

      
      
        exportplotdata.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/fititem.png
    
      
        
    

      
      
        fititem.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/fitting.png
    
      
        
    

      
      
        fitting.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/fitting.xcf
    
      
        
    

      
      
        fitting.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/logo.png
    
      
        
    

      
      
        logo.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/logo.xcf
    
      
        
    

      
      
        logo.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/msu_logo.png
    
      
        
    

      
      
        msu_logo.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/nsf_logo.png
    
      
        
    

      
      
        nsf_logo.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/pdfgui.ico
    
      
        
    

      
      
        pdfgui.ico
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/pdfgui_512x512.xcf
    
      
        
    

      
      
        pdfgui_512x512.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/phaseitem.png
    
      
        
    

      
      
        phaseitem.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/plotting.png
    
      
        
    

      
      
        plotting.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/plotting.xcf
    
      
        
    

      
      
        plotting.xcf
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/run.png
    
      
        
    

      
      
        run.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/stop.png
    
      
        
    

      
      
        stop.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/titlepage.png
    
      
        
    

      
      
        titlepage.png
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/icons/titlepage.xcf
    
      
        
    

      
      
        titlepage.xcf
      
      
        
    

      
    
  


  
	
    
      
        
    

      
      
        
    

      
      
        tests
      
    
    	
    src/diffpy/pdfgui/tests/__init__.py
    
      
        
    

      
      
        __init__.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/tests/testfitstructure.py
    
      
        
    

      
      
        testfitstructure.py
      
      
        
    

      
    
  
	
    src/diffpy/pdfgui/tests/testpdfdataset.py
    
      
        
    

      
      
        testpdfdataset.py
      
      
        
    

      
    
  


  
	
    src/diffpy/pdfgui/utils.py
    
      
        
    

      
      
        utils.py
      
      
        
    

      
    
  


  


    
  


            



            
          

        
    






  
    
  
    
      
    


              There are no files selected for viewing


      


  

  

  
    
  
    
      
        
  
    

  
    




          
            
              
    

            
            
              
    

            
          



          
            11 changes: 8 additions & 3 deletions
          
          11 

        

  .travis.yml

  
    
    

    
    





        
      


      
        











          

          
            
              
                
    

              

            
            
                            
              
    

              
              Show comments
            

                            


                              
   View file



                                    
      Edit file
    


                                  
    Delete file
  


                            


                            

                
            
          
        

      

    



    


          
            
  
  
    

    
      This file contains bidirectional Unicode text that may be interpreted or compiled differently than what appears below. To review, open the file in an editor that reveals hidden Unicode characters.
      Learn more about bidirectional Unicode characters
    


              Show hidden characters






  
    
    





              
              	Original file line number	Diff line number	Diff line change
	
          
            
    

          
          Expand Up
    	@@ -7,6 +7,10 @@ os:
			
    

			
    env:
			
      - MYUSEMC=true MYPYTHON_VERSION=2.7
			
      - MYUSEMC=true MYPYTHON_VERSION=3.7
			
      - MYUSEMC=true MYPYTHON_VERSION=3.8
			
      - MYUSEMC=true MYPYTHON_VERSION=3.9
			
      - MYUSEMC=true MYPYTHON_VERSION=3.10
			
      - MYUSEMC=false
			
    

			
    matrix:
	
          
            
    

          
          Expand Down
          
            
    

          
          Expand Up
    	@@ -59,9 +63,6 @@ before_install:
			
      - $NOMC || conda create --name=testenv --yes python=${MYPYTHON_VERSION} coverage
			
      - $NOMC || conda config --add channels diffpy
			
    

			
      # TODO - remove after update to wxpython 4
			
      - $NOMC || conda config --set restore_free_channel true
			
    

			
      - $NOAPT || test "${TRAVIS_OS_NAME}" = "linux" || exit $?
			
      - $NOAPT || PATH="$(echo "$PATH" | sed 's,:/opt/pyenv/[^:]*,,g')"
			
      - $NOAPT || test "$(which python)" = "/usr/bin/python" || (
	
        
          
    

        
        Expand All
    	@@ -74,6 +75,7 @@ before_install:
			
      - $NOAPT || devutils/makesdist
			
      - $NOAPT || MYTARBUNDLE="$(ls -t "${PWD}"/dist/*.tar.gz | head -1)"
			
    

			
    

			
    install:
			
      - $NOMC || conda build --python=${MYPYTHON_VERSION} --no-test conda-recipe
			
      - $NOMC || conda render --python=${MYPYTHON_VERSION} --output conda-recipe |
	
        
          
    

        
        Expand All
    	@@ -93,6 +95,7 @@ install:
			
            exit 1;
			
        fi
			
    

			
    

			
    before_script:
			
      # provide shell functions to execute coverage with GUI support
			
      - case ${TRAVIS_OS_NAME} in
	
        
          
    

        
        Expand All
    	@@ -102,9 +105,11 @@ before_script:
			
            guicoverage() { pythonw -m coverage "$@"; } ;;
			
        esac
			
    

			
    

			
    script:
			
      - guicoverage run --source ${MYNAME} -m ${MYNAME}.tests.rundeps
			
    

			
    

			
    after_success:
			
      - pip install $MYPIPFLAGS codecov
			
      - codecov



          


    

  



    
  
    
      
        
  
    

  
    






          
            23 changes: 23 additions & 0 deletions
          
          23 

        

  CHANGELOG.md

  
    
    

    
    





        
      


      
        








            
                                  
                          
    

                  

                                      
                            
    

                    

            



          

          
            
              
                
    

              

            
            
                            
              
    

              
              Show comments
            

                            


                              
   View file



                                    
      Edit file
    


                                  
    Delete file
  


                            


                            

                
            
          
        

      

    



    


          
            
  
  
    

    
      This file contains bidirectional Unicode text that may be interpreted or compiled differently than what appears below. To review, open the file in an editor that reveals hidden Unicode characters.
      Learn more about bidirectional Unicode characters
    


              Show hidden characters






  
    
    





              
              	Original file line number	Diff line number	Diff line change
			@@ -0,0 +1,23 @@
			
    # Release notes
			
    

			
    Notable differences from version 1.1.2.
			
    

			
    ## Version 2.0.0 – 2023-05-04
			
    

			
    ### Added
			
    

			
    - Support for Python 3.8, 3.9, 3.10.
			
    - Use `.ddp3` instead of `.ddp` to store project files.
			
    

			
    ### Changed
			
    

			
    - Update wxpython to 4.1.1 and remove incompatible align flags.
			
    

			
    ### Deprecated
			
    

			
    ### Removed
			
    

			
    ### Fixed
			
    

			
    - Incompatible conversion between bytes and str from py2 to py3.
			
    - 
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			@@ -1,5 +1,15 @@
			
    This program is part of the DiffPy and DANSE open-source projects
			
    and is available subject to the conditions and terms laid out below.
			
    This software was originally developed by the Billinge group as part
			
    of the Distributed Data Analysis of Neutron Scattering Experiments
			
    (DANSE) project funded by the US National Science Foundation under
			
    grant DMR-0520547. Developments of PDFfit2 were funded by NSF grant
			
    DMR-0304391 in the Billinge group, and with support from Michigan State
			
    University and Columbia University. Any opinions, findings, and conclusions
			
    or recommendations expressed in this material are those of the author(s)
			
    and do not necessarily reflect the views of the respective funding bodies.
			
    Subsequent development was done in the Billinge group at Columbia University
			
    and then in collaboration between the Billinge group at Columbia and Pavol
			
    Juhas at Brookhaven National Laboratory. Moving forward, PDFgui will be
			
    maintained as a community project with contributions welcomed from many people.
			
    

			
    If you use this program to do productive scientific research that leads
			
    to publication, we ask that you acknowledge use of the program by citing
	
        
          
    

        
        Expand All
    	@@ -10,9 +20,27 @@ the following paper in your publication:
			
        PDFgui: computer programs for studying nanostructure in
			
        crystals, J. Phys.: Condens.  Matter 19, 335219 (2007)
			
    

			
    Up to the release 1.1.2 (February 2017) the copyright was held by
			
    the institutions that hosted the work as follows:
			
    Copyright 2006-2007, Board of Trustees of Michigan State University,
			
    Copyright 2008-2017, Board of Trustees of Columbia University in the
			
    city of New York.  (Copyright holder indicated in each source file).
			
    Copyright 2008-2012, Board of Trustees of Columbia University in the
			
    city of New York.
			
    Copyright 2013, Brookhaven National Laboratory (Copyright holder
			
    indicated in each source file).
			
    

			
    As of February 2017, and the 1.1.2 release, PDFgui has moved to a shared copyright model.
			
    

			
    PDFgui uses a shared copyright model. Each contributor maintains copyright over their
			
    contributions to PDFgui. But, it is important to note that these contributions are
			
    typically only changes to the repositories. Thus, the PDFgui source code, in its entirety,
			
    is not the copyright of any single person or institution. Instead, it is the collective
			
    copyright of the entire PDFgui Development Team. If individual contributors want to
			
    maintain a record of what changes/contributions they have specific copyright on, they
			
    should indicate their copyright in the commit message of the change, when they commit
			
    the change to one of the PDFgui repositories.
			
    

			
    The PDFgui Development Team is the set of all contributors to the PDFgui project.
			
    A full list can be obtained from the git version control logs.
			
    

			
    For more information please visit the project web-page:
			
        https://www.diffpy.org
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    exclude .travis*
			
    prune conda-recipe
			
    prune devutils
			
    prune doc
			
    #prune doc
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          Expand Up
    	@@ -20,12 +20,12 @@ is available in the doc/Farrow-jpcm-2007.pdf paper.
			
    REQUIREMENTS
			
    ------------------------------------------------------------------------
			
    

			
    PDFgui requires Python 2.7 and several third-party libraries
			
    that are used by PDFgui and its components.
			
    PDFgui requires Python 3.7, 3.8, 3.9, or 2.7 and several third-party
			
    libraries that are used by PDFgui and its components.
			
    

			
    * setuptools   - tools for installing Python packages
			
    * wxpython     - graphical user interface toolkit for Python
			
    * NumPy        - library for scientific computing with Python
			
    * numpy        - library for scientific computing with Python
			
    * matplotlib   - Python 2D plotting library
			
    * diffpy.pdffit2 - computational engine for PDFgui,
			
      https://github.com/diffpy/diffpy.pdffit2
	
        
          
    

        
        Expand All
    	@@ -36,34 +36,31 @@ that are used by PDFgui and its components.
			
    

			
    We recommend to use `Anaconda Python <https://www.anaconda.com/download>`_
			
    which allows to conveniently install PDFgui and all its software
			
    dependencies with a single command.  For other Python distributions
			
    it is necessary to install the required software separately.  As an
			
    example, on Ubuntu Linux some of the required software can be
			
    installed using ::
			
    

			
       sudo apt-get install \
			
          python-setuptools python-wxtools python-numpy \
			
          python-matplotlib
			
    

			
    To install the remaining packages see the installation instructions
			
    at their respective web pages.
			
    dependencies with a single command.
			
    

			
    Please note that the Python3 PDFgui will read .ddp3 files. It is also
			
    possible for it to read .ddp files that were saved by the Python2 PDFgui
			
    but it will sometimes fail to read these. We are working on a solution
			
    that will be available in a future version.
			
    

			
    INSTALLATION
			
    ------------------------------------------------------------------------
			
    

			
    The preferred method is to use Anaconda Python and install from the
			
    "diffpy" channel of Anaconda packages ::
			
    "conda-forge" channel of Anaconda packages. `pdfgui` can be installed with `conda` ::
			
    

			
       conda config --add channels diffpy
			
       conda install diffpy.pdfgui
			
       conda install -c conda-forge diffpy.pdfgui
			
    

			
    PDFgui can be then started from a terminal ("Anaconda Prompt" on
			
    Windows) by executing the "pdfgui" program.  An alternative
			
    method on Windows is to start PDFgui through the DiffPy start menu.
			
    

			
    If you don't use Anaconda or prefer to install from sources, make
			
    sure the required software is all in place and run ::
			
    sure the required software is all in place ::
			
    

			
       conda install -c conda-forge diffpy.utils diffpy.pdffit2 matplotlib wxpython
			
    

			
    Then you are ready to install diffpy.pdfgui from source codes::
			
    

			
       python setup.py install
			
    

	
        
          
    

        
        Expand All
    	@@ -78,16 +75,36 @@ changing to the HOME directory and running ::
			
    

			
       python -m diffpy.pdfgui.tests.rundeps
			
    

			
    To use PDFgui, you can simply type `pdfgui`, or run the following command ::
			
    

			
       python diffpy.pdfgui/src/diffpy/pdfgui/application/pdfgui.py
			
    

			
    If it shows some error like "This program needs access to the screen.". For Mac, you could install `python.app` from conda
			
    (`conda install python.app`), then run as follows ::
			
    

			
       python.app diffpy.pdfgui/src/diffpy/pdfgui/application/pdfgui.py
			
    

			
    With Anaconda PDFgui can be later upgraded to the latest released
			
    version using ::
			
    

			
       conda update diffpy.pdfgui
			
       conda update -c conda-forge diffpy.pdfgui
			
    

			
    With other Python distributions the program can be upgraded to
			
    the latest version as follows ::
			
    

			
       easy_install --upgrade diffpy.pdfgui
			
    

			
    If you would like to use other Python distributions except Anaconda,
			
    it is necessary to install the required software separately. As an
			
    example, on Ubuntu Linux some of the required software can be
			
    installed using ::
			
    

			
       sudo apt-get install \
			
          python-setuptools python-wxtools python-numpy \
			
          python-matplotlib
			
    

			
    To install the remaining packages see the installation instructions
			
    at their respective web pages.
			
    

			
    Other software
			
    ````````````````````````````````````````````````````````````````````````
	
        
          
    

        
        Expand All
    	@@ -97,6 +114,7 @@ structures.  We have tested with several structure viewers such as
			
    

			
    * AtomEye, http://li.mit.edu/A/Graphics/A/
			
    * PyMol, https://www.pymol.org
			
    * VESTA, http://jp-minerals.org/vesta/en/
			
    

			
    Other viewers should work as well, as long as they understand one of
			
    the output structure formats supported by PDFgui.
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			@@ -1,2 +1,6 @@
			
    python:
			
      - 3.10
			
      - 3.9
			
      - 3.8
			
      - 3.7
			
      - 2.7
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          Expand Up
    	@@ -9,6 +9,7 @@
			
    PDFGUIBASE = PDFGUIPATH[len(sys.prefix):].replace('\\', '/').strip('/')
			
    

			
    if __name__ == "__main__":
			
        content = open(sys.argv[1]).read()
			
        with open(sys.argv[1]) as fp:
			
            content = fp.read()
			
        output = content.replace('@PDFGUIBASE@', PDFGUIBASE)
			
        sys.stdout.write(output)
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          Expand Up
    	@@ -35,6 +35,7 @@ requirements:
			
      run:
			
        - python
			
        - setuptools
			
        - six
			
        - matplotlib
			
        - wxpython 4.*
			
        - menuinst                  [win]
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			@@ -0,0 +1,14 @@
			
    $PROJECT = 'diffpy.pdfgui'
			
    $ACTIVITIES = [
			
                  'tag',  # Creates a tag for the new version number
			
                  'push_tag',  # Pushes the tag up to the $TAG_REMOTE
			
                  'pypi',  # Sends the package to pypi
			
                  'ghrelease'  # Creates a Github release entry for the new tag
			
                   ]
			
    $PUSH_TAG_REMOTE = 'git@github.com:diffpy/diffpy.pdfgui.git'  # Repo to push tags to
			
    $GITHUB_ORG = 'diffpy'  # Github org for Github releases and conda-forge
			
    $GITHUB_REPO = 'diffpy.pdfgui'  # Github repo for Github releases  and conda-forge
			
    $GHRELEASE_PREPEND = """See [CHANGELOG.md](CHANGELOG.md) for detailed release notes.
			
    
			
    The release is also available at [PyPI](https://pypi.org/project/diffpy.pdfgui/) and [Conda](https://anaconda.org/conda-forge/diffpy.pdfgui).
			
    """  # release message
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          Expand Up
    	@@ -15,7 +15,7 @@
			
    

			
    # Use this version when git data are not available, like in git zip archive.
			
    # Update when tagging a new release.
			
    FALLBACK_VERSION = '1.1.2.post0'
			
    FALLBACK_VERSION = '2.0.0'
			
    

			
    # determine if we run with Python 3.
			
    PY3 = (sys.version_info[0] == 3)
	
        
          
    

        
        Expand All
    	@@ -29,7 +29,7 @@
			
    def gitinfo():
			
        from subprocess import Popen, PIPE
			
        kw = dict(stdout=PIPE, cwd=MYDIR, universal_newlines=True)
			
        proc = Popen(['git', 'describe', '--match=v[[:digit:]]*'], **kw)
			
        proc = Popen(['git', 'describe', '--tags', '--match=v[[:digit:]]*'], **kw)
			
        desc = proc.stdout.read()
			
        proc = Popen(['git', 'log', '-1', '--format=%H %ct %ci'], **kw)
			
        glog = proc.stdout.read()
	
          
            
    

          
          Expand Down
          
            
    

          
          Expand Up
    	@@ -113,6 +113,7 @@ def dirglob(d, *patterns):
			
        # manual and tutorial files should not be zipped
			
        zip_safe = False,
			
        install_requires = [
			
            'six',
			
            'diffpy.structure>=3',
			
            'diffpy.pdffit2',
			
            'diffpy.utils',
	
          
            
    

          
          Expand Down
          
            
    

          
          Expand Up
    	@@ -141,6 +142,10 @@ def dirglob(d, *patterns):
			
            'Operating System :: Microsoft :: Windows',
			
            'Operating System :: POSIX',
			
            'Programming Language :: Python :: 2.7',
			
            'Programming Language :: Python :: 3.7',
			
            'Programming Language :: Python :: 3.8',
			
            'Programming Language :: Python :: 3.9',
			
            'Programming Language :: Python :: 3.10',
			
            'Topic :: Scientific/Engineering :: Chemistry',
			
            'Topic :: Scientific/Engineering :: Physics',
			
        ],
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          Expand Up
    	@@ -32,6 +32,7 @@
			
      --db-pdb        use Python debugger to handle error exceptions
			
    """
			
    

			
    from __future__ import print_function
			
    

			
    import sys
			
    import os
	
        
          
    

        
        Expand All
    	@@ -43,13 +44,13 @@ def usage():
			
        """
			
        myname = os.path.basename(sys.argv[0])
			
        msg = __doc__.replace("pdfgui", myname)
			
        print msg
			
        print(msg)
			
        return
			
    

			
    

			
    def version():
			
        from diffpy.pdfgui import __version__
			
        print "PDFgui", __version__
			
        print("PDFgui", __version__)
			
        return
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          Expand Up
    	@@ -107,8 +108,8 @@ def main():
			
        proceed = False
			
        try:
			
            proceed = processArguments(sys.argv[1:])
			
        except (getopt.GetoptError, ValueError), err:
			
            print >> sys.stderr, err
			
        except (getopt.GetoptError, ValueError) as err:
			
            print(err, file=sys.stderr)
			
            sys.exit(1)
			
        # bail out when no gui is needed
			
        if not proceed:     sys.exit()
	
        
          
    

        
        Expand All
    	@@ -119,8 +120,8 @@ def main():
			
        from diffpy.pdfgui.control.controlerrors import ControlError
			
        try:
			
            guimain.main()
			
        except ControlError, err:
			
            print >> sys.stderr, err
			
        except ControlError as err:
			
            print(err, file=sys.stderr)
			
            sys.exit(1)
			
        return
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