Sarkis Dallakian sarkiss@users.sf.net a través de sourceforge.com 20:26 (hace 12 horas)

Dear Julio,
I've uploaded a new file that can save .cvs file to the working directory automatically.
https://sourceforge.net/p/pyrx/code/HEAD/tree/SandBox/Misc/vinaWizard.py?format=raw

To use this, download this file using the link above and replace your local copy of vinaWizard.py with this file. Your local copy of vinaWizard.py is either in 
[bookmark: _GoBack]C:\Program Files (x86)\PyRx\0.9.4\Lib\site-packages\PyRx       JCOLL2nn   if you haven' done any updates 
or it's in C:\Users\$UserName.PyRx_workspace\update\PyRx   JCOLL1nn   if you have updated PyRx.
C:\Users\JULIO\.PyRx_workspace\update\PyRx

Once you have replaced vinaWizard.py, you can run the Vina Wizard as usual and it will save .cvs file to the working directory automatically. The name of the file will be a long number which is current time in seconds since the epoch as returned by Python's time.time functions https://sourceforge.net/p/pyrx/code/HEAD/tree/SandBox/Misc/vinaWizard.py#l804

To find the location of current working directory, click on Python Shell tab under Controls panel, type 
os.getcwd() and hit Enter.
import os;os.getcwd()

Hope this helps, Sarkis

Dear Julio,
You are very welcome. Please try import os;os.getcwd() in the Python shell instead. 
The output whould look like somthing like: C:\\Program Files (x86)\\PyRx\\0.9.4.

This modified vinaWizard.py calls SaveCSV on line 577 (en JCOLL2nn es 804-811) when it finishes running all the jobs. If you want it to generate csv for existing runs, edit C:\users\julio.PyRx-workspace\update\PyRx\vinaWizard.py with WordPad and insert the following code in line 379: analyzePage.SaveCSV().Please note the spacing at the beginning; it should be exactly is it is in the line above otherwise it won't work.

Now to save csv in C:\$PyRx, edit the same vinaWizard.py with WordPad and replace the line l804 as follows: fileName = str(time.time())+".csv"
I'm attaching vinaWizard.py with all this changes in there so you can just replace C:\users\julio.PyRx-workspace\update\PyRx\vinaWizard.py with the attached file and give it a try.

Best, Sarkis

I've added a new option in Open Bable widget so that when converting molecules to AutoDock ligand, the name of the ligand can be set to either the title of the ligand as it was before, or it can be set to formula_title. Please replace C:\users\julio.PyRx-workspace\update\PyRx\traitedBabel.py with the attached file to try this new feature. 
When you start PyRx with this updated file, click on Edit > Preferences, click on + icon next to Open Babel and select AutoDock Ligand. You'll see a new option there next to "Name Converted Ligand Using". There are two options: Title or Formula_Title. If you select Formula_Title, next time when PyRx makes AutoDock ligands using Open Bable, it will name ligands accordingly. 
Please give it a try and let me know what do you think.
