PATH FOR vinaWizard.py 							5.PyRx/Updates/ -juliosAll.Updates.docx
	Ordenador
	
	cores
	
	0.8
	0.9.4
	0.9.8
	

	JCOLL1nn
	64
	8
	C:\Users\JULIO\.PyRx_workspace\update\PyRx
	s
	s+j
	
	

	JCOLL1n
	32
	4
	C:\ProgramFiles\PyRx\0.9.4.\Lib\site-packages\PyRx
	
	s+j
	
	

	
	
	
	
	
	
	
	

	JCOLL2nn
	64
	8
	C:\ProgramFiles(x86)\PyRx\0.9.4.\Lib\site-packages\PyRx
	
	s+j
	
	

	JCOLL2nn
	64
	8
	C:\ProgramFiles\PyRx\0.9.8.\Lib\site-packages\PyRx
C:\Usuarios\JULIO\.PyRx_workspace\update\PyRx?
	
	
	s+j
s+j
	

	JCOLL2n
	32
	4
	C:\ProgramFiles\PyRx\0.9.4.\Lib\site-packages\PyRx
	
	s+j
	
	

	JCOLL3n
	32
	4
	C:\ProgramFiles\PyRx\0.9.4.\Lib\site-packages\PyRx
	
	s+j
	
	



NUM MODES
line 119       line 164  new line 0.9.8
                 							# line numbers as in March 2017 vs0.9.4.
    exhaustiveness = PositiveInt(8)
    num_modes = PositiveInt(1)  # se cambia de 9 a 1 para screnear muchos ligandos
    traits_view = View(Item(name = 'exhaustiveness', tooltip="Exhaustiveness of the global search (roughly proportional to time)"),

AUTOSAVE C:\$PyRx\*.CSV
Open program Preferences  					#para que guarde los Ligands+Macromolecules+etc
	$PyRx

line 379  line 429
analyzePage.conformations.items.extend(analyzePage.list)
              analyzePage.SaveCSV()               #no funciona sin espacio?
 
def Back(self, event):

line  401 line 450
	if not self.ligands: return
self.frame.vinaWiz.analyzePage.time = str(time.time())     #sin indent en el de 094 tiene indent!!!???
	for macromolecule in self.macromolecules:

line 570 line 748
        self.remainingJobs -=  1
        self.frame.vinaWiz.analyzePage.SaveCSV()   #sin indent AQUI SE LOCALIZA EL FALLO DURANTE LA EJECUCION
        if self.remainingJobs == 0:

line 635 line 812
        self.grid = grid
        self.time = "time"
        self.Bind(wx.EVT_SHOW, self.SetActive)

line 806 line 996 +modified+ insertion autoscrolling
def OnSaveCSV(self, event):              # new on the 0.9.8.
   fileName = "C:\\$PyRx\\"+self.time +".csv"     line 996    # "C:\\$PyRx\\"+ added Julios con indent 094 pero required in 098??
        outFile = open(fileName, 'w') line 997
        outFile.write('Ligand,Binding Affinity,rmsd/ub, rmsd/lb\n')                   
[bookmark: _GoBack]        for item in self.conformations.items:
            txt = item.name +","+str(item.vina_energy)+","+str(item.rmsd_ub)+","+str(item.rmsd_lb)
            outFile.write(txt+"\n")
        outFile.close()     

AUTOSCROLLING
line  711          line 892  new line 0.9.8 after modifying
             self.list.extend(tmpList)
self.wxgrid.MakeCellVisible(len(self.conformations.items)-1,0)  			#autoscrolling sin indent
args = (outputName, targetName, vina_energy, "",
                 strftime("%Y.%m.%d %H:%M:%S"), "Vina")
         

