DOCKING AS FITTING CRITERIA FOR DATAWARRIOR/CHEMISTRY/ "BUILD EVOLUTIONARY LIBRARY"
1) COPY NEW ON-DEVELOPMENT FILES  TO OUR DATAWARRIOR DIRECTORY:
- openmolecules.org/datawarrior/download.html 
- Click on open square at the bottom 'I have read and understood the disclamer '.
- Download a zip file, underlined in blue coding for the newest updated code < 2 weeks-old: 
for my windows was dw550win.zip
- Rename 4 files at your local DataWarrior dir ....... /DataWarrior/
	- DataWarrior.exe  DataWarrior.exeold
	- jninnchi.jar  jninnchi.jarold
	- mmtf.jar  mmtf.jarold
	- opsin.jar  opsin.jarold
- Unzip Extract dw550win.zip into the DataWarrior dir or copy/paste from any other extracted dir 
	- DataWarrior.exe
	- jninnnchi.jar
	- mmtf.jar
	- opsin.jar

INCLUDE DOCKING SCORE AS A FITTING CRITERIA ON THE EVOLUTIONARY DW LIBRARIES 
1) prepare your target ***.pdb complex containing your protein docked to the ***ligand from your files. It should  contain a minimum protein cavity containing the docked ***ligand conformer from a previous docking. Required to tell DW the docking-pocket to be targeted.
2) prepare a ***.sdf file containing the ***ligand as the unique  3D structure
3)  Open DW
4) DW/Open /Chemistry/Build Evolutionary library 
5) First generation compounds: from file. Upload the ***ligand. Double click on the structure and edit with lazo the atoms of the ***.ligand to be maintained during evolution
6) Select general search variables: 
Create compounds-like: drug-like or Natural Compounds
Automatic generations (default)
128 compounds per generation (default)
8 compounds survive a generation (default)

7) Define fitness criteria  
select in combobox: Docking score/Add Criterion/right click on blue screen/load protein cavity from ***.pdb file/select one  of the multiple ligands/i.e.,C35H34N2O2 molecule a draft drawing appears on the blue screen, select weight 1-4
8) add any other criteria, selecting their range of values and relative weights (1-4)  among them 

7) paste the xxx.ligand to the First generation compounds: custom (Above). Doble click to edit the xxx.ligand. Use double lazo to select the structures you may want to conserve for new molecule generation. Those to be conserved structures during mutation will appear in red.

8) click OK green buttom, down the right corner 
6) go and wait for a few min until the first generation appears on the screens. You should see the paretn molecule with its maintained structures in red and the new extensions in different colors. Fitness data slo appears so you can monitor how that is chamging in each generation.
7) stop as the  number of generations produced the desired fitness result a new window appears with several graphic profiles and a Table in the lower left corner. The tablecan be saved as sdf file for further analysis
[bookmark: _GoBack]8) the docking is expressed in scores without units
  
