	DW docking To PyMOL

	
	
	Tested on:
	- e9 computer: 47CPU, 64Gb RAM
- OS, windows10/ 64
- DW last downloaded version
- PyMOL vs 2.5.3 (older vs did not work
	
	

	
	
	
	
	
	

	Task
	stp
	Program
	Menu/file
	Action
	What for...

	SUBSTITUTE FOR NEW DW FILES  AT MYDIR/.../ DW 
	1
	web
	"openmolecules.org/datawarrior/download.html"
	click
	access

	
	2
	web
	"I have read and understood the disclamer"
	T ﬦick 
	permission

	
	3
	web
	"dw550win.zip"
	download
	extraction

	
	4
	MyDir/.../
DataWarrior

	- DataWarrior.exe > DataWarrior.exe1
- jninnchi.jar > jninnchi.jar1
- mmtf.jar > mmtf.jar1
- opsin.jar > opsin.jar1
	Rename extension 
with consecutive numbers 
every ~3 weeks
	Save old files by renumbering

	
	5
	MyComputer
	"dw550win.zip"
	Unzip to file or extract
	unzip

	
	6
	MyDir/.../
DataWarrior

	- DataWarrior.exe 
- jninnchi.jar 
- mmtf.jar 
- opsin.jar 
	Copy or extract new dw files
	Subtitute the old by the new files

	DATAWARRIOR DOCKING
	1
	MyFiles
	Protein & Natural_Ligand_Complex.pdb
	preparation
	Define Protein_Cavity

	
	2
	MyFiles
	*ligands.sdf
	preparation
	Provide ligands 

	
	3
	DataWarrior
	"DW/File/*ligands.sdf"
	Open
	Show the WP Table 

	
	4
	DataWarrior
	"DW/Chemistry/Dock Structures into Protein Cavity"
	Select,click
	WP docking

	
	5
	DataWarrior
	"Structure columns, Assign likely protonation states" 
	Select one of the multiple Ligands if required
	Select the Natural_Ligand

	
	6
	DataWarrior
	""Protein cavity with natural ligand""
	Right click blue window to upload (repeat if necessary)
Right click & hold-move to explore the cavity and Ligand
	Upload and explore the Protein_Cavity & Natural_ Ligand complex

	
	7
	DataWarrior
	"OK" >Running 'Dock into Protein Cavity'
Time remaining is shown
A docking score column appears on the DW Table, expressed  without units: the more negative, the higher affinity
	Starts docking
Monitor the end
	Starts docking

	
	8
	DataWarrior
	"File/Save Special/SD-File"
	Select, click
[bookmark: _GoBack]Chose dir/File Name: *out.sdf 
Save
	Save Table with docked results

	
	9
	DataWarrior
	"Structure column: Docked structure"
"SD-file version: Version 3"
"Atom coordinates: Docking Pose"
"Include Cavity & Natural Ligand"
"Compound name column: ID"
	Select Combobox
Select Combobox
Select Combobox
T ﬦick
Select Combobox
OK
	Data Table parameter to export to sdf file
Thomas_temp.png

	
	10
	MolSoft+++
DSV+++
	*out.sdf
	Open in other programs
	Confirm *.out.sdf content

	PYMOL VISUALIZATION
 & ANALYSIS
	1

	PyMOL
	"PyMol/file/Open/.../*out.sdf"
	Open
	Protein_Cavity side chains appear at window

	
	2
	PyMOL
	"PyMOL> split_states *out.sdf"
	Write and enter
Uncheck, Display/sequence if required
	Protein_Cavity
Natural_Ligand
individual Ligands
Appear right column side
Figure1.jpg

	
	3
	PyMOL
	--------
	click and hold-displace the ID ligand numbers at the right column  
	Desactivate all ligand show to individual one-by-one study

	
	4
	PyMOL
	Open/File/ Protein & Natural_Ligand_Complex.pdb 
	Open
	Add the complete protein
Figure2.jpg

	
	5
	PyMOL
	"sele/A/modify/around/residues within 4 Å"
"Sele/S/sticks"
"Sele/C/yellow/yellow"
	Show the side-chains
	Confirm DW and PyMOL structures coincide

	
	
	
	
	
	


+++, You could open the *out.sdf file in MolSoft (ICM Molbrowser vs3.9-1bWin64bit, https://www.molsoft.com/download.html), Discover Studio Visualizer v21.1.0.20298 (Dassault Systemes Biovia Corp, 2020, https://discover.3ds.com/discovery-studio-visualizer-download) and/or PyMOL 2.5.3 (https://www.pymol.org/) to see if the Protein_Cavity and the Natural_Ligand are present
