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LIGANDSCOUT TUTORIAL CARD

Views Sequence User Controls Advanced controls (opt.)
 o Macromolecule view
 o Active site view

 o Download PDB file using 
4-letter code

 o Discover the correct 
ligand

 o Focus on active site and 
switch to active site view

 o Check and eventually cor-
rect ligand chemistry

 o Create a single-click phar-
macophore

 o Ligand box
 o Create pharmacophore 

(button or menu)
 o OR: Create pharmacoph-

ore for Catalyst/MOE/
Phase

 o Change bond type
 o Change atom type
 o Create new bond
 o Move to core
 o Move to environment
 o Compound switching

Description:
Type “1ke6” in the upper right area of the screen, an press the button “Download 1ke6” [1]. The protein will be downloaded 
and displayed (this is the ‘macromolecule view’) [2]. Click on the yellow box within the protein representing the ligand - an 
animated zoom begins ending in [3]. Since ligand structures in the PDB only contain incomplete information, you should 
always check whether all bonds are typed correctly. Bond types can be changed by selecting a bond (by clicking on it either in 
the 2D or 3D view) and by using the retype bond button [5] or the keys 1, 2, or 3. Once the ligand is chemically correct, create 
a pharmacophore by pressing Ctrl-F9 (Cmd-F9 on OS X) [4].

Where to go from here:
 o Exporting a pharmacophore to Catalyst, Phase and MOE
 o Pharmacophore modeling: Creating shared and merged feature pharmacophores
 o Customizing pharmacophore creation preferences
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Experience level: basic
Time needed: 5 minutes

Creating a pharmacophore from a single protein-ligand complex 

LigandScout Expert Knime Extensions 
 
The LigandScout Expert Knime Extensions nodes combine cutting 
edge LigandScout algorithms, optimized for design of molecules and 
analysis of big data with the pipelining workflows of Knime. We 
developed more than 40 ready to use LigandScout nodes, available 
for designing customized workflows to support early molecular 
discovery research. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Use our pre-made workflows or create your own for automated 
processes, such as structure- and ligand-based pharmacophore 
generation, virtual screening and ligand activity profiling, data 
clustering, physicochemical property calculations and filtering, 
molecular docking, conformation generation, strain energy 
minimization, diastereomer and tautomer enumeration, fingerprint 
similarity analysis, pharmacophore-based alignment and molecular 
dynamics trajectory analysis based on pharmacophore analysis. Our 
nodes support input and output from and to various essential file 
formats. 
 
Easy Installation 
 

To install the LigandScout Expert Knime Extensions, simply include 
the URL below in the Help dropdown menu: Install New Software… 
within the Knime platform. 
 

http://www.inteligand.com/knime-nodes 

 
Knime is available as open source workflow platform and needs to be installed previously to installing the 
LigandScout Expert Knime Extensions. Download is available via the knime.org website. 
 
 


