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 FTrees Similarity 

 

 FlexX Docking 

  

 FlexS Alignment 

 

 Naomi Filter/Converter 

 

 Interactive Table Viewer 

 

 Interactive 3D Viewer   
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KNIME Interface Nodes 

Similarity Docking Alignment 
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Principle of FTrees 
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• FTrees Similarity: 0.85 

• global for whole molecule  

• local for each match 

  

• Mapping of substructures 
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Principle of FTrees-FS 

 

Fragment Space 
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In-house 

chemical 

knowledge 

 

 

Fragment Space 
 

≈ 500 000 000 000 

compounds 
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Encoding Chemical Knowledge 

within a few minutes 

Lessel et al., J Chem Inf Model. 2009 Feb;49(2):270-9.  
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FlexX Docking Setup 

Library 

PDB 

Project  

 Prepare receptor with LeadIT 
 

 Set up KNIME work flow 
 

 Select library and project 
 

 Run work flow   
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Receptor Preparation 
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Filter workflow  

Very fast  

Similarity  

Screening 

3D 

Docking 

Filter 

Query 

Library 

Condensed 

results 
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Idea Generator 

3D 

Alignment 

Filter 

Query 
Condensed 

results Extract  

Similar molecules 

 

Out of billions 

possibilities Reaction 

protocols 

c.p. Lessel et al., J Chem Inf Model. 2009 Feb;49(2):270-9.  
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BioSolveIT Update Site 

http://www.biosolveit.de/KNIME/download/biosolveit_knime_nodes 
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More Information on the Web 

http://www.biosolveit.de/KNIME/ 
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More Information on the Web 

http://www.biosolveit.de/KNIME/ 


