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Pharmacophore evaluation: “Adapted Growth-Rate” 

SAR : better understanding of association between pharmacophores 
and ligand affinity.
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1. Context and Goal

References

The Pharmacophore Network [2]: a graph of pharmacophores whose 
nodes represent the pharmacophores and edges represent the distance
of similarity between them determined through similarities between the 
supporting molecules. 
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2. Previous work

• BCR-ABL dataset: 1517  ligands and their affinity (ChEMBL24)
Structure description: 309 representative pharmacophores of order 3 
to 7 that support at least 10 molecules (extracted with Norns and 
selected using MMRFS) [1].
Method: 
➔ Refine the molecular affinity from 2 categories to 4 categories.
➔ Construction of a colored “Pharmacophore Network” based on 
the similarity between the pharmacophores through the supporting 
molecules and an adapted Growth-Rate.

Pharmacophore evaluation:     
“Growth-Rate” 
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❑Definition of a space of representative pharmacophores of the activity of 1517 molecules. 
❑The pharmacophore space enables a visualization of the 4 activity classes and a clear differentiation between active groups and inactive 

ones.
❑A zone analysis indicates activity graduations along close pharmacophores hence along close molecules and permit a better exploitation of 

GR values.
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