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Context
● Cancer (cell proliferation)

● Cell migration (metastasis)

●  Metabolic regulation 

● Immune system regulation 

● Etc.
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Main goals
● Identify compounds of natural and / or semisynthetic origin 

with a potential interaction on tubulin and / or microtubules.

● Prioritize the biological evaluation of potential tubulin/ 

microtubules inhibitors.
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Final selection of compounds to evaluate (in vitro)

Binding energy prediction based on ML approach*

Molecular dynamics

Molecular modelingChemical space analysis

Data curation

Benchmark database construction 
(Based on cellular information)

Pharmacological profile 
(drug-like)

Molecular docking

ADMET profile Pharmacophore 
modeling

Virtual screening of databases of natural products

Methods
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Consensus Database

1 = Max. similarity
0 = Min. similarity

Negative values = Better binding energy

Violations of the rules of:
Lipinsky, Ghose, Veber, Egan and Muegge  
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Conclusion: Selected compounds

(1) FQNP278

 (3) FQNP112 (5) CINV1  (4) FQNP443

(2) FQNP280
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Dissemination of the knowledge generated
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