
 

 

CALL FOR APPLICATIONS 2026 – FELLOWS 

 

Supervisor  MONTES Matthieu 

Supervisor page  https://scholar.google.com/citations?hl=fr&user=D1oTicUAAAAJ  

Host Institution  Sorbonne Université 
https://www.sorbonne-universite.fr/en   

Research Lab  Computational, Quantitative and Synthetic Biology 
https://lcqb.fr/  

Research Team  Molecular Modeling and Drug Discovery  
https://lcqb.fr/groupes/computational-biology/  

 

Project Title 

Participatory Science Interactive and Generative Drug Design  

 

Project Description 

AI/ML are reshaping drug discovery via generative chemistry: deep learning explores chemical space 
to design molecules with target properties. We will build an interactive framework starting from a 
receptor–ligand complex to derive a structure-based pharmacophore. Interactions and candidate 
conformations become a graph searched with Monte Carlo Tree Search (MCTS), user-biased toward 
chosen subspaces. Synthesizability, visual inspection, force-field scoring, and MIF/NCI will prioritize 
hits. 

 

Keywords  

generative drug design, citizen science, interactive drug design   

 

Description of the Host Research Lab 

The CQSB (UMR 7238 ; Inserm 1284) is an interdisciplinary laboratory working at the interface between 
biology and quantitative sciences. It is built to promote a balanced interaction of theoretical and 
experimental approaches in biology and to foster the definition of new experimental questions, data 
analysis and modeling of biological phenomena. Our projects address questions on biological structures 
and processes and their evolution through the gathering of experimental measures, the in silico 
generation of new biological data that remain inaccessible to experiments today (modeling of biological 
systems), the development of statistical methods for data analysis, and the conception of original 
algorithms aimed to predictions. 

 

 

 

 
To submit your application, please fill in the survey at the following link:   

https://msca-pf.sorbonne-universite.fr 
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