
 Post-doc / Engineer position, 12 - 18 month
Molecular modeling and drug design targeting protein-RNA complexes

Nancy, France

A postdoctoral/engineer position in chemo/bio-informatics is open until 31/12/2023, renewable for
at  least  6  months,  at  the  IMoPA lab and  LORIA lab.  The research  position  is  funded by the
European Regional Development Fund (FEDER). Salary will be in the range of  30-33 K€/year
(gross) depending on experience. 

Scientific project
The  aim  of  this  collaborative  project  is  the  development  and/or  application  of  innovative
computational tools for modeling and targeting protein – RNA assemblies, in particular with the
help of cryo-EM imaging. These tools will be applied to RNA-protein complexes involved in the
infection by SARS-Cov-2, in the context of a collaborative project with experimental and structural
biologists  at  the  IMoPA lab  (CNRS -  UL,  team 1)  and with  the  biotech  company  Harmonic
Pharma (computational drug design ).

Within  this  project,  the  candidat  will  primarily  focus  on  virtual  screening  and computational
fragment-based  drug  discovery  (FBDD) in  multiple  protein  conformations  obtained  by  MD
simulations. This work will rely on  the experimental data on virus-host cell interactions of our
partner,  and  the  use  of  our  chemo-informatics  pipelines.  After  charaterisation  of  the  desired
structural  and  chemical  features  of  potential  drugs,  the  candidate  will  be  hosted  by  Hamonic
Pharma to apply their computational tools for drugs repurposing.

Depending on the candidate’s expertise and on funding extensions, the candidate could test new
methodological approaches such as: (i) a multi-scale representation of protein shape variability to
be implemented in our fragment-based docking tools, and (ii) the inclusion of cryo-EM maps as
constraints in protein-protein docking tools.

Working environement
The candidate will be formally recruited by the IMoPa lab, but work physically at the LORIA lab I
nthe CAPSID team, then at Harmonic Pharma. All are located in Nancy area.
The  LORIA (CNRS –  INRIA –  Lorraine  University)  is  an  informatics  and  computer  science
lab  in  Nancy,  France.  The  CAPSID team,  led  by  Marie-Dominique  Devignes,  develops
computational algorithms for the study of protein structures and their interactions, based on shared
expertise  in biological  data  mining,  3D modelling,  docking and molecular  dynamics  simulation
applied  to  macromolecular  assemblies.  Specific  tools  are  developped  and  applied  in  close
collaborations with several experimental biology/biophysics teams including IMoPA.
Requirement and application
- Master/PhD/engineer’s degree in structural biochemistry/biology and/or chemoinformatics
- Experience in molecular modeling and docking
- Good programming skills (preferencially in python or C)
- Fluent either in English or French (C1 level), and compettent in written English (B2 level)
Send questions and/or submit your application by email (marie-dominique.devignes@loria.fr) with
cover letter, CV with publication list (if any), and contact informations for at least two references
including one from your present workplace. Please give details about the technics you used in your
previous projects, and about your coding skills (if possible with links toward codes that you wrote).
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