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Ecole doctorale de rattachement :

Sp  é  cialit  é   du stage   :  Recherche Professionnel

Indiquez par quelques mots clés, l’orientation scientifique du sujet : structure-based drug design; in silico 
screening

Titre du stage     :   Green-tea extract derivatives as kinase modulators

Ce sujet constitue-t-il un premier pas vers un travail de thèse :  Oui  - Non 

Description du sujet (quelques lignes)     :  

Computational structure-based drug design tools will be used to develop and improve green-tea extract
compounds for use as kinase modulators.
Develop ligand-receptor models of a kinase with green-tea extract derivatives. Use rDock and/or
AutoDock to generate poses for the compounds in complex with the receptors, Pose refinement with
molecular dynamics simulations(CHARMM, AMBER), propose structure activity relationships, and
suggest new compounds for synthesis based on your modeling.
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Some reading:

-Tea catechins inhibit hepatocyte growth factor receptor (MET kinase) activity in human colon cancer
cells: kinetic and molecular docking studies. Larsen CA1, Bisson WH, Dashwood RH. J Med Chem. 2009
Nov 12;52(21):6543-5. doi: 10.1021/jm901330e.

-Discovery of 4-azaindoles as novel inhibitors of c-Met kinase. Porter J1, Lumb S, Franklin RJ,
Gascon-Simorte JM, Calmiano M, Riche KL, Lallemand B, Keyaerts J, Edwards H, Maloney A,
Delgado J, King L, Foley A, Lecomte F, Reuberson J, Meier C, Batchelor M. Bioorg Med Chem
Lett. 2009 May 15;19(10):2780-4. doi: 10.1016/j.bmcl.2009.03.110. Epub 2009 Mar 27.

-Tea catechins as inhibitors of receptor tyrosine kinases: mechanistic insights and human
relevance. Larsen CA1, Dashwood RH, Bisson WH. Pharmacol Res. 2010 Dec;62(6):457-64. doi:
10.1016/j.phrs.2010.07.010. Epub 2010 Aug 4.
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