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Title of internship:

Application of molecular dynamic simulations (MD) and replica exchange molecular dynamics (REMD)
to study the cross-talk of PARP-1 domains in presence and absence of small molecule inhibitor.

this subject is a first step towards a thesis: No

Short texte describing your project

Exploring and defining the conformational space of target proteins is pivotal to improve structure-based
drug discovery approaches. Poly(ADP-ribose) polymerase-1 (PARP-1) is a multi-domain enzyme that
couples DNA damage detection to poly(ADP-ribosyl)ation activity through a hitherto elusive mechanism.
Using the recent disclosed crystal structure of PARP-1 domains (Langelier MF Science 2012), the
applicant will apply molecular dynamic simulations (MD) and replica exchange molecular dynamics
(REMD) to study the cross-talk of PARP-1 domains in presence and absence of small molecule inhibitors.
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