Coupling first principles molecular dynamics and many body perturbation theory calculations
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[bookmark: _GoBack]Discovery and design of materials and molecules require the ability to compute multiple properties and to carry out simulations at different length and time scales. We will present recent algorithmic developments aimed at coupling advanced sampling methods with first principles molecular dynamics (FPMD) [1] and the latter with many body perturbation (MBPT) theory calculations [2]. We will also discuss recent progress in hybrid density functionals used in FPMD, and as starting point for MBPT calculations [3].
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