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Abstract:

In this talk geared towards a mathematician
audience, I will discuss the mathematical and
computational challenges in biomolecular
simulations, i.e. the balance of accuracy and
efficiency in different levels of abstraction.
Specifically I will go over the continuum
representation of the biomolecular simulation
protocol. The pros and cons of this reduced
representation, and our recent investigations
into its quality and scalability using realistic
biomolecular systems as test cases. If time
permits, I will go over our recent efforts in
adapting the continuum representations in

biomolecular dynamics simulations.
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