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ABSTRACT

Beginning with an all-atom force field, extendeddygoarse-grained approach, | will discuss
the physical basis to compute the folded nativecttires of proteins (from a knowledge of
their amino acid sequences) and of the dynamiddénfolding pathways that lead from the
unfolded form to the final native structure. Tloaxse-grained approach helps to access the
long experimental timescale of the molecular dymamiethod used to compute the folding
process.



