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Protein Folding by Computer: How Far Have We Gone?
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Abstract:

Protein folding is one of the most challenging problems in modern science. Several decades after
Anfinsen's pioneering work, the mechanism governing protein folding remains elusive. Nevertheless,
significant progress has been made toward decoding the folding of a few model systems. This review
will focus on the progress in computational protein folding. Benefiting from the fast development of

computer technology, one microsecond of protein folding with all-atom model was reached in 1998, and

world-wide distributed computing was adopted by folding@home in 2000. After decades of struggle,
protein folding with sub-angstrom resolution was finally reached in 2007. Recently, a new concept has
emerged where protein folding is depicted as a network. With the continuous improvement of force
fields, molecular simulation will play a more important role in the understanding of protein folding.
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