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I will present results of long molecular dynamics simulations of the subtype C HIV protease, the form most prevalent in Africa. Subtype B, where most studies have been done, is prevalent in the United States and Europe, and so drug development and understanding has lagged behind for a substantial percentage of the world population.

We will compare the MD results for subtypes B and C in an effort to understand the different behavior against inhibitors. Flexibility in the flap regions is crucial for substrate and inhibitor entry and release, as well as for enzymatic activity.



