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ARTICLE

SARS-CoV-2 simulations go exascale to predict dramatic spike opening and cryptic pockets across the
proteome. Nature Chemistry, 2021, 13, 651-659.

A cryptic pocket in Ebola VP35 allosterically controls RNA binding. Nature Communications, 2022, 13,
2269.

Opening of a cryptic pocket in 12-lactamase increases penicillinase activity. Proceedings of the National

Academy of Sciences of the United States of America, 2021, 118, .

Parallel path mechanisms lead to nonmonotonic force-velocity curves and an optimum load for
molecular motor function. Physical Review E, 2022, 105, 034405.
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