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3dRS, a Web-Based Tool to Share Interactive Representations of 3D Biomolecular Structures and
Molecular Dynamics Trajectories. Frontiers in Molecular Biosciences, 2021, 8, 726232

Probing allosteric regulations with coevolution-driven molecular simulations. Science Advances,
2021, 7, eabjo786
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Exploring the Conformational Landscape of Bioactive Small Molecules. Journal of Chemical Theory

and Computation, 2020, 16, 6575-6585 64 10

DFFR: A New Method for High-Throughput Recalibration of Automatic Force-Fields for Drugs.

Journal of Chemical Theory and Computation, 2020, 16, 6598-6608




(2018-2019)

BioExcel Building Blocks, a software library for interoperable biomolecular simulation workflows.

378 Scientific Data, 2019, 6, 169 82 19
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ESI-IM-MS. Scientific Reports, 2015, 5, 14809

Can A Denaturant Stabilize DNA? Pyridine Reverses DNA Denaturation in Acidic pH. Angewandte 6
314 Chemie, 2015, 127, 10634-10637 3
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302 sequence-dependent stability by alkyl cations in aqueous and water-free solvents. Journal of the 16.4 39
American Chemical Society, 2014, 136, 3075-86

A theoretical view of protein dynamics. Chemical Society Reviews, 2014, 43, 5051-66
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