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Hybrid parallelization of molecular dynamics simulations to reduce load imbalance. Journal of

Supercomputing, 2022, 78, 9184-9215.
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Ensembles Are Required to Handle Aleatoric and Parametric Uncertainty in Molecular Dynamics
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Toward High Fidelity Materials Property Prediction from Multiscale Modeling and Simulation.
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topography. Biomaterials, 2020, 234, 119746.
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A New Pathology in the Simulation of Chaotic Dynamical Systems on Digital Computers. Advanced
Theory and Simulations, 2019, 2, 1900125.

A Biophysical Model for Curvature-Guided Cell Migration. Biophysical Journal, 2019, 117, 1136-1144. 0.5 22

The Role of Graphene in Enhancing the Material Properties of Thermosetting Polymers. Advanced

Theory and Simulations, 2019, 2, 1800168.

Multiscale modelling, simulation and computing: from the desktop to the exascale. Philosophical
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Multiscale computing for science and engineering in the era of exascale performance. Philosophical
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The heterogeneous multiscale method applied to inelastic polymer mechanics. Philosophical
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