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Current Research Interests

Multiscale modeling and simulation.

Numerical analysis and fast algorithms for molecular dynamics.

Awards

ACM Gordon Bell Prize (2020).
Pushing the limit of molecular dynamics with ab initio accuracy to 100 million atoms with machine learning.
with Weile Jia, Mohan Chen, Denghui Lu, Lin Lin, Roberto Car, Weinan E and Linfeng Zhang
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* To whom correspondence should be addressed.

Scientific Software

• DeePMD-kit, A deep learning package for many-body potential energy representation and molecular
dynamics.
with Linfeng Zhang, Jiequn Han, Roberto Car, Weinan E and many contributors.

• DPGEN, The deep potential generator to generate a deep-learning based model of interatomic
potential energy and force field.
with Yuzhi Zhang, Haidi Wang, Weijie Chen, Jinzhe Zeng, Linfeng Zhang, Weinan E and many
contributors
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https://github.com/deepmodeling/deepmd-kit
https://github.com/deepmodeling/dpgen

