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Vanderbilt University, Nashville, TN, USA 09. 2021 — present

Research Experience

At Vanderbilt University, 09. 2021-present, supervisor. Zhongyue (John) Yang, as a

graduate student.

*  Developing EnzyHTP, the high-throughput computational platform for complete life-cycle
of enzyme modeling.

. Developing EnzyToT, the downstream application of EnzyHTP, to identify rate-enhancing
mutants for enzymes.

* Developing EnzyEFdesign, the downstream application of EnzyHTP, that designs the

internal electric field of enzyme in a semi-rational manner.

At Vanderbilt University, 09. 2021-present, supervisor: Jens Meiler, as a co-advised

graduate student.

* Developing RosettaQM that incorporates quantum mechanics (QM) into the Rosetta
biomolecular modeling suite.

*  Applying RosettaQM to build new energy functions for biomolecular modeling in Rosetta.

At University of California, Los Angeles, 07. 2019-09.2021, supervisor. Kendall N.
Houk, as a visiting undergraduate student.

* QM, MD and QM/MM study of enzyme catalysis.

* Quasi-classical dynamic study of ambimodal reactions.

*  Mechanism study of organic reactions and origin of selectivities.

*  Theoretical study of the regioselectivity in radical based C-H functionalization.



At Nankai University, 06. 2017-09. 2021, supervisor: Xiaosong Xue, as an

undergraduate student.

*  DFT based mechanism and catalytic origin studies of organic reactions.

*  Theoretical scale of the fluorinating power and a new kinetic equation bridging kinetic and
thermodynamic.

* NMR prediction for the NMR based chiral sensing scaffold.
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Honor & Awards

2016 30" Chinese Chemical Olympiad(Provincial level) First Prize (TOP 0.1% in China)

2016 30" Chinese Chemical Olympiad Silver award

2018 Gongneng Special Scholarship of Nankai University

2019 Gongneng Special Scholarship of Nankai University

2021 Yang Shixian scholarship of the best graduate of Year 2021 from College of Chemistry,
Nankai University

2021 Award of excellent graduation thesis of Nankai University

2021 University Graduate Fellowship of Vanderbilt University



