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EDUCATION                                                            
September 2015-December 2018: Doctor’s degree from College of Materials 
Science and Engineering, Jilin University 
Major:     Materials Physics and Chemistry 
Advisor:    Dr. Weitao Zheng (Jilin University)  
Co-Advisor:   Dr. David J. Singh (University of Missouri-Columbia) 
Co-Advisor:   Dr. Xiaofeng Fan (Jilin University) 
Research Fields:  Exploring new functional materials (thermoelectric materials, 

phase change memory materials, and magnetic materials) using 
first-principles calculations based on DFT. 

 
September 2013-June 2015: Master’s courses from College of Materials Science and 
Engineering, Jilin University. 
Major:     Materials Physics and Chemistry        (Ranked first in the 
major) 
 
September 2009-June 2013: Bachelor’s degree from College of Materials Science 
and Engineering, Jilin University. 
Major:     Materials Physics         (Graduated among top 10% of the 
class) 
 
RESEARCH EXPERIENCE                                             
June 2024-prsent: Associate professor at Ningbo Institute of Materials Technology 
and Engineering (NIMTE) 
• Develop computational programs for designing thermoelectric and magnetic 

materials based on density functional theory (DFT) first-principles calculations. 
• Assist in the development of new materials through high-throughput computing 

and machine learning. 
April 2020-May 2024: Postdoctoral Fellow at National Institute for Materials 
Science (NIMS) 
• Lattice dynamics effects on phase stability and magnetocrystalline anisotropy 

energy (MAE) of R1-x(Fe,Co)x compounds at finite temperature. 
• Prediction of new magnetic and spintronic materials using first-principles 

calculations and machine learning techniques. 
March 2019-March 2020: Postdoctoral Fellow at Okinawa Institute of Science and 
Technology Graduate University (OIST) 
• Investigated the transport properties of organic systems with phonon-electron 

interaction based on Molecular Dynamics.  
September 2016-September 2018: Visiting scholar at the University of Missouri-



Columbia 
• Constructed an electronic fitness function for screening semiconductors as 

thermoelectric materials based on Boltzmann transport theory. 
• Predicted the crystal structure of the phase change memory material Sn2Se3 and 

investigated its electronic properties. 
• Investigated the thermoelectric properties of cubic and rhombohedral GeTe. 
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EXPERTISE                                                                 
l Extensive experience in first-principles calculations using VASP and WIEN2k. 
l Crystal structure prediction using CALYPSO. 
l Boltzmann transport calculations using BoltzTraP. 
l Anharmonic phonon calculations using ALAMODE code  
 
 
 
CONFERENCE PRESENTATIONS                                                   
The 2023 JSAP Autumn Meeting                      Sep 19-23, 2023 Kumamoto Japan 
l “High-throughput Calculation of Transverse Transport Properties in Doped 

Heusler Compounds” (oral presentation) 
The 2023 Intermag Meeting                             May 15-19, 2023 Sendai Japan 
l “High-throughput Calculation of Transverse Transport Properties in Heusler 

Compounds ” (poster presentation) 
The 2022 American Physical Society March Meeting      March 14-18, 2022 online meeting 
l “Lattice dynamics effects on magnetocrystalline anisotropy energy of YCo5 from 

first principles” (oral presentation) 
The 2021 American Physical Society March Meeting   March 15-19, 2021 online meeting 
l “R1−xFex (R = Y, Ce, Nd, Sm, and Ce) compounds: Temperature-induced phase 

stabilization effect at finite temperature” (oral presentation) 
Hands-on DFT and beyond workshop                Aug 26-Sep 6, 2019 Barcelona Spain 
l “Structural instability and magnetism of superconducting KCr3As3” (poster 

presentation) 
The 2018 American Physical Society March Meeting      Mar 05-09, 2018 Los Angeles 
USA 



l "Screening for Potential Thermoelectric Materials using an Electronic Fitness 
Function" (oral presentation) 

The 2017 American Physical Society March Meeting     Mar 13-17, 2017 New Orleans USA 
l "Structure and Electronic Properties of mixed-valence compound Sn2Se3" (oral 

presentation)   
2nd Doctoral Forum in Physics                        Dec 17-19, 2014 Beijing China 
l "Magnetism in Na-filled Fe-based skutterudites" (oral presentation) 
 
 
 
AWARDS                                                                       
2009-2013    Full University Scholarship  
2013-2015    Postgraduate Students Basic Scholarship 
             Postgraduate Students Excellence Scholarship 
2015-2018    Postgraduate Students Basic Scholarship 
              Postgraduate Students Excellence Scholarship 
 
 


