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At the Computational Materials Group at UCI, we bring fundamental understanding of how the
movement and structural arrangement of atoms impact the electronic properties of materials during
their synthesis and device operation, by developing and applying methods for computational
materials science, including first principles simulations based on quantum mechanics, molecular
thermodynamics, and machine learning. Our research currently focuses on solid-state quantum
defects, chemical reactions on surfaces, and methods development with machine learning
approaches. We seek individuals with passion for learning and curiosity for research areas from

our group.
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Dr. Lee received her Ph.D. in Chemical Engineering at the Massachusetts Institute of Technology
(MIT), studying nanoscale energy transport phenomena in molecular semiconductors, such as
colloidal quantum dots and conjugated polymers. She has dual Bachelor’s degrees in Chemical
Engineering and Chemistry from Johns Hopkins University. She completed her postdoctoral work
in the Pritzker School of Molecular Engineering at the University of Chicago, where she developed
first-principles computational frameworks with neural networks to investigate chemical bonding
dynamics and equilibria in quantum materials and metal surfaces.


https://scholar.google.com/citations?user=-Ij6k14AAAAJ&hl=en
https://scholar.google.com/citations?user=-Ij6k14AAAAJ&hl=en
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She is currently a Samueli Faculty Development Chair Assistant Professor in the Department of
Materials Science and Engineering at the University of California (UCI) School of Engineering
since October 2022. Dr. Lee’s research interests include materials for quantum technology and
energy applications to target both fundamental understanding and novel materials design using
computational and theoretical approaches. Her awards include DOE Leadership Computing
Challenge Award (ALCC), NSF Graduate Research Fellowship, American Institute of Chemical
Engineers (AIChE) Electronics and Photonics Materials Award, and the University of Chicago
Mentoring Award.
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If you are interested, please send your CV to elizabeth.lee@uci.edu. Postdoctoral candidates please also
attach a cover letter and the contact information for three academic references.
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Please send your CV to elizabeth.lee@uci.edu. Candidates with degrees in engineering (e.g.,
materials science, chemical, and electrical), physics, and chemistry are preferred. The ideal
postdoc candidates should have experience in one or more of the following areas: electronic
structure theory and calculations (e.g., density functional theory), molecular simulations,
mathematical modeling, machine learning, and programming.
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We also welcome visiting students/scholars/professors and we prefer to host visitors who already
have some research experience in related fields. Visitors are expected to cover their cost by
external funding.
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Dr. Lee will be visiting Taiwan from December 11 to December 24 for interviewing candidates.
Please send email to Dr. Lee for more information.



