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SUMMARY
= Computational chemist with over 7 years of interdisciplinary research experience.

= Key contributor to $1.5 million NIH RO1 project.
= Strong record of closely collaborating with experimentalists.
= Publications in top journals and presentations at international conferences.
= National award winner.
EDUCATION

Ph.D. Biomedical Engineering, University of Texas at Austin, December 2009

“lon Modeling and Ligand-protein Binding Calculation with a Polarizable Force Field.
M.S. Biomedical Engineering, Southeast University (China), May 2005

“Genomic Sequence Analysis based on Features.”
B.S. Biomedical Engineering, Southeast University (China), June 2002

RESEARCH EXPERIENCE

Postdoctoral Appointee, Sandia National Laboratories, 2009 to present

Advisor Dr. Susan Rempe, 2011 LDRD 100 award winner
CO2 sequestration
= Estimated the pKa shift of carbonic anhydrase using QM/MM.
» Investigated catalytic mechanism of carbonic anhydrase to design CO, sequestering biopolymer
» Measured CO, solvation in liquid water with quasi-chemical theory.
Nanoparticle formation of superalloy
= Calculated redox potential of nickel ions with DFT and AIMD simulation.
» Examined superalloy growth by computing the dimerization free energies.

Graduate Reseach Assistant, University of Texas at Austin, 2005-2009
Advisor Dr. Pengyu Ren
Polypyrrole modeling for biosensor design
» Modeled polymer with molecular mechanical potential and high level QM methods.
» Explored structure and physical/chemical properties of the polymer at atomic level.
Ligand-protein binding
= Originated model for illustrating charge-charge interactions between ligand and protein.
= Achieved excellent chemical accuracy in ligand-protein binding affinity prediction with MD
simulation.
ERK2 kinase drug discovery
= Virtue-screened lead candidates for extracellular signal-regulated kinase.
= Built potential lead molecule with strong binding affinity.
Metal ions and metalloprotein
= Published first polarizable force field model for divalent ions Ca®* and Mg?".
» Computed metal ion solvation free energies and studied solvation dynamics.




» Evaluated metal ion selectivity in EF hand protein.

Research Assistant, Southeast University, 2002-2005
Advisor Dr. Xiao Sun

Database development
» Developed Genome Feature Database System with JSP+Oracle.
= |dentified similar genomic sequences based on statistical features.

TEACHING EXPERIENCE

Mentor, Sandia National Labs, Jun 2011 to present

= Trained a graduate student to do quantum mechanics calculation.

Teaching Assistant, University of Texas at Austin

Network Analysis in Biomedical Engineering, 2009 Spring

» Held weekly office hours.

= Developed problems for midterm and final exams.

» Led review sessions and presented lecture in professor’s absence.
Introduction to Computing for Biomedical Engineers, 2007 Spring

= Conducted computer lab sessions.

Physiology I, 2006 Fall

= Led discussion sessions.

» Graded homeworks and exams.
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AWARDS

CCG Research Excellence Award, American Chemical Society, 2009.
Graduate School Continuing Fellowship, University of Texas at Austin, 2008.



