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My research focuses on the molecular design and
morphology simulation of a kind of block copolymer
(BCP) containing a reactive block that can be
functionalized and initiate the polymerization of a third
block. Then based on this model, using computer
simulation techniques and statistics to deeply
investigate and understand the mechanism and
process of BCP self-assembly behavior. Furthermore,
achieve the prediction of physical parameters, such as x,
for un-synthesized block copolymers based on
informatics and machine learning.

| want to get more guidance in computer science
technology and more opportunities to learn informatics
and programming knowledge. My research focus on
the study of the self-assembled morphology of
functional materials by combining block copolymer
synthesis and informatics. Though in previous work a
simple model of block copolymer was build, this model
had its limitation and the algorithm of modeling
seemed not so appropriate for my case. So, | want to use
the knowledge learned from TAC-MI to do further
optimization by using and designing a better
algorithm. And the simulation results will be used to
guide the design of experiments.
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