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Research Synopsis 
1. Li-S Battery  

We are trying to understand the Li-S battery from a theoretical point of view. By knowing more 
about the process, we are hoping to improve the efficience and life time of the Li-S battery. 

2. Computational Inorganic Chemistry 

We use computational chemistry methods to study the reaction mechanisms. Those reactions are 
usually catalyzed by transition metals. 

3. Ab Initio Molecular Dynamics 
Ab initio molecular dynamics is used to study the unimolecular dissociation. It is an accurate way to 
understand the reactions. 
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