
From Quantum Mechanics to Battery 
Design: Uncovering the Materials 

World with Computation
Nima Leclerc

Jena-Xing Group  
Department of  Materials Science and 

Engineering 
Cornell University 
nl475@cornell.edu



Why care about materials? 
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Making materials= Problem ?? 

nl475@cornell.edu



Solution=Physics + Computation
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Solving the Energy Crisis with a Computer? 
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Quantum Computing with Quantum and 
Computers 
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Yay Innovation!! 
Thank you collaborators and funding agencies. 
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