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Research Summary:

Current research focuses on the computational prediction of materials properties, using first
principles, atomistic, and data mining methods, particularly in applications towards materials
relevant to energy technologies, such as photovoltaics, energy storage, and thermoelectric.
Examples include development of methods for high-throughput screening of photovoltaic and
photocatalytic materials, prediction of thermal conductivity in nanostructured thermoelectric
materials, and modeling of high-capacity electrode materials for lithium ion and lithium air
batteries.
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