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ABSTRACT

Li-ion battery technology is still
optimizing existing materials and
searching for new materials to deliver
energy and power for a variety of
applications. I will discuss our efforts to
optimize LiFePO4, a well-known and
already commercialized cathode, using
first-principles density  functional
theory informed by machine learning
and molecular dynamics, as well as our
recent experimental and theoretical
work on using well-known FINEMET-
type amorphous metals as battery
materials. These materials are easy to
mass-produce, exhibit good ionic and
electronic conductivity, and can be used
in batteries without current collectors.
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