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IREHRAEETT ¢ In this talk, Prof. Miranda will summarize some
new findings based on multiscale molecular simulations to search
for 1) nanostructured based materials for ethanol catalysis, I11) a first-
principles characterization for thermoelectric applications (hosting
trivalent guest 1ons In type-l Ge clathrates) and 111) displace more oll
by controlling the chemical environment of oil/brine/rock interfaces
using functionalized nanoparticles or nanoporous media.
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