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MISSION: To discover new classes of 
energy-science relevant catalytic 
materials, especially through the 
exploitation of computational modeling 
and artificial intelligence to identify 
underlying structure-function 
relationships that are critical to advancing 
further, predictive catalyst discovery.

RESEARCH PLAN

ICDC will advance computational and synthetic methods to create electronically
and structurally well defined catalysts in mesoscale, hierarchically structured
and uniform environments. Using rigorous theoretical and experimental
techniques, ICDC will discover and rationalize structure/function relationships
for atomically precise active sites and their surroundings.
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