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Computational modeling produces both prospects for better catalysts and beautiful images, like this model of a platinum catalyst interacting with oxygen atoms (red) and hydrogen atoms (white). Image
by Rees Rankin, Center for Nanoscale Materials.

RY | OLIISE | ERNER | DECEMRER 14 2011 e — ¥
https://www.anl.gov/article/7 -things -you - may -not - know -about - catalysis 4



C' @& anl.gov/article/7-things-you-may-not-know-about-catalysis B = 2w 0O 0 :

CAREERS NEWS EVENTS STAFF DIRECTORY Q

Al’gon ne o RESEARCH WORKWITHUS COMMUNITY ABOUTUS

Often, we have no idea
why they work.

The precise reasons why catalysts work
are often still a mystery to scientists.

Curtiss works in computational

catalysis: using computers to tackle the

complicated interplay of physics,

Computational modeling produces both prospects for better
catalysts and beautiful images, like this model of a platinum chemistry and math that explains how a

catalyst interacting with oxygen atoms (red) and hydrogen catalyst ope rates.
atoms (white). Image by Rees Rankin, Center for Nanoscale

Materials.

Once they'’ve figured out the process,
scientists can try to build a catalyst that works even better by simulating how different
materials might work instead. Potential configurations for new catalysts can run to
thousands of combinations, which is why supercomputers are best at dealing with

them.
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