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The free energy surface ...
.. of zeolite-catalyzed reactions at real operating conditions is typically complex. As such, techniques
that allow sampling of larger portions of the potential and free energy landscape are required to mimic
experimental conditions as closely as possible. Various points on the free energy surface can be connect-
ed by a multitude of reaction paths. Mapping the free energy surface by advanced molecular dynamics
simulations of a zeolite-catalyzed reaction can hence be compared with studying a map in an atlas to
discover the possible means of transport to travel between two cities. For the complete story see the
Full Paper on page 9385 by B. Ensing, V. Van Speybroeck et al.
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