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Application of Orbital Correlation Diagrams to Surface Science
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In molecular reactions, orbital correlation diagrams are sometimes used to
determine the ease with which a reaction proceeds. In this study, it was shown that this can also be
applied to surface reactions to optimize the non-oxidative coupling reaction from methane to ethane
on monatomic alloy surfaces. Furthermore, the usefulness of crystal orbital-based analysis in
analyzing various surface processes (e.g., adhesion) was also demonstrated.
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