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Fig. 1. (a) Schematic of the reaction coordinates for competing oxanwyiz#areaction pathways calculated using the NEB (Nudged Elastic Bagatjthn
[14,15]. The formation of EO is characterized 8y-O ring closure, while acetaldehyde is formed vig2:H shift from the central to the terminal C atom
Activation barriers for both processereecalculated to be approximately 17 kaalol. The surface is the close packed Ag(111) surface. (b) Structure of
bimetallic model catalysts investigated in high-throughput computdtiseraening. There is one adsorbate, the surface oxametallacycle, transiion
state per unit cell. The atoms labeled B, C, and D in the unit cell are Ag atdnifis & represents an impurity element. (c) The results of the computhtiona
screening AAE p is calculated as a function of catalyst composition. The higher endfgyeshce means that the bimetallic is predicted to be a more selective
catalyst than monometallic silver.
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Fig. 1. Continued.
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Fig. 2. Normalized catalyst selectivities to EO, i.e., the measured iséledivided by the selectivity of pure Ag under the same conditions asetion of
bulk Cu content. For catalysts labeled I, II, ahidve have performed XPS studies to measure the amotiBu in the top layers of a catalyst. For catalys
there is no Cu present, catalyst Il ha® Cu atoms per 100 surface metal atoms, while catalyst 11hhd8 Cu per 100 Cu- Ag atoms in the surface layers.
Itis observed that Cu is enriched at the surface, as predicted.
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