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Abstract

In 2012, Kitano et al. reported that a Ru-loaded electride, [Ca24A128064]4+(e')4 (Ru/C12A7:¢"), works as an
efficient catalyst for synthesis of NH;. The C12A7:¢’, the first room temperature stable electride, exhibits a low work

function (2.4 ¢V) comparable to that of potassium metal, with chemically and thermally stability. In this work, work

function of C12A7:¢” was calculated based on density functional theory (DFT). Moreover, atomic configurations of

Ru/C12A7:¢e surfaces were predicted using slab model so as to investigate the mechanism of the catalytic reaction of

ammonia synthesis.
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