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Abstract;[Objective] The surface energy, surface relaxation and electronic structure of (100),
(110) and Ca-terminated (111) surfaces for CaO were systemically investigated. [Methods)The
surface properties were calculated using first-principle based on density functional theory. Six-
layer slab model with 15 A vacuum was used in all the calculations. [Results] The calculated lat-
tice constants of bulk CaO agree reasonably with experimental values. The surface energy of
(100) surface is lowest, suggesting that (100)

surface is the most stable and is easy to expose
i B 8 :2015-04-30 outside. The surface energy of (110) surface is

& 121 B 49 :2015-06-05 lower than that of Ca-terminated (111) surface,
EEF N HUEA989—), L WL, ERNEYREM ML whereas the Ca-terminated (111) surface is most
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unstable due to the highest surface energy. The
relaxation of (100) surface is the smallest, sug-
gesting the strongest stability. Relaxation degree
of (110) surface is between (100) and Ca-termi-
nated (111) surfaces. In (100) surface,the over-
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