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Fig. 2 AIMD simulation models. (a) Three ZnDTP molecules, (b) bulk structure of alpha iron
and ZnDTP on alpha iron (c) (110), (d) (111), (e) (112) surfaces.
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Fig. 3 Sliding simulation model of Fe/Fe interface

with ZnDTP.
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Fig. 4 Snapshots of the sliding simulation of Fe/Fe
interface with ZnDTP. (a)t = 48.0 ps, (b)t = 48.5
ps, (c)t = 49.0 ps, (d)t = 180.0 ps.
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Fig. 5 Time variation of the numbers of (a) Zn-O

bonds and (b) Zn on the iron surface.
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