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Fig. 1 Molecular structure of (a) ZnDTP and
(b) zinc phosphate
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Fig. 2 AIMD simulation model. (a) Three ZnDTP molecules, Fig. 3 Sliding simulation model of
(b) bulk structure of alpha iron, and (c) (110) surface of alpha iron and ZnDTP. Fe/Fe interface with ZnDTP.
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Fig. 4 Relationship between (a) the force calculated by AIMD
and the force calculated by NNP and (b) the potential energy
calculated by AIMD and the potential energy calculated by NNP.
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Fig. 5 Snapshots of the sliding simulation. (a)t = 0 ps, (b)t = 11.5 ps, (c)t = 12.25 ps.
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