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The influence of coexisting molecules on tribochemical reactions of MoDTC:

Neural network molecular dynamics simulation analysis
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Fig. I Molecular structure of MoDTC.
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Fig. 2 Snapshots of training data. (a) MoDTC, (b) bulk
structure of alpha iron, and (c) iron and MoDTC.

Fig. 3 Sliding simulation model of Fe/Fe interface with
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Fig. 4 Changes in the number of bonds.
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Fig. 5

Snapshot of the Mo-O bond network in

Fe/MoDTC+H20/Fe model. Atoms except for O and

Mo are not shown.
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Fig. 6

Snapshots of Mo-O bond forming process. (a)
Approach of H2O molecules to Mo-O bond, (b)
bonding between H20 molecules and Mo atoms, and
(c) dissociation of H atoms. Atoms except for H, O

and Mo are not shown.
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