All

HFAMADICEK>THEREINS NS, DFERIETAERD
—a—JLRY NIV RFEAESIaAL—Va Y

Neural Network Molecular Dynamics Simulation of MoS» Crystallization Process
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Fig. 1 Molecular structure of MoDTC.
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Fig. 2 AIMD simulation models. (a) MoS2 and (b) MoSO amorphous,Fig. 3 Sliding simulation models of Fe/Fe interface with
and (c) MoS:2 and (d) MoSO amorphous on (110) surface of airon.  \oDTC derived (a) MoS: and (b) MoSO amorphous.
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Fig. 6 Snapshot of the Fe/MoSO/Fe sliding simulation at Fig. 7 Time variations of number of (a) Mo-O and Mo-S bonds, (b)
500 ps. Fe-O and Fe-S bonds.
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