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Neural Network Molecular Dynamics Simulation Analysis of Molybdenum Disulfide Layer

Formation Mechanism from Molybdenum Dithiocarbamate Derived Amorphous
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Fig. 1 AIMD simulation models. (a) Molybdenum disulfide amorphous, (b) bulk
structure of alpha iron, and (c) (110) surface of alpha iron and molybdenum

Fig. 2 Sliding simulation model of

disulfide amorphous. Fe/Fe interface with MoS2 amorphous.
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Fig. 3 Snapshots of the Fe/MoS2/Fe sliding
simulation at 500 ps. (a) 7= 300 K, (b) 7= 600
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Fig. 4 Time variations of number of Mo atoms

forming MoS: film forming.

Frictional force (eV/A)

| |
200 300 400 500
friction time (ps)

|
0 100

FRICOVWTHWET 5. Fig. 5 Time variations of frictional force obtained from
Fe/MoSa/Fe sliding simulation.
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