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Molecular Dynamics Simulation of Nucleation of Liquid Droplet on Solid Surface
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Fig. 1 A snapshot of calculation domain.
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Table1l Calculation conditions.

Label EINT g Twal | Tave Jsi m ‘Jth
[x102 J] | [deg] | [K] | [K] | [em™s"] | [em™sT]

E1 0426 | 135.4 | 100 | 108 | 6.52x10% | 4.86x10%*

E2 0.612 | 105.8 | 100 | 114 | 3.45x10% | 4.47x10%*

E3 0.798 87.0 | 100 | 120 | 5.76x10% | 5.54x10%°

El1-L | 0426 | 1354 | 80 | 111 | 2.78x10%* | 7.57x10%°
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Fig. 2 Pressure, temperature, number of monomer, maximum
cluster size variations. (E2)
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Fig. 3 Snapshots of clusters larger than 5 atoms. (E2)
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Fig. 4 Variations of number of clusters larger than a threshold.
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Fig.5 Cluster formation free energy.
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Fig. 6 Temperature variations and nucleation periods.
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