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LAMMPS Cygwin

Å https://winmostar.com/jp/download_jp.html Windows
LAMMPS Cygwin
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1. C2H6

2. MD | | Acpype Execute
3. / ( / )
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1. MD | | 
2. Name pe OK
3. OK
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1. MD | | 
2. Polymer Name pe50 Polymerization Degree 50 Monomer List PE
3. Build Close
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1. MD | | 
2. Polymers Available pe50 Number 20 Add
3. Build pe_elong.mol2
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Close

III.
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1. LAMMPS ( )
2. Reset

IV.
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1. Force Field
Force Field Dreiding Charge Use user- defined charges

2. Run pe_elong.data

IV.
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1. ( )
2. Extending Simulation Preset NVT (fast)
3. Basic Temperature 500
4. Run

IV.
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1. ( )
2. Preset NPT (fast)
3. Temperature 500 Pressure 200
4. Run

IV.
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1. ( )
2. Basic Temperature 250 Pressure 1
3. Run

IV.
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- S- S
1. ( )
2. Basic # of Time Steps 50000 Pressure Control xy

Non- equilibrium (1) Enable Elongation
Eng. Strain Rate 1e- 5

3. Run

V.


