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a b ¢ a* bx cx

Lattice constant 4.050 4.050 4.050 90.000 90.000 90.000 Lattice
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@ LAMMPS Setup — O X
[JExtending Simulation Cmpr 1
Preset MPT (Fast) k -
Autornatic Manual entry Options

Biasic Advanced Qubpuk Interaction Mon-equilibrium 1) Restraink
Unit/Format,/Potential Temperature Coupling
Units mekal ~ | Temperature [K]
Atonn style akomic w | Tdamp [ps]
Pair style earalloy +~ | Pressure Coupling
Faorce field/Potential file | Al_zhou.eam.alls ~ | Pressure conkral aniso ~

Run Control Pressure [bar] 1.013) 1.013 1,013
Time step [ps] 0.002 Pdarmp [ps]
# of time steps 5000

Total time [ps]: 10
Ensemble npk ~
¥Yelocity Generation

Generate initial velocity

Ral%m seed 12345
Reset... Load... Save.., Save as Default 0K Cancel
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Extending Simulation(cF T wvJ%Z A1l. # of Time Steps(c10000.
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%xt&nding Simulation

Preset Minimize (fast)

Automatic
Basic Advance

Unit/Format/Potential
Units

Atom style

Fair style

Force field/Potential file
Run Control

Time step [ps]

# of time steps

Total time [ps]: 20
Ensemble

Velocity Generation

enerate initial velodty
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Manual entry COptions
Qutput Interaction MNon-equilibrium (1) Restraint
Temperature Coupling
metal “w | Temperature [K]
atomic ~ | Tdamp [ps]
eam/alloy ~ | Pressure Coupling

Al_zhou.eam.allo -~

0.002
10000

npt e

Pressure control
Pressure [bar]

Pdamp [ps]

Ny k ~

Autornatic Manual entry Options
Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Elongation Simulated Annealing
%IBME elongation [CJEnable simulated annealing
Affine transformation 300.0
Eng. strain rate 0.01

[1/ps]
Max eng. strain: 0.200

[JPreserve volume

Pulling
Enable pulling
Select Group...
1
1] 0 0
Reset... Load... Save... Save as Default oK
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A | B | ¢ | o | E | F | & | H | 1t | 1 | Kk
1 0 310.7579| 1.04E-15| -310.758
2 0.02 336.9668 0.0002( -336.967|
3 0.04 4151439 0.0004| -415.144 35000
4 0.06 272.9435|  0.0006| -272.943 20000
5 0.08 100.5102| 0.0008| -100.51
6
7
8
9

o]
o]

- 25000
0.1 -106.533 0.001) 106.5328

0.12 -220.986| 0.0012| 220.9858 20000

0.14 -5.00081| 0.0014| 5.000806] & 1s000 o
| 0.16 222.2865| 0.0016| -222.286 10000
10 0.18 89.61845| 0.0018| -89.6185
11 0.2 -432.158]  0.002| 432.1585 2000
12 0.22 -988.87| 0.0022| 988.8695 0
— 0.00E+00D 5.00E-02 1.00E-01 1.50E-01 2.00E-01 2.50E-01
13 0.24 -1062.35| 0.0024| 1062.352 s000
14 0.26 -583.986] 0.0026| 583.9855| © o o

15 0.28 51.87129] 0.0028| -51.9713
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