Monitor properties (Temp, Pressure and Total energy )during equilibrium using Langevin and NVE for water in CNT
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Monitor properties (Temp, Pressure and Total energy )during equilibrium using Langevin and NVE only for water
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Temprature (K)

Results of running simulation using NVT ( | used Minimize command for minimization)

120 231952000
100 -
80 231950000
=
©
@ y bl )
60 - o ; ' P
> 'SPEEd_HGdE‘lSHDH
¢ 231948000 e Dot “h e I
40 | bt ' - U ¥ -
o
20 -
231946000
0 | |
T T T T T T T T T T T T T T T T T T
0 500000 1000000 1500000 2000000 0 500000 1000000 1500000 2000000
Step Step
3960400
3960350
3960300 —
©
g 3960250 —
[1+]
(&)
<
o 3960200 —
c
w
O 3960150
|—
3960100
1 u
3960050 |
T T T T T T T T T
0 500000 1000000 1500000 2000000

Step



