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Winmostar N=5 CH4 M= 16.04
tarked Order: 2 -5 -1 -2

tarked atom: X=11%=02=0
Length= 1.7311 Angle= 35.5 Dihedral= 0 Lper= 0

b
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EH Creste/Edit Cell - O
(®) Box Vectors () Lattice Constants () LAMMPS Tilt Factors
Create
(®) Set Distance [A] |5. | | Create ( X L z Boundary
Use Cubic Cell 8015 | |D'DDDD | |D'DDDD | Periodic bl
() Set Dimension [A] | 15. — v |o.oooo (18015 |[ooooo | Eeme -
V3 |D.DDDD | |u.nnnn | |11.8015 | Periadic v
Expand
L IZ' Expand orign |-5.895 | [-5.9007 | |-5.9007 |
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Winmostar N=5 CH4 M= 16.04

Marked Order: 2 - 5-1-2

Marked Atam: X=11 ¥=02=10

Length= 1.7911 Angle= 35.5 Dihedral= 0 Lper= 0

>

ki

L’X tho= 0.016 g/ome3

a= 11.601 b= 11.801 c= 11.601
alpha= 90.000 beta= 30.000 gamma= 30.000
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Openh¥ Keywards — O x
Preset SCF w | []Use MPI 1 []use OpenMF‘
SCF SCF.Hubbard  Crderd  MD Bands/D5 MO Species
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Type MY T_WS Control
maxTker 50 50 2 300.0 0.0
Timestep |1.|:| |
Opk, criterion | 1.0e-4 |
©Opt.DIIS, Histary 4 |
Opt. StartDIIs h |
Opt. EveryDIIS | 10 |
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Winmostar N=5 CH4 M=16.04

bdarked Order: 5 -1 -2 -5

Marked Atom: ¥= 60108 ¥= 51276 Z= B.0465
Length: 1.094F Anole= 1039586 Dihedral=0 | pers 0
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Svstem.CurrentDirectory ./
Swatem, Name Wi
|evel.of Lstdout 1
level.of . fileout 1

Anirnation (50 of 50 frames) —

File  Control  Tools

.. welop¥release¥lserData¥chd_mx_data¥wm.md

time= 25,000 (fs) Energy= -8.21501 (Hartres) Temp »
time= Z9,000 {fs) Energy= -5.21436 (Hartree) Temp
time= 30,000 (fs) Energy= -58,21369 (Hartree) Temp
time= 31.000 {fs) Energy= -8.21341 {Hartree) Temp
time= 32.000 {fs) Energy= -8.21315 {Hartree) Temp
time= 33,000 (fs) Energy= -8.21240 (Hartree) Temp
time= 34,000 {fs) Energy= -5.21106 (Hartree) Temp
time= 35,000 {fs) Energy= -5,21004 {Hartree) Temp
time= 36,000 {fs) Energy= -8,21020 {Hartree) Temp
time= 37.000 {fs) Energy= -8.21144 {Hartree) Temp
time= 35,000 (fs) Energy= -8.21251 (Hartree) Temp
time= 39,000 {fs) Energy= -8.21290 (Hartree) Temp
time= 40,000 (fs) Energy= -8,21302 {Hartree) Temp
time= 41,000 {fs) Energy= -8,21355 {Hartree) Temp
time= 42.000 {fs) Energy= -8.21444 {Hartree) Temp
time= 43.000 (fs) Energy= -8.21505 (Hartree) Temp
time= 44,000 {fs) Energy= -8.21482 (Hartree) Temp
time= 45,000 (fs) Energy= -5,21383 (Hartree) Temp
time= 46,000 (fs) Energy= -5.21261 (Hartree) Temp
time= 47.000 {fs) Energy= -8.21204 {Hartree) Temp
time=_ 45,000
tire= 49,00

b % tho= 0.016 gicm”3
a= 11.801 b= 11.801 c=11.601

alpha= 30.000 heta= 30.000 gamma= 390.000

Result |

Custom Plot

Flot  Column Excel

| 242

O X

Openilx

) Relnad

Y]
Speed ;
Loop
<« ] v
Open Yiewer

Expart... ¥

Close
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Temperature— =00, 000 |I| Animation (59 of 50 frames) — O X
Temperature= 300,000(  File Control Tools
Temperature= 200,000 |:| . velop¥release¥UserData¥chd_mx_daka¥wm,md Opent

_ time=28.000 {fs) Energy= -8.21501 {Hartree) Temperature= 300,000 (Given Temp.= 300.000) A || A Reload
Temperature= 215,823 (1 time= 29,000 {fs) Energy= -5.21436 (Hartree) Temperature= 306,150 (Given Temp,= 300,000 Foa

)
Temperature= =00.000 {I time= 30,000 (Fs) Energy= -8.21369 {(Hartree) Temperature= 300,000 (G!ven Temp.= 300.000)

time= 31,000 (fs) Energy= -5.21341 {Hartree) Temperature= 273,187 (Given Temp.= 300,000}
Temperature= 296,594 ( bime= 32,000 {Fs) Energy= -8.21315 (Hartree) Temperature= 300,000 (Given Temp.= 300,000
Temperature= 00,000 {| time= 33,000 ({fs) Energy= -5.21240 {Hartree) Temperature= 287,627 (Given Temp.= 300,000)

time= 34.000 (fs) Energy= -8.21106 {Hartree) Temperature= 300,000 (Given Temp.= 300.000)
Temperature= 236910001 |tme= 35.000 {fs) Eneray= -8.21004 {Hartree) Temperature= 246,262 (Given Temp,= 300,000)
Temperature= 300,000 |:| time= 36.000 (Fsg Energy= -8.21020 (Hartree) Temperature= 300,000 (Given Temp.= 300.000)
)
)
)
)
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time= 37,000 (fs) Energy= -5.21144 {Hartree) Temperature= 306,167 (Given Temp.= 300,000) v
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time= 45.000 {fs) Energy= -5.21383 {Hartree) Temperature= 290,091 (Given Temp.= 300,000} o E >
) Temperature= 300,000 | time= 46,000 (Fs) Eneray= -8.21261 (Hartree) Temperaturs= 300,000 (Given Temp.= 300,000 ! !
:| Temperature= =07.780 |: time= 47.000 (Fs) Energy= -8.21204 (Hartree) Temperature= 251.060 {Given Temp = 300.000) Open Yiewer
8 3
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