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Winmostar N=5 CH4 M= 16.04

harked Order: 2 - 5-1-2

hdarked Atom: X=11%=0Z=10

Length= 17311 Angle= 35.5 Dihedral= 0 Lper= 10
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Winmostar M=5 CH4 M= 16.04
Marked Order: 2 - 5 -1 -2
Marked atom: X=11%=02=10

@ C " ,-'rEdt'C 1 D >< Length= 1.7911 Angle= 35.5 Dihedral= 0 Lper= 0
reaie, | = -
(®) Box Vectors () Lattice Constants (") LAMMPS Tilt Factors
Create
(®) Set Distance [A] |5. | | Create < X ¥ z Boundary
8015 | |u.onon | |0.unon | Periodic v

UUse Cubic Cell

() Set Dimension [A] | 15. - V2 |0.uuuu ||11.8015 ||0.unun | Periodic v
V3 |0.n0n0 ||n.onon ||11.3015 | Periodic ~

Expand
it IZ' Expand origin |—5.8956 | |-5.900? | |-5.900? |
Axis Ox Oy @z
Side O+ O- @+
_V
a=11.801 b= 11.601 c=11.801
V alpha= 90.000 beta= 90.000 gamma= 30.000
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level.of .stdout i
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Length= 1.034f Angle= 103 386 Dihedral= 0 1 per= 0

Anirmation [50 of 57 frames) — O *
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time= 41,000 {fs) Energy= -5,21355 {Hartree) Temp

time=  42.000 (Fs) Energy= -8.21444 {Hartree) Temp Utoop

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 [ EE:} »
time= 46,000 (fs) Energy= -5,21261 {Harkree) Temp
time= 47.000 {fs) Energy= -8.21204 {Hartree) Temp Open Yiewer

000 (F 2

bree ) Termpgi Export... ¥

Result | Close

I Flot  Column Excel Cugtom Plot
e Y (ho= 0.016 gichn3

a=11.801 h=11.601 c=11.501
alpha= 390.000 heta= 90.000 gamma= 90.000 1245
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