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Winmostar M=35 CH4 M= 16.04

harked Order: 2 - 5-1- &

Marked Atom: ¥=11%=0 Z=0

Length= 17911 Angle= 35.5 Dihedral= 0 Lper=10
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1. [ (BVEER/EE) | FBTRLEREES Y IT 3,

2. CreatezZOUw U, OKZzOUwvI3DE. WILHMERESND.

0 Create/Edit Cell O
(®) Box Vectors () Lattice Constants () LAMMPS Tilt Factors
Create L
(@) Set Distance [A] Create 8 i B T
Lge Cubic Cell \l /A | |N,.".ﬁ. | |N,.’.ﬁ. —— -
i) Set Dimension [4]  15. Create £ |N"r'ﬁ' | |N"r'ﬁ' | |N"r'ﬁ' Periodic e
V3 /A | [nga | Ina Periodic v
Expand
WL Expand origin N/ | [/ I
Axis Dx Oy w2z
Side D+ O- @4
Reset Fit view to window after creatingfediting cell 0K Apply
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Winmostar M=3 CH4 M= 16.04

harked Order: 2 - 5 -1 -2

Marked Atom: K=11Y=02Z=10

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

4o

\s

be rho= 0.016 gicma

a=11.801 h=11.801 c=11.801
alpha= 30.000 beta= 90.000 gamma= 90.000
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VILIN—EHMS5Quantum ESPRESSO%1EIRT B,

M (F—D—REE) 20UV I9 D,

Reset-/R5>= 0w Id B,
PresethSBOMDZEIRY B,

Advance#J (CTnstepl(C200%3i8E T Do

RunRA>= 0w 093, J71)L%%ZchdE UTHRET D,

o ulh N

@ Quantum ESPRESSO Setup - | X
Cuwtput Directory Create
Preset lse MPI 1
Options Pseudo Potential
B. Ad MD ESM Othy
carve_thr Gaussian
0.01
1d-3 mixing_beta
0.5 mizing_mode plain ~
electron_maxstep 100 v _corr
nskep | Use input_dft
upscale 100 Il

[lspinorh )
Reset.< [l 4 Cancel
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1. 5188 7%, H (F=A—>3> | #E&R#E{t/BOMD(pwout)) #0Uw 2o L. T IAI) K
CTEENB3IT7 I 20UV IT 3B,

2. Anlmatlon'j»r/h'j@ > (BERI)ZOVUWITDE. V_A=23> R RAA>0D4

B H -2 BB O E & ouwnmEsrReSso v ¥ O H = GovmmEED) -
H v+ @ @ D H % % oo cnjws[ow ] 40 @& #&I3F

Winmostar N=35 CH4 M=16.04 @ Animation (201 of 201 frames) - O
Marked Order: 5 -1-2-0

Marked Atom: X= 58984 Y= 51588 Z= 6.7004 File Control Tools
Length= 1.0366 Angle= 108.257 Dihedral= * L per= " C:¥winmos 10¥UserData¥ch4. pwout QE Relax
STEP= 179 Etot= -16.14104715 Ry Ftot= 0.062998Ekin= m | | A | Reload
STEP= 180 Etot= -16.14099359 Ry Ftot= 0.063327 Ekin=
STEP= 181 Etot= -16.14101336 Ry Ftot= 0.063943 Ekin=
STEP= 182 Etot= -16.14110847 Ry Ftot= 0.063336 Ekin=
STEP= 183 Etot= -16.14127240 Ry Ftot= 0.062115 Ekin=
STEP= 184 Etot= -16.14149540 Ry Ftot= 0.061343 Ekin=
STEP= 185 Etot= -16.14176621 Ry Ftot= 0.053464 Ekin=
STEP= 186 Etot= -16.14206780 Ry Ftot= 0.057590 Ekin=
STEP= 187 Etot= -16.14238372 Ry Ftot= 0.055224 Ekin=
STEP= 183 Etot= -16,14268453 Ry Ftot= 0.053067 Ekin=
STEP= 189 Etot= -16.14296767 Ry Ftot= 0.050932 Ekin=
STEP= 190 Etot= -16.14321504 Ry Ftot= 0.049000 Ekin= | Speed :
STEP= 191 Etot= -16.14340833 Ry Ftot= 0.047747 Ekin=
STEP= 192 Etot= -16. 14354581 Ry Ftot= 0.046846 Ekin=
STEP= 193 Etot=-16.14362161 Ry Ftot= 0.046902 Ekin= [Jtoop
STEP= 194 Etot= -16.14363225 Ry Ftot= 0.047638 Ekin=
STEP= 195 Etot= -16.14358047 Ry Ftot= 0.048973 Ekin=
STEP= 196 Etot= -16. 14347385 Ry Fiot=0.0505628kn= | | [« |[ > |/ B
= 197 Etot= -16.14332383 Ry Ftot= 0.052692 Ekin=

B [0

g8 B8

6.14277407 Ry Ftot= 0.058356 Ekin=}

BT OQH®IB®

Result lUnknown status Close

@ Plot  Column

(o] va tho= 0.016 g/om™3

a= 11.785 b= 11.785 c= 11.785
alpha= 90.000 beta= 90.000 gamma= 90,000 a2815110

Custom Plot
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1. EOUX MR I < IT B, AnimationDA > ROEE(CILITD. UX MD12FHI(C(E
Temp (GEE) NF RSN, 300 KRR THEBLTWDZ EZ2HERT D,

2. AnimationD1 > ROETOTILF I 512%18IRT D&, AnimationD1 > RO TER
(SCREDOBZIENFTRESND. 300 KN'SHND EREANFIFHISNS > T LTS EN
nNH3,

@ Animation (201 of 201 frames) — O e
File Control Tools

C:¥winmos 10¥UserData¥ch4.pwout QE Relax

STEP= 179 Etot= -16. 14104715 Ry Ftot= 0.062998 Ekin= 0.01052636 Ry Temp= 276.99643961 K Econst= -16. 13052079 Ry AllA Reload

STEP= 180 Etot= -16.14099359 Ry Ftot= 0.063327 Ekin= 0.01134366 Ry Temp= 298.50322846 K Econst= -16.12964993 Ry
STEP= 181 Etot= -16.14101336 Ry Ftot= 0.063943 Ekin= 0.01136385 Ry Temp= 299.03457579 K Econst= -16. 12964952 Ry
STEP= 182 Etot= -16.14110847 Ry Ftot= 0.063336 Ekin= 0.01145842 Ry Temp= 301.52318436 K Econst= -16. 12965005 Ry
STEP= 183 Etot= -16.14127240 Ry Ftot= 0.062115 Ekin= 0.01162176 Ry Temp= 305.82154254 K Econst= -16. 12965064 Ry
STEP= 184 Etot= -16.14149540 Ry Ftot= 0.061343 Ekin= 0.01184520 Ry Temp= 311.70113510 K Econst= -16.12965020 Ry
STEP= 185 Etot= -16. 14176621 Ry Ftot= 0.059464 Ekin= 0.01211658 Ry Temp= 318.84249782 K Econst= -16. 12964962 Ry
STEP= 186 Etot= -16. 14206780 Ry Ftot= 0.057590 Ekin= 0.01241961 Ry Temp= 326.81639934 K Econst= -16,12964820 Ry
STEP= 187 Etot= -16.14238372 Ry Ftot= 0.055224 Ekin= 0.01169772 Ry Temp= 307.82029015 K Econst= -16. 13068600 Ry
STEP= 188 Etot= -16.14268453 Ry Ftot= 0,053067 Ekin= 0.01199971 Ry Temp= 315.76697874 K Econst= -16. 13068482 Ry
STEP= 189 Etot= -16. 142967567 Ry Ftot= 0.050932 Ekin= 0.01228362 Ry Temp= 323.23797287 K Econst= -16. 13068405 Ry

STEP= 190 Etot= -16.14321504 Ry Ftot= 0,049000 Ekin= 0.01163490 Ry Temp= 306. 16719761 K Econst= -16.13158014 Ry Speed :

STEP= 191 Etot= -16. 14340833 Ry Ftot= 0.047747 Ekin= 0.01182846 Ry Temp= 311.26059822 K Econst= -16. 13157987 Ry '
STEP= 192 Etot= -16.14354581 Ry Ftot= 0,046846 Ekin= 0.01196669 Ry Temp= 314.89816590 K Econst= -16.13157911 Ry

STEP= 193 Etot= -16.14362161 Ry Ftot= 0.046902 Ekin= 0.01204270 Ry Temp= 316.89820452 K Econst= -16.13157891 Ry [toop

STEP= 194 Etot= -16.14363225 Ry Ftot= 0.047638 Ekin= 0.01205382 Ry Temp= 317.19101812 K Econst= -16.13157843 Ry
STEP= 195 Etot= -16. 14358047 Ry Ftot= 0.048973 Ekin= 0.01200246 Ry Temp= 315.83928152 K Econst= -16.13157801 Ry

STEP= 196 Etot= -16.14347385 Ry Ftot= 0.050562 Ekin= 0.01189717 Ry Temp= 313.06867447 K Econst= -16.13157668 Ry 4 > »
STEP= 197 Etot= -16.14332383 Ry Ftot= 0.052692 Ekin= 0.01174949 Ry Temp= 309. 18256844 K Econst= -16.13157434 Ry
STEP= 198 Etot= -16.14314524 Ry Ftot= 0.054670 Ekin= 0.01157328 Ry Temp= 304.54569201 K Econst= -16.13157196 Ry Open Viewer

STEP= 199 Etot= -16.14295615 Ry Ftot= 0.056726 Eki 01138582 Ry Temp= 299.61264734 K Econst= -16.13157034R

Export... ¥
Result |Unknown status | I Close

Plot  Column im Plot

0069317302
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M (F—D—REE) 20UV IT D,

Output Directory(CContinueZEE 9 3.

MD# 7 (C Cion_temperature(Cnot_controlledZ87E 9 3.
RuniRF >z 0w 0933, Jr7A)l&%&chd_2L U TIRET D,

@ Quantum ESPRESSO Setup — O X
Output Directory Continue |
Preset BOMD [Juse mp1 1

H WNH=

Options Properties P:
Basic Advance Spin/DFT +U Phonon MD ther
pW. X pot_extrapolation order w
dt 5. wfc_extrapolation second_order v

default

ion_temperature

jon_velocities |deFault vN
20

400

ortho

qeset.. | | Lond.. || seve.. o || cance
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1. 5t8R TR [/ (P=A—>3>) 20Uy oL, TIAIBNTEIND T 7IL2oUv o
3_50

2. AnimationD- > RODAFEDNRT > 2 v )L THRILF—1'0.001 Ry:EEDEDZELZH
TWBD xR T D,

@ Animation (1 of 201 frames) — O * = _1|:|- . 14:?3544 F:.

Fie Control Tools Etot=-156.14251363 Ry F

C:¥winmos 10¥UserData¥ch4_2. pwout QE Relax

STEP= 0 Etot= -16. 14273544 Ry Ftot= 0.048345 Ekin= 0.01117375 Ry Temp= 294.03229112 K Econst= - 100 | L PO Etot= -16. 14230133 F!.'[.I' F
STEP= 1 Etot= -16.14251363 Ry Ftot= 0.049984 Ekin= 0,01095207 Ry Temp= 288. 19882746 K Econst= -1
STEP= 2 Etot= -16.14230188 R: Ftot= 0.052675 k= 0.01074109 RI TEQE: 2.64693267 K Econst— -1: Etot= -16. 14212026 F!.'!,l' F

STEP= 3 Etot= -16.14212026 Ry Ftot= 0.055218 Ekin= 0.01055891 Ry Temp= 277.85307814 K Econst= -1t

STEP= 4 Etot= -16. 14198274 Ry Ftot= 0.058322 Ekin= 0.01042209 Ry Temp= 274.25259417 K Econst= -1t Etot= -16, 141953274 F!_-!I,- F

STEP= 5 Etot= -16.14190433 Ry Ftot= 0.060291 Ekin= 0.01034335 Ry Temp= 272,18065147 K Econst= -1t

STEP= 6 Etot= -16.14189152 Ry Ftot= 0.052248 Ekin= 0.01033053 Ry Temp= 271.84342103 K Econst= -1t E-b:lt= '].E. 1..'.'|. 19D..-.'|.33 F!.'!.I' F

STEP= 7 Etot= -16. 14194770 Ry Ftot= 0.063321 Ekin= 0.01038571 Ry Temp= 273.29534370 K Econst= -1

STEP= 8 Etot= -16.14207114 Ry Ftot= 0.064359 Ekin= 0.01050701 Ry Temp= 275.48725365 K Econst= -1¢ —_ -

STEP= 9 Etot= -16.14225306 Ry Ftot= 0.063922 Ekin= 0.01068661 Ry Temp= 281.21341118 K Econst= -1¢ Y Etl:lt ]'E' 14 189 152 Rlllll F
STEP= 10 Etot= -16.14248125 Ry Ftot= 0.063183 Ekin= 0.01091135 Ry Temp= 287, 12734904 K Econst= - —_—

STEP= 11 Etot= -16.14273682 Ry Ftot= 0.061072 Ekin= 0.01116358 Ry Temp= 293.75474015 K Econst= - Speed : ' Etl:lt_ 15 ' 14 194?;“:' R.Elll F
STEP= 12 Etot= -16.14300024 Ry Ftot= 0.058661 Ekin= 0.01142279 Ry Temp= 300, 58566258 K Econst= - —

STEP= 13 Etot= -16.14324852 Ry Ftot= 0.055486 Ekin= 0.01166984 Ry Temp= 307.085663133 K Econst= - 0 Etl:lt— '].Eu 142':'?1 1'4 R'ﬁl‘ F
STEP= 14 Etot= -16. 14346040 Ry Ftot= 0.051965 Ekin= 0.01183266 Ry Temp= 312.68692544 K Econst= - Lisz

STEP= 15 Etot= -16. 14361706 Ry Ftot= 0.048372 Ekin= 0.01203787 Ry Temp= 316.77130279 K Econst= - Et|:|t= '15. 142253':'5 R'ﬁl' F

STEP= 16 Etot= -16.14370397 Ry Ftot= 0.045252 Ekin= 0.01212097 Ry Temp= 318.95732453 K Econst= -

STEP= 17 Etot= -16. 14371124 Ry Ftot= 0.043121 Ekin= 0.01212500 Ry Temp= 319,06400268 K Econst= - [ » | » 0 Etot=-16.142453125 Ry
STEP= 18 Etot= -16. 14363760 Ry Ftot= 0.041842 Ekin= 001204746 Ry Temp= 31702365402 K Econst= -

STEP= 19 Etot= -16. 14348529 Ry Ftot= 0042123 Ekin= 001189301 Ry Temp= 312,85938071 K Econst= - Open i = -

STEP= 20 Etote 1614326518 Ry Flot= 0043275 Ekin= 0.01167082 Ry Temp= 307, 11254567 K Econste - — 1 Etot= -16.14273682 Ry
D B e e B o R D e et v | | Biport.. ¥ 2 Etot= -16.14300024 Ry

Result |Unknown status Close 3 EtIIIt= '15. 143 24_852 R.!II.
Plot  Column CGustom Flot a =1 T Lt T

OCHRO00C)
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1. AnimationI14 > RODODETDOT )L I TO%EIRT B,

2. BEITXRILF— (Ekin) Z&R~U. £/ F— EEBIXRILF—+RT>SZvILIRIL
F—) MREFIDLDIC. BATRILF—PDRFIvILIRILF—EFHBMEICEE L TLD
7RI D RRICETIRILF—IMRIF I DR F(E DI THRT D,

@ Animaticn (1of 201 frames) - | X

File Control Tools
C:¥winmos 10¥UserData¥ch4_2.pwout QE Relax

STEP = 0 Etot= -16. 14273544 Ry Ftot= 0.048345 Ekin=0.01117375 Ry Temp= 294.03229112 K Econst= - 1§l Reload
STEP= 1Etot=-16.14251363 Ry Ftot= 0.049934 Ekin= 0.01095207 Ry Temp= 238. 19832746 K Econst= -1¢
STEP= 2 Etot=-16.14230188 Ry Ftot= 0.052975 Ekin= 0.01074109 Ry Temp= 282.64699257 K Econst= -1¢
STEP= 3 Etot= -16, 14212026 Ry Ftot= 0.055218 Ekin= 0.01055891 Ry Temp= 277.85307314 K Econst= -1¢
STEP= 4 Etot= -16. 14198274 Ry Ftot= 0.058322 Ekin= 0.01042209 Ry Temp= 274,25259417 K Econst= -1¢
STEP= 5 Etot=-16. 14190433 Ry Ftot= 0.060291 Ekin= 0.01034335 Ry Temp= 272. 13069147 K Econst= -1¢
STEP= 6 Etot= -16, 14139152 Ry Ftot= 0.062248 Ekin= 0.01033053 Ry Temp= 271,84342103 K Econst= -1¢
STEP= 7 Etot= -16, 14194770 Ry Ftot= 0.063321 Ekin= 0.01038571 Ry Temp= 273,29534370 K Econst= -1¢
STEP= 8 Etot=-16.14207114 Ry Ftot= 0.064359 Ekin= 0.01050701 Ry Temp= 276.48725385 K Econst= -1¢
STEP= 9 Etot= -16, 14225306 Ry Ftot= 0.063922 Ekin= 0.01068661 Ry Temp= 231,21341118 K Econst= -1¢
STEP= 10 Etot= -16, 14248125 Ry Ftot= 0.063183 Ekin= 0.01091135 Ry Temp= 257. 12734904 K Econst= -
STEP= 11Etot= -16,14273682 Ry Ftot= 0.061072 Ekin= 0.01116358 Ry Temp= 293.75474016 K Econst= - Speed :

STEP= 12 Etot= -15, 14300024 Ry Ftot= 0.0538661 Ekin= 0.01142279 Ry Temp= 300, 58556258 K Econst= - '
STEP= 13 Etot= -16, 14324852 Ry Ftot= 0.055486 Ekin= 0.01166934 Ry Temp= 307.08663133 K Econst= -
STEP= 14 Etot= -16,14346040 Ry Ftot= 0.051965 Ekin= 0.01188266 Ry Temp= 312.68692544 K Econst= - [Loop
STEP= 15 Etot= -16., 14361706 Ry Ftot= 0.048372 Ekin= 0.01203737 Ry Temp= 316.77130279 K Econst=
STEP= 16 Etot= -16, 14370397 Ry Ftot= 0.045252 Ekin= 0.01212097 Ry Temp= 318.95792458 K Econst= -
STEP= 17 Etot= -16.14371124 Ry Ftot= 0.043121 Ekin= 0.01212500 Ry Temp= 319.06400268 K Econst= - [4 | »
STEP= 18 Etot= -16. 14363780 Ry Ftot= 0.041342 Ekin= 0.01204746 Ry Temp= 317.023565402 K Econst= -
STEP= 19 Etot= -16, 14348529 Ry Ftot= 0.042123 Ekin= 0.01185301 Ry Temp= 312.95933071 K Econst= - Open Viewer
STEP= 20 Etot= -16, 14326518 Ry Ftot= 0.043275 Ekin= 0.01167032 Ry Temp= 307. 11254567 K Econst= -
STEP= 21 Etot= -16, 14299075 Ry Ftot= 0.045658 Ekin= 0.01139573 Ry Temp= 299,87359736 K Econst= - Export... ¥

CTEN— 1 Chnde 1E 1ATIEDIAN Moy Chmd e N MADIET Cleiem — N MAAADENA Dor Towenm — W11 TI4E1 TAS ¥ Corrmnd e

Result (Unknown status /I Close

W

Flot  Column

Ulll winmostar copyright 2008-2021 x-Ability Co., Ltd.
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1. AnimationD1 > RODEAETOTILSY DT> T12%EIRL., BEZR KT D,
2. 0“5773‘55‘6(&&‘@3:5(C‘}Efﬁﬁﬂﬁﬂ(iéﬂ‘cmmb\zt%ﬁ&%ﬁ%@“éo

(@ Animation (1 of 201 frames) — O =

Eile Control Tools
Ci¥winmos 10¥UserData¥ch4_2.pwout QE Relax

STEP = 0 Etot= -16. 14273544 Ry Ftot= 0.048345 Ekin= 0.01117375 Ry Temp= 294.03229112 K Econst= - 1PN} Reload
STEP= 1Etot= -16.14251363 Ry Ftot= 0.049984 Ekin= 0.01095207 Ry Temp= 288.19882746 K Econst= -1
STEP= 2 Etot= -16.14230188 Ry Ftot= 0.052975 Ekin= 0.01074103 Ry Temp= 282.64699267 K Econst= -1t
STEP= 3 Etot= -16.14212025 Ry Ftot= 0.055218 Ekin= 0.01055891 Ry Temp= 277.85307814 K Econst= -1
STEP= 4 Etot= -16, 14198274 Ry Ftot= 0.058322 Ekin= 0.01042209 Ry Temp= 274,25259417 K Econst= -1
STEP= 5 Etot= -16. 14190433 Ry Ftot= 0.060291 Ekin= 0.01034335 Ry Temp= 272,13069147 K Econst= -1
STEP= 6 Etot= -16,14139152 Ry Ftot= 0.062248 Ekin= 0.01033053 Ry Temp= 271.84342103 K Econst= -1
STEP= 7 Etot= -16. 14134770 Ry Ftot= 0.063321 Ekin= 0.01033571 Ry Temp= 273,29534370 K Econst= -1
STEP= 8 Etot= -16. 14207114 Ry Ftot= 0.064359 Ekin= 0.01050701 Ry Temp= 276.48725365 K Econst= -1

STEP = 9 Etot= -16. 14225306 Ry Ftot= 0.063922 Ekin= 0.01063661 Ry Temp= 231.21341118 K Econst= -1t v

STEP= 10 Etot= -16.14248125 Ry Ftot= 0.063183 Ekin= 0.01091135 Ry Temp= 237.12734904 K Econst= -

STEP= 11 Etot= -16.142735682 Ry Ftot= 0.061072 Ekin= 0.01116353 Ry Temp= 293.76474016 K Econst= - Speed :

STEP= 12 Etot= -16.14300024 Ry Ftot= 0.058661 Ekin= 0.01142279 Ry Temp= 300.58566258 K Econst= - '
STEP= 13 Etot= -16.14324852 Ry Ftot= 0.055486 Ekin= 0.01166984 Ry Temp= 307.08663133 K Econst= -

STEP= 14 Etot= -16. 14346040 Ry Ftot= 0.051365 Ekin= 0.01133266 Ry Temp= 312.63692544 K Econst= - [Loop

STEP= 15 Etot= -16.14361706 Ry Ftot= 0.048372 Ekin= 0.01203787 Ry Temp= 316.77130279 K Econst= -

STEP= 16 Etot= -16. 14370397 Ry Ftot= 0.045252 Ekin= 0.01212097 Ry Temp= 318.95732458 K Econst= -

STEP= 17 Etot= -16.14371124 Ry Ftot= 0.043121 Ekin= 0.01212500 Ry Temp= 319.06400268 K Econst= - [4 = »
STEP= 18 Etot= -16. 14363760 Ry Ftot= 0.041342 Ekin= 0.01204746 Ry Temp= 317.02365402 K Econst= -

STEP= 19 Etot= -16.14348529 Ry Ftot= 0.042123 Ekin= 0.01189301 Ry Temp= 312.95938071 K Econst= - Open Viewer

STEP= 20 Etot= -16.14326518 Ry Ftot= 0.043275 Ekin= 0.01167082 Ry Temp= 307,11254567 K Econst=
STEP= 21 Etot= -15,14299075 Ry Ftot= 0.045658 Ekin= 0.01139573 Ry Temp= 299.87359786 K Econst= - ,, Export... ¥
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Result |Unknown status /I Close
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1. UX bD155IBDE2TI <)L+ —(Econst)'. 0.00001 RyiZEDZE

IIF—KDEZ I NESWNDOZEIERT D,

2. AnimationD1 > RODODATOTILS D> TISHEIRUTCEITRILF—EFRRLU. REFELT
WBERFZERT D,

File  Control

STEP= 1Etot=-16.
S5TEF= 2 Etot= -16.
STEP= 3 Etot=-16.
STEF= 4 Etot= -16.
STEP= 5 Etot= -16.
STEF= 6 Etot= -16.
STEP= T Etot= -16.
STEF= & Etot= -16.
STEP= 9 Etot= -16.

CTCR_ 7 Cbmd— 4

2= ¥wmmosl[]¥UserDa13¥ch4 2.pwout

STEF= 10 Etot= -16.
STEP= 11 Etot= -16.
STEF= 12 Etot= -16.
S5TEP= 13 Etot= -16.
STEF= 14 Etot= -16.
STEP= 15 Etot= -16.
STEF= 16 Etot= -16.
STEP= 17 Etot= -16.
STEF= 13 Etot= -16.
STEP= 19 Etot= -16.
STEF= 20 Etot= -16.
S5TEP= 21 Etot= -16.

@ Animation (1 of 201 frames) -

Tools

QE Relax

273 Ly Ftot=0.048345 Ekin=0.01117375 Ry Temp= 294.03229112 K, Econst= -1JF%
14251363 Ry Ftot= 0.0499584 Ekin= 0.01095207 Ry Temp= 233, 19882745 K Econst= -1¢
14230188 Ry Ftot= 0.052975 Ekin= 0.01074103 Ry Temp= 232.64699267 K Econst= -1¢
14212026 Ry Ftot= 0.055218 Ekin= 0.01055891 Ry Temp= 277.85307814 K Econst= -1¢
14198274 Ry Ftot= 0.058322 Ekin= 0.01042208 Ry Temp= 274,25259417 K Econst= -1¢
14190433 Ry Ftot= 0.060291 Ekin= 0.01034335 Ry Temp= 272, 18069147 K Econst= -1¢
14139152 Ry Ftot= 0.062248 Ekin=0.01033053 Ry Temp= 271.84342103 K Econst= -1¢
14194770 Ry Ftot= 0.063321 Ekin= 0.010338571 Ry Temp= 273.29534370 K Econst= -1¢
14207114 Ry Ftot= 0.064359 Ekin= 0.01050701 Ry Temp= 275.438725365 K Econst= -1¢
14225306 Ry Ftot= 0.063922 Ekin= 0.01063661 Ry Temp= 231.213411138 K Econst= -1¢
14248125 Ry Ftot= 0.063133 Ekin= 0.01091135 Ry Temp= 287.12734904 K Econst= -
14273682 Ry Ftot= 0.061072 Ekin= 0.01116358 Ry Temp= 293.76474016 K Econst= -
14300024 Ry Ftot= 0.058661 Ekin= 0.01142279 Ry Temp= 300.53566255 K Econst= -
14324852 Ry Ftot= 0.055486 Ekin= 0.01166984 Ry Temp= 307.08663133 K Econst= -
14346040 Ry Ftot= 0.051965 Ekin= 0.01188266 Ry Temp= 312.63692544 K Econst= -
14361706 Ry Ftot= 0.048372 Ekin= 0.01203787 Ry Temp= 316.77130279 K Econst= -
14370397 Ry Ftot= 0.045252 Ekin= 0.01212097 Ry Temp= 318.95792455 K Econst= -
14371124 Ry Ftot= 0.043121 Ekin= 0,01212500 Ry Temp= 319.06400268 K Econst= -
14363760 Ry Ftot= 0.041342 Ekin= 0.01204745 Ry Temp= 317.02365402 K Econst= -
14343529 Ry Ftot= 0.042123 Ekin= 0.01189301 Ry Temp= 312.95238071 K Econst= -
14326518 Ry Ftot= 0.043275 Ekin= 0.01167082 Ry Temp= 30711254567 K Econst= -
14299075 Ry Ftot= 0,045658 Ekin= 0.01139573 Ry Temp= 299.87359736 K Econst= -,

1ANESAAN Mies Chmd— 7 AASNET Eldm — M A4 ANSENA P Tmmmm — WA T4 A TAS 1 Cmmmmd

Result

Unknown status A

000000

Plot  Column

tom Plot

i Reload

W

Speed

|:| Loop

AL
Open Viewer
Export... ¥

Close

YN winmostar
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.

MRTF> Sv)LIFR

=-156,13156268 R

K. Econst=
K. Econst=
K. Econst=
K. Econst=

.Econst=-16,13156156 Ry
-Eronst= -16. 13156079 Ry
.Econst=-16,13156134 Ry
.Econst=-16,13156065 Ry
.Econst=-16,13156093 Ry
.Econst=-16,13156099 Ry
.Econst=-16,13156199 Ry
.Econst=-15,13156413 Ry
.Econst=-16,13156645 Ry

-16,13156989 Ry
-16,13157324 Ry
-16,13157745 Ry
-16,13157808 Ry
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