VN winmostar Fa1—kU7)L

Quantum ESPRESSOETRER

V11.12.0
202555H9H KRXstto7oX7EVUST+

Copyright 2008-2025 X-Ability Co., Ltd.



AEZ(CDWNT
AZ(IWinmostar V11DOERBIZRIF1— I IZILTT,

o #EHTWinmostar V112 HFEWNTRBDAFEFF—IAIZa17)L=ZSBLUTLLIEEL),
o BIEBEDFHEFANIEWAIFII—Y Y= 7I)ILASRBLTLIEE0,

AEODHNBOEZZHLEND S, BEEETHELITSL,
— WinmostariB ABEL  EtiEF1— bY ZILDIEEREDHBNTUE T,

— WinmostarEhEEE S : IHmINAES. EROFIROEL. BRI 1— U 7LD
VERE. BRBEUMNDTF 1 — MU T7ILDO—EPOIRIEREEBNTUET,

- EREBEER : CHRZBILCICU CGEEANTZERBICHRINA AL TIEITERT.
o REORFTED (SEEMNEFRVEEF. FITLLHBIE[EERUL TS,
« KK HBBIEMTHERULBRWSGEE, [BHROEBIE - BEDIZS. BSEEEIA—AC. REED
BIRAEEZDR(CER SN T 71L&t UTER S TTS N,

AKEDEFREIMRAEHIORTEUST B LET . RS IOXTEY >+ DFFFESR
< LWHRBEETOREDIE—, BRZZEUFT,

mﬂ winmostar copyright 2008-2025 x-Ability Co., Ltd.


https://winmostar.com/jp/tutorials/V11/BeginnersGuide.pdf
https://winmostar.com/jp/manual_jp/V11/html/index.html
https://winmostar.com/jp/seminars/intro/
https://winmostar.com/jp/seminars/intro/
https://winmostar.com/jp/seminars/intro/
https://winmostar.com/jp/seminars/basic
https://winmostar.com/jp/seminars/basic
https://winmostar.com/jp/seminars/basic
https://winmostar.com/jp/seminars/
https://winmostar.com/jp/seminars/
https://winmostar.com/jp/faq/
https://winmostar.com/jp/faq/
https://winmostar.com/jp/support_jp.php
https://winmostar.com/jp/support_jp.php
https://winmostar.com/jp/support_jp.php

=

« SifEEROD/\> MES, REEE. BIIREEE. BFEEOELZQuantum ESPRESSO(C K
D IREFTENSHISUEX Y.
FINEDEIZ

.
=
. = M A
20
i - . o
20 "\.‘\’-/Y'.-
o .
o s
\\é-j. "':. k
.
- o
:
3

=
— ~ 0\ E 0.0
. ROEFU> : N NV
.
E 6.0
| T PP
= o 100 & "..-
= e
"- II-I-%@%” pgkeet i
r X W K r L 0w L Ku x
18
16
> 14
EHRE:
. ¥ERAFR i
w
8 08
06
04
02
o

0.
-12.0 -100 -8.0 6.0 -40 -20 0.0 20 40
Energy E - E(fermi) [eV]

€ Quantum ESPRESSOMDETEAEMNMUESTRIRTERNSTDFEUVERIHIL, RO EHERECELL
=L\, https://giita.com/xa member

m winmostar copyright 2008-2025 x-Ability Co., Ltd.


https://qiita.com/xa_member
https://qiita.com/xa_member
https://qiita.com/xa_member
https://qiita.com/xa_member
https://qiita.com/xa_member

EFIRIRERE

« Winmostar V11.5.0LAE=FIBA UM D64bitiRiEZCFADAS (L. CygwinWM 2023/04/05
JN\—=>a > DEEA A=), BIESTFLUTLIZEL,
— 2023/04/05/)\—=3 > BIFDCygwinWMIC (SR ) (—=3 > D64bithRQuantum ESPRESSOM A
SN TCTLET,

o FEICEHIHURWNGE. FEE#EE)\—=3 2 Bl9rOQuantum ESPRESSOZEFIA LzULVA (&,
AlEWindowshRQuantum ESPRESSOD 1 > X b—)LERIBESENMETY .

m winmostar copyright 2008-2025 x-Ability Co., Ltd.


https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/download/cygwinwm/
https://winmostar.com/jp/requirements/
https://winmostar.com/jp/manual_jp/installation/QE_install_manual_jp_win.pdf
https://winmostar.com/jp/manual_jp/installation/QE_install_manual_jp_win.pdf
https://winmostar.com/jp/manual_jp/installation/QE_install_manual_jp_win.pdf
https://winmostar.com/jp/manual_jp/installation/QE_install_manual_jp_win.pdf
https://winmostar.com/jp/manual_jp/installation/QE_install_manual_jp_win.pdf

Winmostar V110OE{EET—R

V11 2E@EITaS I ME—RET7AMIVE— RD2DDEMEFE— RHRHABRSNTLET,
AETEIOZTU M E— RTOBREREZFERUFET,
J7 A ILE— ROBIERZEEVI0ODQuantum ESPRESSOF1— U P)ILESIE LT IEEU),

TrfF) |\EE ZFRL F|RENV) QM MD BE(S) FFAVA) Y-IWM  Fa-bUTFIU)  24YE20W)  ALT(H)

e A2 B B &O~M @& @O M B &1 YW QuantumESPRESSO ~ [¥ B &

B 6 o @@ D H %% I e A D @ P 7°D§IO ME— R vi1§hidag
Y BEREIDIII A—Y3EAL DT 7AIZ2E#I D&

IOz ot HEE Jovii e - Fa-burIasg27 I

‘ Siscf ALL END “:;] sHAI0IHE (3}*7—':*53&}\1]) A, . . Td: < :/“ 3 j‘% %‘_l‘_iit“ % i ji—- o
3 W8I0V IIk GEEREAN) 7= W %ZIKEI’\] (: ZOD:E— h%}ﬁi@ L/gfg_o
©®  sm|r0YIbh GMLEsEAR)
v Jo¥1hk
- EIOI IO OrANES LAR-R -
B0 i 70 E -F (VIR BE—1) j 74)[1:E_ I\

¥ HARI7A I l_ﬂ:(IﬂEQ O)j 7 /r) I/%HHT_\E’\J (:{/Eﬁi\
_|_, SEUET. BIETEGVI0LET & —H
TY,

mﬂ winmostar copyright 2008-2025 x-Ability Co., Ltd.


https://winmostar.com/jp/tutorials/v10/#QuantumESPRESSO
https://winmostar.com/jp/tutorials/v10/#QuantumESPRESSO
https://winmostar.com/jp/tutorials/v10/#QuantumESPRESSO
https://winmostar.com/jp/tutorials/v10/#QuantumESPRESSO
https://winmostar.com/jp/tutorials/v10/#QuantumESPRESSO
https://winmostar.com/jp/tutorials/v10/#QuantumESPRESSO

I. X3OEFU>YD

1. Winmostarz&£giU. 0> o b Gxrxid&EEAND) =0 Uv o UEI., (FTICE
BLTCWBISEEXICT7Z7AN | LD EI UV IULET, )

2. JO>IT PV BMAIC Tsi scf]l EABDUREEOUYVIULET,

B ZHDD

ETW OM MD BE#S TFEAYA Y-ILO Fa-tITLW
L ee~-0 -2 B B - ®& 0O 0 B & v
R OH v+ @ @ D & H % %

F3UAL 5 -CHS

~ | Repl

¥ BiEE-EI0U b
TosTOk v JAZIORE -
[ smFoTot GRTEBEEAN)
0 HEIDUIhE EEESEA)
@  I\IOTHE (SMILESEA )
¥ Jodihk
: ] EEEIOULAk (Fpd LR A —N
Options ¥
| Eii {ERE | I IE -

@ s our

- | x
F03 105 |

1GFR ® {FED74IH v| =03,
(@] = (i A I
() UserData 74/ L4 C:¥winmos 11pb 3¥UserData¥

FHER(IEE)

FXid
m winmostar copyright 2008-2025 X-Ability Co., Ltd. \



I. ROEFVU>YD

Y HARES 0)4’EESZ7'7‘/£ODD¥‘?H3(¢W|nmostar1 I —177)L 5. #EEEDIERR A E=SIE UL TLIE
U\, CCTIIBFRODFEED 7ML ZRMHMAFEFEET,

7L | 41>R—b | SamplesI7J | si.cifa o Uwv I LET,
- E=2EDT7 /l’)l/a“:mbé'#Lft}iﬁ/\(ah_O)ExB%‘_CﬁDD(;7 1| T7AI%EADR—MEFENET,
7AW EAR— NI 7O THEUCHEMIAHIZI UV ILET,
DFHRERLU T (CAREOBIENHIR T DT EEHERLET,

I |\EE ERL FFNW QM MD EHES FEIMA) YWD Fa-RUFILL 4UEOW) ALTH)

p— o Lo 7=
“:pj FHRIOIIIHN) Crrl+Alt+N g~ M @ @ Eol' Eg &1 WL GAMESS vl ¥ % B: jJ .IL'E I |H" X
EEOEETHFRIOIITMN)
Er TOTIIRERL(P).. al-A=0 | H %o %6 | FEHAE-08 viReplace P & H @ £ &
o gz .
B E1T010 MERKR) » e b (o) IRIEDAEERL TLL W e Esaaba T T
Py {mm .
Bl ' M=2 CH M=13.02
[ #2774 0N) Cirl+N [0 tarked Order:1 - 2 - 0- 0
Marked Atom: ¥= 0 Y=o z s 2 -
O EmL e cit0  |BH Lengihe 11 Angle="T  takipdb | IR T i Ai S * 847
SFERITINERLR) d . 1qlx.pdb L
£ BEZ#RHR) Tuac.pdb
B tsEFE©S Culss | 3htb.pdb
BEEATTREA)... 3 al_slab.cif
BAL3(0... Crl+W - au.cif
ILEIJI T
o TRANEA V- HE).. ;_“—"ah;'tf
BRI VEA VTR © '“:C- Z
A V=) @ SMILES.. ‘5‘; _at )
th TPANETIRR .. [ EEX(0).. e :'”E- fat |
IHAk- HE) » Samplsj‘?{]l,{sj c:_ cc_||:mn1.mo 2
ch4.mol2
¥ #8E230)
EE FEIRTFATEIM —

pio_ab.com
propylenexyz

)
VU winmostar copyright 2008-2025 x-Ability Co., Ltd.



https://winmostar.com/jp/manual_jp/html/operation/createsystem.html
https://winmostar.com/jp/manual_jp/html/operation/createsystem.html
https://winmostar.com/jp/manual_jp/html/operation/createsystem.html
https://winmostar.com/jp/manual_jp/html/operation/createsystem.html
https://winmostar.com/jp/manual_jp/html/operation/createsystem.html

I1. 512 D=7

1. W—)L\—DYILI\H5Quantum ESPRESSOZ=EIRLUE T,
. M (P—=0J0-8E) #zO0UvIULET,
3. StERMZEEHEI IO, TUZFTa TJILICERIDIMEMESIEVWEI UV I UET,
PDFRARIVTPICEIEBEOBSENAHIRUET ., MEFMEBEEINFELE] ERREINES
OKZO O UwIULET,

B8 X

[ E &N\ Y | Quantum ESPRESS0 ~| [¥
- GAMESS

REOLATIIFTUICEREETT.

24 l!.-_ ESPRESSO
JSRIEFIE Cubic FTY.
— TR Fd-3m (227) TF.
G-1-2-0 FEELzTH
¥=4073175 ¥=4.073173 2= 1357723
186 Angle= 45.54236 Dihedral= * Lper= "~
[FL(Y) N Fo)l
3 { \ ~'-) Winmostar X
) BFNERINELE

@9 | : =X

m[z winmostar copyright 2008-2025 X-Ability Co., Ltd.



I1. 512 D=7

1. {zEFD)\> RIBEEXE DT BIHC# of bandsz50% morelcEEUFE T,

Properties®DOS. PDOS/Lowdin charge. Band structure. Charge Density (C
FIVvIZANTKT,

3. WinmostarT/\> RigiEZz N9 IRICHERIZH. Use Bravais-lattice index(CF T v
D W\WNET,

@ Quantum ESPRESSO Workflow Setup = O X
Preset SCF + (modified) #oflobs: + 1
[JEnable parameter/structure scan  Confia...
1st job ¥
| Task Energy v toff 35.0 0.0
: (Suggest: 44Ry)
Charge [e] 0. A (CIManually specify cutoff eneray Phonon (DFPT)  Disabled v,

# of bands 50% more Monkhorst-Pack v @ Use Bravaisattice index 3
Spin Non-polarized
Pseudopotential Properties
Type Al @0oos Charge density (] Phonon DOS
: PDOS Lowdin — Potential/
Functional Al v a e ] Work finc (") Phonon band
Pseudo fle  pbe-*rrkjus_psl. *.upf v @ Band structure [ Dielectric func [ JNMR

mﬂ winmostar copyright 2008-2025 x-Ability Co., Ltd.



I1. 512 D=7

1. Pseudopotential®TypeZz=USPP. FunctionalZzPBE. Pseudo filezpbe-n-van.upf(C
ZELUFET,

— Type&Functional TPseudo fileDZ#EIRIENKRSNET . Pseudo filedFRieHh S#EIN

—_ N~

TS v) LA S NEREIEE TE 3 A EEIEPseudo fileziZIR LU T2,

— BORT2vILT7AILOBIIUTEWGEE(EA > R b—=)LEEDQuUantum ESPRESSO-T
SAR=IRZ2TINVESIR U T IZE0,

2. BEHIBRFZZEELFXI., (RECEAETY)

@ Quantum ESPRESSO Workflow Setup — O X

Preset SCF +  (modified) #oflobs: 4+ 1

[_JEnable parameter /structure scan

1st job +
| Task Energy ~ 35.0 0.0
| Charge [e] 0. ("I Manually specfy cutoff energy Phonon (DFPT)  Disabled
# of bands 50% mare ~ Kpoints  Monkhorst-Pack ~ B Use Bravaisdattice index
(5x5x5)
_N Spin Non-polarized
> Pseudopotential Properties
|/ Type USPP v @oos Charge density [_]Phonon DOS
: PDOS Lowdin Potential/
Functonal  PBE ~ GGA [} charge 0 Work func (") Phenon band
Pseudo fle  pbe-n-van.upf v @ 8and structure [ Dielectric func  [(JNMR

m winmostar copyright 2008-2025 x-Ability Co., Ltd.

10


https://winmostar.com/jp/installation/
https://winmostar.com/jp/installation/

e KkRZDRAE

Brillouin Zone®Monkhorst-PackiE&(C KD ENERZFAEE UIZVMGE (XL T DFEETIRIET D,

OQRFEMNAELUIZVES : PrecisionZzZE 3 3, (K pointsD T (CHEIFNFTREND. )

QN <A LIZWNSEES  : Detailsz2/Uw L. BasicYJDK_POINTS% [automatic
(by Spacing)] (CEE L. (Spacing)DEZHET D,

QEMAM(C AN UIELEE : Details® 27w L. BasicyJDK_POINTS% [automatic] (C
ZEL, TD2DTDANBDIEZAEET D,

@ Quantum ESPRESSO Workflow Setup = (m} X

Preset SCF + (modified) #oflobs: + 1 @ Quantum ESPRESSO Keyword Setup — (] X

[[)Enable parameter/structure scan ~ Config.

ist job = & Preset

Task Energy v
Dthers Preview Options Properties Pseudopotential

(Suggest: 44Ry) - RISM (1)
Charge [e] 0. [ | Manually specify cutoff energy Phonon (DFPT)  Disabled v ' Basic ® @ DFT4U e NMR/EFG MD Dipole Corr ESM
# of bands 50% more Kpoints  Monfhorst-Pack v (@ Use Bravais-attice index |
(5%5x5) | restart_mode Automatically set v @ setibrav = 2 and celldm
Non-polarized

Spin —
o eertics calculation scf v| ecutwfc 35.0
T v ity (O 3
ype Al @oos @ Charge density (] Phonon DOS ¥ ot bands Speify nbndRelative’ ~  Ecut for US/PAW Spedify ecutrhofecutn v
) PDOS/Lowdin  (— Potential/ - | # valence bands: 4] (Density)
Functonal Al 8 oo Uork func ~ (JPhonon band il ¢ ; 6 315
Pseudo fle  pbe-*rrkjus_psl. *.upf v @ 8and structure [ Dielectric func  [(JNMR
9,

nbnd(Relative) 50

Precision Medium & ® Details... @ ® _POINTS  automatic(by Spacing)
® (Spacing) [A~-1] 0.50|

—
b

Reset... Import... |¥ Export... 0K Cancel

(O tprnfor [ tstress 1 1

m winmostar copyright 2008-2025 x-Ability Co., L



HE BITROFNTSVILI7AIVBHEDERWES

STBEUREUWIEBICSENDIINTORRICHBEIBDHNT > vIL I 71 I)LAREINDIRVGE (L
TOWITNHDIRIEZEITUET,

© @EURBERT>ZvILI7AILZAFL. V=) | BIZEEZE | 518 | Open QE pseudo
directoryz2-Uw 2o L. RWeIAISFICT71I)ILZ2IE— bi@ko

@ @EYIRENRT>ZvwILI 7 ’I’JI/D‘Z%%(gi’il@?]ﬂ’)b@?"’ﬂlﬂ@‘fd\%ﬁud)ﬁb\f LEIT DT 71ILN
I SNRVWGEE. W= | IRIBERE | 518 | Open priority listz2oUw 2oL, B#icans
KO TIEEZENMULE T, 'j’l’)lzl\jj REUTTIZRIURYD (*) ZFHTEET,

® Quantum ESPRESSO Workflow Setup ™~ «+ > RJ TDetailsz 2o U v T LUL.
Pseudopotential 57 (CH& L. %m;%ODFlle%“:ﬂEIBIJ (CEIRUET,

@ Quantum ESPRESSO Workflow Setup 0 X Basic Advanced Spin/DFT +J Phonon NMR/EFG MD Dipole Corr ESM
RISM (1) RISM (2) Others Previe w Options Properties Pseudopotential
Preset SCF ~  (modified) #oflobs: + 1 |
| Mass Default v Pseudo Directory pseudo in QE's directo
[C)Enable parameter/structure scan ~ Config
| Pseudopotential (Type) All
1st job + 1 -
(Functional) All v Open Pseudo Directory
Task Energy 35.0 0.0
‘ (Suggest: 44Ry) | (File) (Manual) v Download Pseudo Files. ..
Charge [e] 0. [ Manually specify cutoff energy Phonon (DFPT)  Disabled
Reload Pseudo Files Open Priority List
# of bands 50% more v~ Kpoints  Monkhorst-Pack v @ Use Bravais-attice index
(5x5x5) Open Pseudo Files
| Spin Non-polarized v
3 Mass Functional ~ Relativity
Pseudopotential Properties
- — Si 28.085 -val
Type All Boos 8 Charge density (] Phonon DOS "
|

pbe-n-van.
e-nl-kjpaw_psl. 1.0.0.UPF

il
| | . B
| Si.J
PDOS/Lowdin  (— Potential/ | Si.pbe
Functonal Al B e O Work func Sisbe rl-rius_ps. 10.0.0°F
| - Si.pbe-rrkj.UF
Pseudo fle  pbe-*rrkjus_psl. *.upf - @ Band structure [ Dielectric func Si.pbe 'T'HJDE w.UPF
| Si.pbe-van_gipaw.UPF
Si.pbes: H’H{JDE v_psl.0. 1.UPF
= Si.pbesol-n-rrkjus_psl.0. 1.UPF
Predision Medium v [JMetal Si.pw-mt_fhi. Ll?pp_p
Si.pw91-n-van.UPF
Si.pz-n+jpaw_psl.0. 1.UPF
Si.pz-n-rrkjus_psl.0. 1.UPF
RESEE. Import... ||| Export... Reset ort.|si pz-vbe.UPF oK Cancel | B Run
Si.rel-nhe-ndinaw n<l.0. PF - d

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 12



HE I\> REBIEDI\ADIRE

IV RBED/\RZRET DHEFUTOXD(CEIFLET., (REBCTEAETY)

1. Detailsz27 U v o LU. FHUL/ZQuantum ESPRESSO Keywords Setup™> -+ > RO T
Properties¥ %2 w2 L. PropertiesdOBand structure plotDiT= 20 JwvOULET,

2. Set default k-path®F v oZ4L. TOADHET/ A ZRELEIT . ERX(EQuantum
ESPRESSOMK_POINTSDOER (CEVLNE T, HFHRmDSANJL(EQuantum ESPRESSOD -1 >
A b—=JLT A )L Ddoc¥Brillouin_zones.pdf(CENMNTULNE T, )

3 . %ﬁ%fféo K%O |J W 0 L/ 35 a_o | @ Quantum ESPRESSO Keyword Setup ‘ _ O % |

— Preset
@ Quantum ESPRESSO Workflow Setup = (=] X
| Basic Advanced Spin/DFT+J Phonon NMR/EFG
Preset SCF +  (modified) #oflobs: 4+ 1 RISM (1) RISM (2) Others Preview Options
[JEnable parameter /structure scan Config | Properties
1stjob - E Band structure plot < 1
|| @ Dos plat N
| Task Energy v 35.0 0.0 | B PDOS plot/Lowdin charge \ Flnv
| - = (Suggest: 44Ry) s (] Fermi surface
Charge[e] 0. (JManually specify cutoff energy onon (DFPT)  Disabled v | | O Dielectric function
# of bands 50% more v~ Kpoints  Monkhorst-Pack ~ (@ Use Bravaisattice index | @ charge density
(5x5x5) | B Charge density (AE)
Spin Non-polarized v [ spin density
‘ Pseudopotential Properties | [[J) wave Function
— STM T K_POINTS G 20
Type Al @oos 8 charge density (] Phonon DOS = iy - >g< 20
PDOS /Lowdi Potential/ [ Potential 2 [_) set default k-path W 20
owdin otential — -
Functional Al ] charge O Work func [_JPhonon band (] Potential 4 K20
- B (O Phonon b gG 20
‘ Pseudo fle  pbe-*rrkjus_psl. *.upf @ Band structure [ Dielectric func  [(JNMR () Phonon DOS L20
U220
w20
Precision Medium v [OMetal Details... 1 L2
Reset... Import... |v Export... 0K Cancel

Reset... | Import Export... oK 3 h
m winmostar copyright 2008-2025 x-Ability Co., Ltd. N 13




e BED>ITICHULEHLNSUEZELUEWES

BE(CHT UTZSCRETE - BsmBbetB(ICE L. BhSIRBEEREZEHR UTZWFETOX

SICEBFELET, (REBTEARETY)

1. M D—97J0-8EZI7Vv oL, [ aIZzRTUEIN? | ERRSNESE@EWZE
OUw O U, sTEMRD D ESCREtBEFR 2 (IBERBILETEDEE D A LY Z &R UOKZ D
w2 UET,

2. TaskZz [NSCF] (CZE U. PropertiesCELHUIEWER(ICFTVIZANTET,

3. OKZOUw I L3I DEED 1> I*"j‘C‘%ﬁ%’J UwIULEY,

@ Quantum ESPRESSO Workflow Setup — [m] X

[CJEnable parameter /structure scan Config...

A

ist job | I T
Task NSCF 35.0 0.0
Charge [g] 0. [CIManually specify cutoff energy Phonon (DFPT)  Disabled v

# of bands 50% more v Kpoints  Monkhorst-Pack v Use Bravais-attice index

(59N)

Spin Non-polarized

\ Pseudopotential Properties
Type uspp B oos @ Charge density [ Phonon DOS
PDOS Lowdin — Potential/
A 8 oroe O

Functional  PBE v GG @il () Phonon band
’ Pseudo file  pbe-n-van.upf v @ 8and structure [ Dielectric func  [JNMR
Precision Medium v [JMetal Details...
Reset... Import... IV Export... oK Cancel

m winmostar copyright 2008-2025 x-Ability Co., Ltd.

14



II. sTRED=RT

(UE—hF2aTdnBaEICCESICEATLSIZEEN, )
1. Quantum ESPRESSO Workflow Setup™> - > ROETFTDOK=ZIIUW I ULET,
2. DIATDFET« > ROTRITZI IV IULET . /\wITS5T> RTWinmostar Job
ManagerhicE# U, ARDKSRENIYV—ILD 4 > ROAMHIRL. STENHEIBEINET,

@ vaomz = 8 X
O CORYTIITEET .
= Winmostar/JM Execl 2025/03, X +
J0454 Quantum ESPRESSO
total cpu time spent up to now is
KA C:¥tools¥cygwin_wm¥opt_win¥QuantumESPRESSO_7. 1¥bin¥pw.exe

i R 2 2
OVE-hRuvTIatemT STEnELE S B 2h oF  ele
total cpu time spent up to now is

Computing kpt #: 22 of 202
total cpu time spent up to now is

Computing kpt #: 23 of 202
odes=1:ppn=%\WM_NUM_PROC% total cpu time spent up to now is

oe Computing kpt #: 24  of 202
total cpu time spent up to now is

| Computing kpt #: 25 of 202
total cpu time spent up to now is

Computing kpt #: 26 of 202
total cpu time spent up to now is

| D271 N OfFFE T ERITURG
|

#of MPIProcs |1

Computing kpt #: 27 of 202
total cpu time spent up to now is

PER74 4% work

I3 ORIV 3Y)

WE: AN ITF7AILEED TEE UEWVEESPUE— M—CESTIE-UTERLEVWESR. 3T D%
EY 4> ROTI7AIDREESITEEFURBVNCF T v IEANETE UV I LET. (RERICtEsE
FUREWESRIZAI | OSITIN | BIRENEEEI ALY | RunzEIUv I ULET,

YU winmostar copyright 2008-2025 X-Ability Co., Ltd. 15


https://winmostar.com/jp/tutorials/V11/RemoteJob_tutorial_1(ProjectMode).pdf

I1. 512 D=7

1. XA>2D04>ROICERDE GTEETHRTEBUVEREA) . 20519 MRARIVUZ(CQuantum
ESPRESSO Workflow Setup™ - > ROTERE U I TDIEET AILINRRENET,

2. DFRRIVYCIZEBNICERVIDIER T ALY (workl_QE_SCF) WAL T 7 A ILAFEINE
I PFRERIVFPDLEICEZDT EZMER TEET,

IUF) \EE FRL BTNV QM MD EF(S) TFRAVA) Y-KM Fa-RUTIHY)  P4UEIW)  ALT(H)
e A B B - @ 0 [ B & YW Quantum ESPRESSO « [V B | [« 3M/E@

A% - @@ D H % % ahon o B L B & F & &
¥ BiR{E-E703 15k = work1_QE_SCF AN 7274 )L (pw.pwin)
700k A7E [II N=2 Si2 M=56.17

| Marked Order: 2 -1-0-10
Marked Atom: X=1.357725 ¥= -1.357725 2= -1.357725
Length= 2.351649 Angle= * Dihedral= * Lper= *

[@® si_scf ALL END

um)
oo

g &

¥ Jo¥iht

VEEZ2)NH (5i_sch) Options ¥
A 0] WaE
[©® work1_eE_scF END

A
oy

QB < O

| Thisal (workl QE_SCF)

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 16



I1. 512 D=7

1. STEOETRRCIECU T, 7O P FBRERI VTP ORI A VS TEIEED A )L DIREEN
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workl _QE_SCFEUFETY) Z#0UvwIULFT,

2. 733> CCharge Densityz2oUw U335 &, BENWLUIEHNHRNIZOEWinmostar
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