VN winmostar Fa1—kU7)

Quantum ESPRESSO
ESM-RISMi&

V11.12.0
202555H28H 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/basic
https://winmostar.com/jp/seminars/
https://winmostar.com/jp/faq/
https://winmostar.com/jp/support_jp.php

=

M%%%Eﬂ‘ectwe Screenmg Medium-Reference Interact|on Site Model (ESM-RISM) &
TEIBEULFET ., AIRSITDEFREZPBEFBIER. DIV NSV T NBERT > S v )L &2/
DFTCEt&U. Li+, PF6-1 A ETHFOEE 3. RFT>2 S v IRILF—FZRISMATET
BUET, ‘“DE (MOL) 77’]’)|/0)4’FEE$J||E(¢THF0)5'72|§§_C/Tbi@'

051 t Pair Distribution Fun o @ solvent Charge/Enes gfoI = o X

Path:  C:¥winmos 11¥UserData¥al_thf_esmrism, wmp)
| C:¥winmos11¥UserData¥al_thf_esmrism. wmp)

ScF Path:  C:¥winmos 11¥UserData¥al_thf_esmrism.wmpjdata¥work]_QE_SCF
v.pwout |
‘ Uncheck All ‘ mmmmmmm

3
ET&'

140
13.0

120
ne
100
9.0
8.0
7.0
6.0
50
40
30
20
10
00 ==——=T

0.0 20 40 6.0 80 100 120 140

Distance [A]

Radial distribution functi

| -10.0 00 100 200 30.0
I - 2 coordinate [A]

Show Setting Refresh  Options...V Draw Close | | Show setting

pat=Y==U
o ARETHENIBMOLIT 71 ILOERRFIEEEEF (all-atom) EFIJLICREENZET .

o kemDEDA, )\ RE BRT>SvILDEE., Hy hATIFRILF—. smearingl&(35tE
faRCBZEERAFT T, R"F1—hMITPIILTEISICHRRZEISTEDLD. BEZELLEE
NEZHWET,

€ Quantum ESPRESSOMDEtBEFEMUSTEFRERNETDFF UL ERHAE. ROBHESEZIEL
=L\, https://giita.com/xa member

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


https://qiita.com/xa_member

EFIRIRERE

« Winmostar V11.5.0lF=FIAE U DedbidRiE=CFIAADAS(E. CygwinWM 2023/04/05
JIN\==g > BIEEA A =)L, BIEBETFEUTLSIEE0N,
— 2023/04/05)\—=37 S BEDCygwinWMIC (F#EE2)N—=3 > (7.1) D64bithiRQuantum
ESPRESSOM AR SN TLET,

o FEICEIBURWGES. FREHEE)\—23 2 BSNOQuantum ESPRESSOZEFIRA UEULVA
(Z. Al&EWindowshRQuantum ESPRESSOD 1 > X b—)LEIREBSTENMNETI,

— IR, ESM-RISMEtEDZEITIC(E. EISO> YV —>7 AMRDQuantum ESPRESSOA Quantum
ESPRESSO 7.1 EMNNETT,

« MOLTZ7AI)LZEMUEWMEEEF IS —1 7)ILZSRUTIIEE0,

- VESTAZFIHATE?H(E. V=)l | RIBHECERSY T DCube I 7 IIDFRRICHEPE 1 —
DEERICFTvoZ AN, 20935 LINRFTDCube Viewert-1> X ~b—)LUJZVESTA
(DVESTA.exeZTEIRUE I,

—  Winmostar Viewerh*E X7/2Cube T 7 1 )LDZFRRICH G U TULVRWESHVESTAOFIHZ R UE T,

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


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/html/winmos/solid/winmos_qe.html
https://jp-minerals.org/vesta/jp/download.html

Winmostar V110OE{EET—R

V11 2E@EITaS I ME—RET7AMIVE— RD2DDEMEFE— RHRHABRSNTLET,
AETEIOZT U ME—RTOREREZRERUF T,

@ winmostar (PREMIUM) W11.0.1
JrfllB EEE ERLD FRM QM MD BfE FRAVA Y-O Fa-bUTW w4UEW) ALTHD

Dew-0d- BB GH-0O O F G Wi TR

RE - @ @D & H% % b e & E @ 20>x 9 ME—R vihi#ae

¢ st — | I—HRELDT 7 (I EBHT DL
[ #m709oh GhamiEsAn) R<ZaT)=EBETEEY,

0 $E70Ymoh @REREAT) HEAXNCCOE—RZHEREULUET,

@  #RI0Y Ok EMLESEA)
FIRFOT IO (Pl EA A=)

¥ Jodrst

TJ71IVE—R

I —Y(3ME < DT 7 A )& BR7REY (CAERk.
_|_> BEULFT . BIESEGVIOLH & —FE
T9,

27 I -
| AR 77 )l

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



I. B (MOL) J7 1 ILDER

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

2. JO>xT Y BMAIC Tal thf esmrism] EADUREZEIUYVIOULET,
VEAEE DIER S EDFHREDFET U OB FiREF 1 — b ZILESEB U T IEE0N,
CCTlE. BEODFAEE D 7 1IN STHFOWEE Z5idHAHE T,
3. I7A4)I | A4>Rk—b | SamplesI 71 | thf.pdbz o Jwv O ULET,

- EFEOI7AINZFHHFHADGEECOERETRODICTZAIV | T7AIVEA IR—BEFENET,
4. T7AI%&EAIR— NI 77O0 THEBEUTHEMAH=Z T IV IULET,
5. DFERARLUTVICATEDDFMHIRT D EZ2ERLUET,

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


https://winmostar.com/jp/tutorials/V11/MolecularModeling_tutorial_1%28OrganicMolecules%29.pdf

. @i} (MOL) J7 A1 ILODYERL

1. & (BB TEREIIDYT) 2OV vVIULET,

2. BEZEIDITOA> FDOTOKZOUYOULET,

3. BELWDIo 2 ROMIEMNMHIRLER. TIERCEGMNRESINFTLURL] ERRSNTES50KZ
OIUwIUERT,

4. Bl | Quantum ESPRESSO | MOLD 7 A )L &{ER% =0 WO LET,

Force FieldD(General) ZBEZEULFX Y (AETIEARE) ,

6. Charge®Use user-defined charges(CF T v O%JKM Generatez7JUJUw O UFET,

@ Generate MOL File O *

o

FFFFF field (General) |GAFF ~ | | Exception...

(C) Use parameters in displayed file

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




. @i} (MOL) J7 1 ILODYERL

. FESFT7OTNMBENES [thf amlbce gaff] EANUREZIUYIULET,
[Enter name of molecule] &EFRENES [thil EABDULOKZOUYW DI ULET,
[Enter permittivity | E&FRxSNeES [7.25] EAHDULOKZTOUYIOULET,
[Enter density] &FRSNES [0.8892] EAHNULOKZEOUYVIOULET,
[IEBICMOLD 7AILRERMRENFEUZ] EXRRENEE50KZI U I ULET,

(&R UTZMOLD 7 1 ILZMOLD 7 AILDFT 4 L KJICOE-ULFRITH ? ] ERRSNE
S5EWz0 )y IUET .

7. [EEBCOE—NFUEZ] ERRSNTES0KZIUYYIUFET,

oA WwN =

X C ClIpermittivity Edensity (CEBREZFER UE UEH, HEMDETENSEHIT B EE
_Jﬁb_Cﬁ‘ BHFNE(FWinmostarF1— U J7JL (LAMMPSZE /=(dGromacs) THEER C=E 9,

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


https://winmostar.com/jp/tutorials/index.html

II. ROEFVU>D

BEANIMRFAAFQEEREF 1 — b 7L SR U T IZE0N,
RISM7 UMESMETEDIRIESAIFQE ESMF 1 — MU ZESRUTLSIZEUN,

RS T 1R EXVEAEE DR T EDF M (EWinmostar 1 —H5~ = 1 77)L 5.¥EEEDIER G EES
BRUTCTLESV, CCTEBHFODFEEDT 7 1)L ZHRHFHAFTEE T,

1. 740 | A4>R—b | Samples77J | al_slab.cifzoUwv o UZEY,
- FEROIT7AINZHZHFHAOBEECOEBETRODICTZAIV | T7AINEA VR—NEFENET,
2. T7AIWNEAIR—NTAT7O0 THEUTHRIHAH=Z IV IULET,
3. DFHRRIVVICATEOBENEIRIT D CEEZHERUET ., (OASEEERITDERASTEBIE

ZwWER CEEI)
,,f‘l) __';{, )
= _J___“‘)/O @ )
? ~ 9 ’@ —Q —J)
Ji iif\)___ \)x*”’f -

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


https://winmostar.com/jp/tutorials/V11/QE_tutorial_1(Basic).pdf
https://winmostar.com/jp/tutorials/QE_tutorial_5%28ESM%29.pdf
https://winmostar.com/jp/manual_jp/html/operation/createsystem.html

II. ROEFVU>D

AKETEAETIN, BERSIMUEZHELF I, BIRAZ 1 —UTOHETEE UIZWRET
ZIERU. Rk | TRk | V) —T2MiiEBE (BIEZEE) REZERLTIZS0N,

ESMEF &= (E. BETFAILK * laue starting *, laus_expand *F—")—K (B{I :bohr) T/a 1% (RISM) DFEIEZIEET 5,
DEEHNZODLDIZHTEIND »  fl(Lz/2+aue_expand right) D 5 [ (F—HREB BN ERIZEA S,

ESMDHAEI= & B IR T

)

0 0 r 0 Lz/2 +

|

-

D L N [ [ 1

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

10



III. ;TR D=EIT
3% ESM-RISMODENMEMERZDAH7Z B & UTHRRIEDETEZ U< TERUVMFE(EP. 25(CEHFK T,

1. YIV)\H5Quantum ESPRESSO%EIRL. ™M (P9—PJ0O—8E) =20V IO UET,

2. [BEOILETU=ZFa J0)LICEBEAEETT ... EMUEITN? | ERXRRSINTESVLWWRZE
OUwIULERT,

3. K pointsZMonkhorst-Pack(Slab)(CZE L. MetallcF v %Z A1l. Pseudo filez
pbe-*rrkjus_psl.*.upf(CZEELZE T,

4. Details=2oUJUw/2oUFET, @ Quantum ESPRESSO Workflow Setup _ — &

Energy

| Preset SCF v (modified) #ofJobs: + 1 3
y.”f."i Guantum ESPRESS0 v (CJEnable parameter/structure scan ~ Config
- MOP&C
CNDO/S | istjob N e

~ | RepldGAMESS &) s L EE
Gaussian (Suggest: 29 Ry)

{1l (temp.| WWChem Charge [e] 0. () Manually specify cutoff energy on (DFPT)  Disabled
i AT 1
Gromacs # of bands Default v Kpoints  Monkhorst-Pack(Slab b-lattice index
Guantum ESPRESS0O (4x4x1)
‘l_ <

Spin Non-polarized
£=0 Pseudopotential Properties
Type Al (JJpos () Charge density [ ] Phonon DOS

— PDOS/Lowdin — Potential/ —
J e J Work func [__|Phonon band

Functional All

Pseudo file  pbe-*rrkjus_psl. *.upf Band structure [ Dielectric func  [(JNMR

Predision Medium v @ Metal Details...

(
‘ Reset... Import... IV Export... oK Cancel

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

=L



III.ZTEDRT

1. ESM45J%#3#IRL. assume_isolated = ‘esm’(CFTwvI% AN, esm_bcxbcl(CEE
LET,

2. RISM(1)577%&RU. trism=.True.[CF T v I%Z AN. SOLVENTSD1iTEHDMolecule
% | thf amlbcc gaff.MOL] [CEE U. 21TEH D Densityz [ 1] . Molecule Z
[Li+.oplsaa.MOL] . 31TEH®DensityZz [1] MoleculeZz [PF6-.oplsaa.MOL] (CZ

BUET,

| @ Quantum ESPRESSO Keyword Setup - ] X | @ Quantum ESPRESSO Keyword Setup - [m] X
|
| Preset v | | Preset
| RISM (1) RISM (2) Others Preview Options Properties Pseudopotential | Basic Phonon NMRJEFG MD Dipole Corr ESM
Basic Advanced Spin/DFT +U Phonon NMREFG  MD Dipole Corr ESM RISM (1) Preview Options Properties Pseudopotential
|
B assume _isolated = 'esm’ B trism = .True:
esm_bc bel 0. dosure ~ | nsolv 3
| |
| ] Enter Relative Potentia | | tempv 300. SOLVENTS mol/L
| esm_w 0.0 | ecutsolv 100 Density  Molecule
| solute_lj uff » -1.0 thf_am1bcc_gaff.MOL
| | 1 Li+.oplsaa.MOL
1 ‘PFﬁ—.oplsaa.MOL
| citation |
| |
M. Otani and O. Sugino, PRB 73, 115407, (2006). | Open MOL files

N. Bonnet, T. Morishita, O. Sugino and M. Otani, PRL 109, 266101, (2012).
Directory for MOL Files %CYGWINDIR %¥

Open MOL Directory

Reset mport Export... oK Cancel & Run Reset... Import. Export... oK Cancel &' Run

| -

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




III.ZTEDRT

1. RISM(2) 7 J Z#IR L. mdiisld_stepz [0.05] (CZEELFXFT. CDXRTIX.
mdiisld_stepZz/Na< T3 ETID-RISMETEZIREKRETBBRICENTEET, MMORT
RISMETEMNMINR URWEE(E. CDFTDEEERELTIIZEN,

| @ Quantum ESPRESSO Keyword Setup - O X
Preset v
| Basic Advanced Spj n NMR.[EFG MD Dipole Corr ESM
RISM (1) RISM (2) iew Options Properties Pseudopotential
laue_expand_right 50. rism3d_conv_level 0.1
| laue_starting_right 0. rism1d_maxstep 50000
| laue_buffer_right 8.0 rism3d_maxstep 5000
| laue_expand_left -1.0 rism1d_conv_thr 1.d-8
| laue_starting_left 0. rism3d_conv_thr 1.d-5
mdiis 1d_size 20
| (DJRun only 1DRISM mdiis 1d_step 0.05|
mdiis3d_size 10
mdiis3d_step 0.4

Reset... Import Export... [I] Cancel ﬁ, Run
mﬂ winmostar copyright 2008-2025 X-Ability Co., Ltd.




IIL.GTED=ET

1. STBREZEZEUCGIEZE<E T IEROVGEEFFEIROLSICEHEELET,
— BasicYJ TK_POINTS% [gammal (CEE
— Advanced”“ 7 CTconv_thrx [1d-5] (CEE

— RISM(2)% 7 Trismid_conv_thrz [1d-6] . rism3d_conv_thr%z [1d-4] (CZ&
58

X EESRVWSEDOETERRBIE 105 TIEEIEE. BEURBSX105 THDEE ERD
ga_o

| @ Quantum ESPRESSO Keyword Setup - m] X | @ Quantum ESPRESSO Keyword Setup — m] X . @ quantum ESPRESSO Keyword Setup - [m] X
|
| preset ] v ‘ ;' = v | preset / 1
e — — —— ———
RISM (9 jers Preview Options Properties Pseudopo Vl) RISM (2) Others Fr‘lew Options Properties Pseudopotential Basic Advanced NMR/EFG MD Dipole Corr ESM
Basic +#J  Phonon  NMREFG  MD Dipole Corr | 7 Advanced  spnDFT+U ¢ Ga0 wlMREEG  MD Dipole Corr ~ ESM RISM (1) RISM (2) N I Options Properties Pseudopotential
|
— — || -l
restart mnf\ e le set v [Jsetibrav = 6 and celldm e ﬁnv_ﬁwr 1d-5| / I \gaussian v laue_expand_right 0. N\ il rism3d_conv_level 0.1
| — _— _— e —
calculation |s:f ~ ecutwfc 50.0 ’ 4d-5 \ m !Qaugl 0.02 laue_starting_right 0. rism1d_maxstep 50000
| (Suggest: 29 Ry) | l 1
| #ofbands Do not specify v Ecut for US/PAW Specify ecutrhojecutn (. 5d-4 mixing_beta 0.3 | | laue_buffer_right 8.0 rism3d_maxstep 5000 / — o —
(# valence bands: 6) (Density) S — |
| 6 1 450 | 0.25 mixing_mode plain | laue_expand_left -1.0 rism1d_conv_thr 1.d6 » L
Yl o i ” e Sculthojecutnfc 9. | electron_maxstep 100 vdw_corr |None v | laue_starting_left 0. rism3d_conv_thr L4 (N T -1
| K_POINTS |gamma ( |t_charge 0. | nstep 50 (] Use input_dft 8.0 mdiis 1d_size 20 \l— —
| 031§ - m=d-cupations smearing ~ ]| 100 nax1/2/3 Default v | | [DJRunonly 1DRISM mis 1d_step 0.05 {
| |
YeKPOI! 75_*!1571 none | diagonalization david ~ 0.50 | mdiis3d_size 10
| none | I diago_david_ndim | ‘ mdiis3d_step 0.4
| _— | _—
‘ (O tprnfor [ tstress | [ spline_ps all ‘ ‘
| [ Set default k-path ! (Jla2F (for pw.x) = .true. () use cell_factor 3.0 ‘
I [Jnosym  [Jnoinv |
| |
| |

| |
| Reset. Import. Export... oK Cancel &' Run ‘ Reset. Import Export... oK Cancel &, Run

4 L 4 L 4

iREset‘.. Import...  Export.. [I] Cancel | @ Run
Ulll winmostar copyright 2008-2025 X-Ability Co., Ltd. 14




III.ZTEDRT

1. Quantum ESPRESSO Keyword Setup™ - > RO TFDOK=EIIUwW I ULET,
2. XAVT—IHFRRENTES0KEIUYOL [IUBERGELUEITH] EFRrSNeEsS@EWEo Uy
JUFEY,

3. Quantum ESPRESSO Workflow Setup™>-r > ROAETDOKZIIWVIULET,

4, BUXYET—HRRESNESOKZOUYIU [MIBERELEIN] EXRRSNESEWED

w2 UET,

5. (UE—=FZaTdnBEEEFKICCESIEATLSIZEL, )
TITD™E I > ROTRTFTEIIUVIOULEYT, \vwood
77> R TWinmostar Job ManagerD\t&2&hL. O—)L>30
DHBEFAERDOLISRENI YV —ILTx > ROAHIRU.
STENRIEENET.

HE: ANWT7AILEBEDTEIELEVWEEPUE— M—/NCBSTOE—UTERLUEVWESFR. 23T D
ET1 > ROTIFZFAINDFREFEERSITERTURWNIF T VIR ANETEIUYVIULET, REFERICGGTERE
TURWBEEI7ZIL | OOk | BRENEEETAIVS | Runz2O U I LET,

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


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

IV JE;EEE Acs

O—RL23T (CHONS>T2aTdERT) ODBEFROR—Z(TEATLSES),

1.

2.

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

AA>T4 > RODIEEDT A IS Tworkl _QE_SCF&EHZ' w7 LControl Remote
Job/Serverz=2JJw I ULZEI,

ME(CIGU TtailZx7/z(3Get & Open Log FileTZDEEm0OT0 J 7 1)L =R LUET .
ME(CIHU TGet &0pen Log FilebADYZIUwIL., UTDREZEITUET .,

— Plot Energy : SCFOIR)LF—Z{b=mEsR (FFHl(EP.19)

— Plot 1D-RISM RMS : 1D-RISMODRMSOD’7“‘4|3%EEW FXHA(ZP.17)

_ Plot 3D-RISM RMS 5 O)3D(Laue) -RISMDRISMOZAL %R (3H4H(ZP.18)
2% Closez 0 Jw /I UET, D et s el o ST

ion  Job  Queue Options

pbs_example Manage... ¥ Test Connection...
¥ FO¥db
2 » sakamaki@}72.27.31.114 Queue: :PBS
PEZET4L4 (al_thf_esmrism) oponsy |1 | @ A ‘
EH ArRE ‘ M kamakifal_thf esmrism/workl QE_SCF/ ;
@ vorkl_QE_SCE DIIN 5 tail ‘ il "
d Open Coordinate (Initial) ! fiilimianEs
8 Run.. qsmml-ﬁﬂl stat ‘ gstat 9 pbsnodes -a | Direct Con\ r'_
iter. 1716 (g-h-1)= 1.409E-02 nbox= 6 T= 1600.00K ~
Show Keyword Setup ; a} S N
ot -
. Show Job Setting { e
&5 Control Remote Joby/Server. ; ;
ThHi g
PUYS GO ™ 5,0, Comemand for Job SubriRsion o
¢4 Coordinate (it Show Result of Job Submission gﬂgméf‘ Iy finished
o o 5
& show in Explores Receive All Remote Output Files... od W S k aki ,,r | th n/wark]_0E SEF,"
i . n zet p out G H¥U rDa; f. #aT_tAf _esnrism. wnpidata¥work] _OE_SCF¥pw. pwout
Open Remote t qult
Open Remote stderr idiﬁé.?w.p '
Delete Remote Working Folder.. >
Delete...
&1 Show in Explorer Clear Log

16



IV JE;EEE At

1. X204 > RODEET A IS Tworkl QE_SCF=2o w2 LFPLO53>T1D-RISM RMS
Changez=2YUwvw /2O UZEY,

2. IREIUIRRASIEREICRMSHVNE K IRD TWBC EZHERUE T, IREBILIANS/NE L RBDITAE
BZZRIINSETELTVWS ST,

3. RMSHVNEL 12D TLVRWEEIFETEZHIFT L (Winmostar Job Manegern5i%=9 3> 3
7%EOUy5w5mW59Uu0),J%xﬁ%ﬁﬁbtﬁrﬁﬁ%iﬁbi?o

1D-RISM RMS Chan — ] X
¥ F0¥rdk ® noe
FEE 7414 (al_thf_esmrism) Options ¥ Path: C:¥winmos11¥UserData¥al_thf_esmrism,wmpjdata¥work 1_QE_SCF¥pw.pwout
©» vorkl_QE_SCF RUN ‘
1.00e-4

KERRI DA Z2TCKD
c > 100 & DTS ITDERFNRRDFET

RMS

T332 (work1_QE_SCF)

'd Coardinate (Initial)

'd Coordinate (Final)

Log : 1.00e-7
Log (Extracted)

[ scr Energy Change

'1' ADRISMAMS Change oo

E 3DLaue-RISM RMS Change for Last Step

'= Show in Explorer

1.00e-6

1.00e-8

0.0 500.0 10000 15000 2000.0 25000 30000 3500.0
# of iterations

; Show Setting Refresh Options... ¥ Draw Close

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 17



IV JE;EEE At

1. XA>04 > RODEET A IS Tworkl QE_SCF=oIUw o LFPHOS3>T3D/Laue-RISM
RMS Change for Last Step--z=z2 o Uwv I ULET,

2. RMSIRAZ[CINSLK DO TWVWBD T E&MERLE T,
3. RMSHYRENT DIRENS LD TVWRWEE(IESTEZHRIL. STERFZREU CTBESTEZE
TUERT,

(@ 3D/Laue-RISM RMS Change = O X W
v Foviak I
PEZE 24114 (a)_thf ssmrism) Options ¥ | Path: C:¥winmos11¥UserData¥al_thf_esmrism.wmpjdata¥work1_QE_SCF¥pw.pwout
E=24 1) 1ARE A—
& workl_QE_SCF END(-)
i
£ > ‘

KERRI DA Z2TCKD
DTS ITDRRFMNEIRDFT

PH23s (workl_QE_SCF) |

':j Coordinate (Initial)
':j Coordinate (Final)
Log

Log (Extracted)

RMS

50 100 15.0 20.0 250 300 350 400 450

L% 30/aue-RISM RMS Change for Last Stet
# of iterations

=1 show in Explarer
Receive All Remote Output Files...

SCF Energy Change
[% 1D-RISMRMS Change ‘ I— ‘ 1.00e-3
|

| | Show Setting Refresh Options... ¥ Draw Close

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 18



IV JE;EEE At

1. X242 RODEEIT A IS Tworkl QE_SCF&EZ'Jw 2 ULFPHIS 3> TSCF Energy
Changez=2YUwvw /2O UZEY,

2. Estimated accuracyMR4 (NS IR TWVWBRC EZERUET,

3. Estimated accuracyMEENI T DR E/ NS IRD TULVRVWSE(FETEZP U ER4ZREL

CBESTEZXRTUEY,

¥ Fodizik @ SCF Energy Change _ o
|
TEFEZ#)14 (al_thf_esmrism) Options ¥ | Path: C:¥winmos11¥UserData¥al_thf_esmrism.wmpjdata¥work1_QE_SCF¥pw.pwout
E=3 0] 1RRE I— | Property Estimated accurac
& workl_QE_SCF ENDI{ - ). |
| 1.00e-2
|
[ = . — —_p R
‘ S 100e3 Xﬁmﬁ“éé"ﬂ’\//](uﬁ@
£ > u.; AN an N
— S s DS TORFNERDET
TH37 (work1_QE_SCF) g
o
d Coordinate (Initial) | ‘:E 100e5
'd Coordinate (Final) E
Log A 1.00e-6

Log (Extracted) /

o] SCE Eneray Chanas....i o
4 1D-RISMRMS Change
E 3D/Laue-RISM RMS Change for Last Step
d Show in Explorer

1.00e-7

0.0 1.0 20 30 4.0 5.0 6.0 7.0 8.0 9.0 100
# of SCF Cycles

| | show Setting Refresh Options... ¥ Draw Close

Receive All Remote Output Files. ..

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



V. fEREET

O—HIL>3T (CHOXYS>TTaTwET) DOBEEIROR—(EATLSIZE,
1. ¥EE T A IS Tworkl_QE_SCFDIREENEND(-)ICZ(t L= Sworkl QE_SCF%/ w7
LTh5. 7933 >TReceive All Remote Output Filesz oUW o UZET,

2. TUE—M—/\DESE2TOENT7AIVZEELEIN? | LRSS Weo Uy o
L. 7MLV E— M —)IDNSERXSNDETTHEEFT .

¥ JOdizdtb
. _ == X
{EF 744 (al_thf_esmrism) Options ¥
¥ b é’ [ UE-R-IHS 2 TORN TP LERELET A7
> workl_QE_SCF END( -} 1
£ >

TH4 3 (workl_QE_SCF)
':__‘ Coordinate (Initial)
{__1 Coordinate (Final)
sl Log
Log (Extracted)
SCF Energy Change
< 1D-RISMRMS Change
E 3D/Laue-RISM RMS Change for Last Step

'= Show in Explorer
. Receive Al Remote Quiput Files... ... 8

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



V. fGRAET SRR FREIHBIBEIEL

1. AA>T4> RODIEEIT A IS Tworkl _QE_SCFEo Vw2 ULFPIS3>TSolvent Pair
Distribution Fuhcz2oUwv 2o UXE9,

2. TargetCaH{LUIZWERICF TV IZ ANDrawz o Uy U9 3 CHEEREENHIRUET.
JRFDZRIZRANDIZE(IRONR—ZDFIRICIEVEELUE T,

3. Obtain Chemical Potentialsz=Z w293 ECSVIER TRENBHITRILF—MHEHhEn
X9,

e — I
v 203hl | @ Ssolvent Pair Distribution Func = (m] X
] I
1EZE 72 )14 (al_thf_esmrism) Options ¥ Path: C:¥winmos11¥UserData¥al_thf_esmrism.wmpjdata¥work1_QE_SCF

/ I | C:¥winmos 11¥UserData¥al_thf_esmrism.wmpjdata¥work1_QE_SCF¥pw.pwout
£ HAE |
Uncheck All
@ work1_QE_SCF END { ’ -
\l 140 Target
130 @ ci/thfici/thf
) g — ClAhfclithf @ ci/thfhijthf
= 11-0 c1ithfh1/thf 8 c1/thfiol/thf
. ! $ o — clihfolihf 8 cithfic2fthf
‘é 970 — clihfc2ihf @ ci/thfica/thf
PHuaL (workl QF_SCF) = — clihfc3thf c1fthficafthf
S 8.0 = clihf.cd/thf @ ci/thf:h2/thf

1 Coordinate [nitial) & (| 3 70 — clihfh2ftht @ cijthf:h3/thf
d Coordinate (Final) _Z 6.0 clithf:h3/th SR .m i enic
T = 5.0 — c1ihfhd/ithf =
Log L . — c1AhEhSHhf [_J Calc Coor Num around
Log (Extracted) s * c1Rhfh6/th oy

: 30 . c1AhEh7/hE
SCF Energy Change | 20 1AhEhathf
- cv J X

[+ Charge [Energy Profile | 10 W - h1ARFh1ARE Obtain Chemical Potentials. . ¢
S 1D-RISMRMS Change l 0.0 = — hiithfolAhf
[ 30/Laue RISMRMS Ch — tste/ i 0.0 20 40 6.0 8.0 100 120 140 — h1/thfc2/thf J

aue ange for Las r | " 1
| Distance [A] = h1/thf.c3/thf

|E Solvent Pair Distribution Func . |
E Solvent Charge/Energy Profile by ! Show Setting Refresh Options... ¥ m
NTORA Fhmrmn Plimbib e v |

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

N

21



V. R @i (MOL) J7 A ILDRFAERETTE

PLUF(EWinmostarz €5 —DRIICEEEFN T D ER(CIRIETEET,

1. V=)L | BEESEZ UV oL, 5tEHSYTDSolid | QE MOLI 71 JLVA I AILS DOpenz
OUw oL, BIRESE D« > ROEFv oIV ZOUY I UTHUET,

2. BFELHERANIZVWMOLT 71 J)LZEWinmostarlC RSwI 7> RROvVvIUET,
3. OO0 MEBEAUTCI 7N ERKZD YO UET,
4. W—)L)\—DISNIV/E ﬁ%%ﬂﬂka%@'%ctﬁ??.%ml')7_0§?%%ﬁ€; CEEX9I,

7D/10h% RCRDTZWEEEI 7 | BiAESZTOSTI hERK |
-¥al_thf_esmrism.wmpjz2oJwvoULET,

w4 FALER
) -
» FoAgLE . .
gial \ca/hf
¥ ¥—J|ESPER \’ ‘b
, LwedinBE 7T h2/thf

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 22



V. #ERE#FR 09I 71 IILDR

1. X204 RODEEIT A IS Tworkl _QE SCFEUwW O ULFPIS3>Tlog (OF
J71)LDOEX) F£/zldLog (Extracted) (O TJ71ILDOELR) =o0Uv oL, OTT7

1 JLMBSAIRS T dDTotal energy. RISMOZIEST —I%=ERLET .

¥ Z0i1ab
P'EEZ2 )14 (esmrism3) Options ¥

EHF {ERE I
« workl_QE_SCF END

<

Fhia% (work1_QE_SCF)

d Coordinate (Initial)
d Coordinate (Final)
e Log

>
I| Log (Extracted) [ (
lag” \l_

SCF Eneray Change
(< 1D-RISM RMS Change
(% 3D/Laue-RISM RMS Change for Last Steg

= Show in Explorer
Receive All Remote Qutput Files. ..

I @ Extracted Log (C\winmos11\UserData\al_thf_esmrism.wmpjdata\work1_QF_SCF\pw.pwout)
Program PUSCF v.7.1 starts on 17Mar2025 at

Parallel ver=sion (MPI), running on

End of 1D-RISH calculation

3:33:35

10 processors

convergence has been achieved in 3940 iterations

Chemical potential of solvation
thf_amlbcc thf_amlbcc Closure

GaussFluct

Li+ Closure
GaussFluct

FFe— Closure
GaussFluct

Total Closure
GaussFluct

Li+ thf_amlbcc Closure
GaussFluct

Li+ Clo=sure
GaussFluct

PFe— Closure
GaussFluct

Total Closure
GaussFluct

FF6— thf_amlbcc Closure
GaussFluct

Li+ Clo=sure
GaussFluct

PFe— Closure
GaussFluct

Total Closure
GaussFluct

End of Laue-RISH calculation

convergence has been achieved in

0.
-0.
-0.
-0.

0.
-0.

0.
-0,
-0.
-0.

0.

0.
-0.
-0.
-0.
-0,

0.
-0.
=0
-0.

0.

0.
-0.
-0.
Estimated max dynamical RAM per process »

239105E+02
876785E+01
193181E+01
227228E+01
140790E+01
407767E+00
233866E+02
114479E+02
238234E+02
280222E+02
351562E+06
35156 2E+06
351621E+06
351621E+06
828269E+02
872011E+02
173625E+02
S02866E+01
351621E+06
351621E+06
351566E+06
351565E+06
375395E+02
612736E+02

Total number of solvent (in expand-cell)

L e LY o ocn7?In

kcal mol
kcal/mol
kcal/mol
kcal/mol
kcal mol
kcal/mol
kcal/mol
kcal/mol
kcal/mol
kcal/mol
kcal mol
kcal mol
kcal/mol
kcal/mol
kcal/mol
kcal/mol
kcal/mol
kcal/mol
kcal mol
kcal mol
kcal/mol
kcal/mol
kcal/mol
kcal/mol

106.89 MB

22 iterations

Export...

Close

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

23



V. EREER BEEE/IRIVF—Dh

1. AA>T4> RODIEEIT A IS Tworkl QE_SCFEoOUwW 2 ULPPOS3>TSolvent
Charge/Energy Profilez2' w2 ULET,

2. TermsTHHRILULIZWEBICF TV OZ ANDrawzoUw 930S IMEIRLET,

3. ¥z, IR ZEARELUIEVEE(E. 7933 > TRISM Charge Distributiont>RISM
Density Distribution, RISM Potential Distributiont2o w2 UZE9,

¥ 2OThh (@ solvent Charge/Energy Profile - O X
VERE 7214 (&l _thf_esmrism) Options ¥ i Path: C:¥winmos11¥UserData¥al_thf_esmrism.wmpjdata¥work1_QE_SCF
E=4.01 1RRE
© work1_QE_SCF END ‘ _ B /I
\ | :; 0.0 — Terms
. 8 Totchg (e/4) |
E ) — Totchg (e/A) B Avg v_solvent (eV) \l
s 40 Avg v_solvent (V) B Avg v_solute (&V)
c — Avg v_solute (eV) @ Avgv_total (V)
i & s 60
E — Avg v_total (eV) @ Totrho_ci/thf (1/A
PHug (workl_QE_SCF) s 80 — Totrho_cTithf (1/A B ) Totrho_hifthf (..
s — ) Totrho_h1ihf (1/A | B\ Tatrhn n1fthfl
{1 coordinate (Initial) 2 = -100 — ) Totrho_ol/thf (1/A
d Coordinate (Final) z -12.0 ) Totrho_c2ihf (1/A [ Plot accumulative density
|| ' — ) Totrho_c3hf (1/A
i log [l & 140 — ) Totrho_ocdithf (1/A (D Plot density as moljL
Log (Extracted) I =z 160 ) Totrho_h2/thf (1/A
SCF Energy Change W = ) Totrho_h3#hf (1/A
= -18.0 =— ) Totrho_h4ithf (1/A
(< Charge/Eneray Profile T ) Totrho_hSithf (1/A
(¥ 1D-RISMRMS Change . ::' =200 — ) Totrho_h6ithf (1/A
| = -10.0 0.0 100 200 30.0 — ) Totrho_h7#hf (1/A
*+ 3D -RISM RMS Ch for Last Stey | o -
(5 Do =Ll 1 [l F 2 coordinate [A] — ) Totrho_hSAkf (1/A
E Solvent Pair Distribution Func |
= |
% Solvent Charge/Energy Profile . [N | | Show Setting Refresh Options... ¥ m
FITORA Thnmrmm Fiimbeib e :_- - 4

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



e : EMFHEER DI HEETREETE

X ANR—TDFRIFE(FHD < FTESM-RISMETEBHROE#EZBIN E L. THREEE TOETEE

ITONIRRNDTTERLSTZE0N,

1. YIL)\H5Quantum ESPRESSO=EIRL. M (D—22J0—8&%E) #z0UvIUET,

2. [HREOCTILETUZSa TILICERAEIETY...EB|MUEITN ? | ERXRRSNTESVWWRZE
OIUvIUERT,

3. K points’z [Gammal . PrecisionZ [Extra-low| (CZEE L. MetallCF T v I%Z AT,
Pseudo filezpbe-*rrkjus_psl.*.upf(CZEELZET,

4. Detailsz2' v OULET,

. ESM&AJ%3ER L. assume_isolated = ‘esm’'(CF T v I%E Arl. esm_bcEbcl(CZEE
LET,

6. RISM(1)%5 J%&IR L. trism=.True.[CF T v % A. SOLVENTSD2/TEDDensity
Z [1]1 . 3iTHDDensityz (1] (CEEUFET,

7. RISM(2)5 J%3i#IRL. rismld_conv_thr%z [1d4-6] . rism3d_conv_thr%z [14-4] .
mdiisld_step%& [0.05] (CEEULFET

8. P15(CEHFT,

Ul

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 25



mmi%(C

o BHLBEDFFHZERANIZWAIETI—UY Y= 7)LEaSB LU TLIEE0N,

Docs » Winmostar ™ 2—H2= 2 7)1

Winmostar MI—47=a7JL

SIE. WinmestsriTM)HEREEDBIE - IBMEEIENTITOET, FEDRMERL 5
it’;"( = 17, lijﬁ“@@'

winmestar(TMPTEAISD TRDAIE K -2 F 288l T,

TR JJZZ 3N ¥'®i”]! M?J VBS(E BEEFINTOS L<B3EH - M5
TNza—Fr20%

o BEFz—UTIL
E§.Hl‘ (TEE o

- 3 EEDHN - RIFRE
-4 Ex’lﬁikﬂ)ﬂﬂ

- 10 B OTE:
o U K< BIEE  FSTa—TL

1—Y<Y—=a17)L Winmostar uﬁ_”AODJ_LE

« REODANBDEZBZHLENDAIE. WinmostariBE AEEE. WinmostarE:EEE.
= ) (14IEIBIJ.=§“AGDEE%7&_7I‘%T<T =0\, (GEH(ZP.2)

o AEBEORNFTED (CEEMEFRVEEF. FILLDDEMZSRUL TSN,

« X<HBIEMTERLULAWNGS (., [BFROEE - BEEDIZSH. BSESGEIA—AIC. RESD
ﬁﬁﬁ&c‘:%@ﬁkiﬁ%éﬂf? M)V U TER ST,

Bt

m winmostar copyright 2008-2025 x-Ability Co., Ltd. 26


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

	スライド 1: Quantum ESPRESSO ESM-RISM法
	スライド 2: 本書について
	スライド 3: 概要
	スライド 4: 動作環境設定
	スライド 5: Winmostar V11の動作モード
	スライド 6: 溶媒（MOL）ファイルの作成
	スライド 7: 溶媒（MOL）ファイルの作成
	スライド 8: 溶媒（MOL）ファイルの作成
	スライド 9: 系のモデリング
	スライド 10: 系のモデリング
	スライド 11: 計算の実行
	スライド 12: 計算の実行
	スライド 13: 計算の実行
	スライド 14: 計算の実行
	スライド 15: 計算の実行
	スライド 16: 進捗確認
	スライド 17: 進捗確認
	スライド 18: 進捗確認
	スライド 19: 進捗確認
	スライド 20: 結果解析
	スライド 21: 結果解析　溶媒原子間相関関数
	スライド 22: 結果解析　溶媒（MOL）ファイルの原子名確認方法
	スライド 23: 結果解析　ログファイルの確認
	スライド 24: 結果解析　溶媒密度/エネルギー分布 
	スライド 25: 補足：動作確認のため軽量な設定
	スライド 26: 最後に

