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About This Manual

« This manual is a tutorial demonstrating use cases for Winmostar V11.
« For those using Winmostar V11 for the first time, please consult Beginner's Guide.
« For those who wish to explore the details of each feature, please refer to Winmostar User Manual.

« Those who wish to practice the contents of this manual are encouraged to attend a training
session.

— Winmostar Introductory Training Session:This guide only introduces the operation methods of
the Basic Tutorial.

— Winmostar Basic Training Session:We will cover the theoretical background, explanations on
interpreting results, operational methods of the Basic Tutorial, and procedures for some
tutorials beyond the basic level.

— Individual Training Session:You can freely customize the training content according to your
preferences.

« If you are unable to proceed with the operations as outlined in this manual, please first
consult _Frequently asked questions.

« If your issue is not resolved through the Frequently Asked Questions, for the purpose of
information accumulation and management, please contact us using Contact page. Attach files
generated at the time of the issue and provide steps to reproduce the problem.

« The copyright for this document is held by X-Ability Co., Ltd. Any copying or duplication of the
content in any form without the express permission of X-Ability Co., Ltd. is strictly prohibited.
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https://winmostar.com/en/tutorials/BeginnersGuide.pdf
https://winmostar.com/en/manual_en/html/introduction/introduction.html
https://winmostar.com/jp/seminars/intro/
https://winmostar.com/jp/seminars/basic
https://winmostar.com/jp/seminars/
https://winmostar.com/en/manual_en/html/faq/faq.html
https://winmostar.com/en/support_en.php

Overview

« This tutorial demonstrates an Effective Screening Medium (ESM) calculation using an
aluminum monolayer (slab) as an electrode. The boundary condition representing a
vacuum-slab-metal system (bc3) is applied.

« XBecause of the implementation of ESM in Quantum ESPRESSO, the boundary of the
input supercell is internally mapped to the center of the simulation cell. This is illustrated
in the figure below. 1 |

slab metal

Using the PBE functional and ultrasoft pseudopotentials, we first perform a constant-N
calculation (with no applied bias), followed by a constant-u calculation with an applied
voltage of 0.5 V. These calculations allow us to analyze the electronic structure and
charge distribution of the Al slab under bias. We also confirm that a potential difference of
approximately 0.5 V appears between the slab and the virtual electrode (metal).

constant-N calculation\ constant-u calcu/ationX Analysis of ]

w/o applied voltage Applied voltage: 0.5 V results
Note /o app g / pp g

« The choice of k-points, type of pseudopotential, and cutoff energy can impact the
calculation results. In this tutorial, settings with reduced accuracy are used to obtain
results more quickly.

« For a detailed explanation of Quantum ESPRESSQ’s calculation methods and settings,
please see the following article from our company:https://qiita.com/xa member
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Preference of Operating Environment

« For users of Winmostar version V11.5.0 or later on a 64-bit environment, please
install and configure CygwinWM version 2023/04/05 or later.

— The CygwinWM version after 2023/04/05 includes the recommended version of 64-bit
Quantum ESPRESSO.

« If the above does not apply to you or if you wish to use a version of Quantum
ESPRESSO other than the recommended one, you will need to install and configure
Windows version of Quantum ESPRESSO separately.
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Operating Modes of Winmostar V11

V11 offers two operating modes: Project Mode and File Mode.
This manual focuses on operations in Project Mode.

@ winmostar (PREMIUM) V11.5.6

File Edit Select View QM MD Solid Add-On TJools Window Help
L e~-0 -2 B R - © O [ [ @ sover MOPAC v M2
gl 1.+ @ @ D & H % % Femrow  ree @ 4 5 @ & | Project Mode New Features in V11

¥ Recentprojects

= — p— B Users can manage jobs without having to
profct (5 Creste hew Project (30). manage individual files.

forSetup

toluene 0 crestenewproject (20).. : We generally recommend using this mode.

® Create new project (SMILES)...

¥ Project

e K3 Create new project (Import File)...
Options

File Mode

Users explicitly create and manage
individual files.

The operational procedure is the same as
from V10 and earlier versions.

File mode (V10 compatibility mode)

D Create New File...
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A. Modeling of the System (constant-N calculation)

« Please refer to QE Basic Tutorial for the basic operation method.

A. Launch Winmostar and click on Create New Project (3D).
If Winmostar is already running, click File | Close first.

B. Enter ‘al_esm' in Project name and click Save.
@

Winmostar (ELITE/MAC) V11.12.0

File Edit Select Viev QM MD Solid Add-On Tools Window ielp
-0 d-2 BB bO-06 0 HEH & s
BementH 1+ + @ @ D & H % 95 Fragment -CoH5 v it

¥ Recentprojects
Project Staty ijECt mode
cuse | [} Create New Project (3D)...
naclch ALLE
raphite vdw ALLE [j Create new project (2D)...
h ALLE
test ALLE ® Create new project (SMILES)...
Ii'] Create new project (Import File)...

@ New project — O X
Project name
Location @) Arbitrary folder Browse...
(O Last opened folder C:¥winmos 11¥UserData
(O UserData folder C:¥winmos 11¥UserData¥
() Users¥Public folder C:¥Users¥Public¥

Description (Optional)

Save
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A. Modeling of the System (constant-N calculation)

« For detailed instructions on creating the initial structure, please refer
to Winmostar User Manual section 5, 'Methods for Creating Initial Structures'.

A. Click File | Import | Sample File | al_slab.cif
- If you wish to load a different file at this stage, use File | Import File instead.
B. In Import File dialog, click Discard and import.

File Edit Select View QM MD Solid

Add-On Tools Window He

@ New Project... Ctrl+Alt+N
New Project with Current Model...

Ctrl+Alt+0

Open Recent Project L4

k=& Open Project...

Project 4
[Q MNew File Ctrl+N

1 Open File... Ctrl+0
Open Recent File »

£ Reload
Bl saveFile Ctrl+S

B

Close Ctrl+W

|’_1‘| Import File...
Import Recent File »
Import

(M ExportFile...
Export »

E{f Get Info

VN winmostar

- @ Q [§
H % 9% Fragnent -

=]
=]
MN=2 CH M=13.02

:] Marked Order:1 - 2 - 0 -

Marked Atom: X=0VY¥=02
Length= 1.1 Angle= * Dihed

@ SMILES..
I@ Structural Formula...
Sample Flle
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1aki.pdb

1glx.pdb

1uao.pdb

3htb.pdb

al.af

al_slab.cif

au.cif

au_slab.cif

bisapc.dat

butane.xyz

¢ 100h202.xyz

c60.dat

caffeine.dat
ca_fec_prim.mol2
ch4a.dat

ch4.mol2
ch4_h2o_solution.mol:
ch4_resp.dat
ch4_vapor_amilbcc_dn

ch4 vapor amlbcc dn

Import File

Do vou want to discard the

[ [ Digcard and import

X

current content and load a new structure?

file Cancel
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B. Execution of Calculation (constant-N calculation)

A. Select Quantum ESPRESSO from Solver in Toolbar and click & (Workflow Setup).
If asked whether to convert to a primitive cell, click No.

B. Change the K points setting to Monkhorst-Pack (Slab), enable the Metal option,
and select pbe-*rrkjus_psl.*.upf in Pseudo file.

C. Click Details

@ Quantum ESPRESSO Workflow Setup — O X
Preset SCF v (modified) #oflobs: 4+ 1

() Enable parameter /structure scan

1st job 1
Task Energy toff energ 50.0
(Suggest: 29 Ry)
Charge [e] 0. ("I Manually specify cutoff energy on (DFPT)  Disabled
# of bands Default v Kpoints  Monkhorst-Pack(Slab Jattice index
(4x4x1)
Spin Non-polarized
Pseudopotential Properties
Type Al (Joos () Charge density [_] Phonon DOS
— PDOSLowdin  — Potential/ —
Functional Al ) Frmss ) Work func [__|Phonon band
Pseudo file  pbe-*rrkjus_psl. *.upf Band structure [ Dielectric func  [_JNMR
Predision Medium v @ Metal Details...
Reset... Import... Iv Export... OK Cancel
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B. Execution of Calculation (constant-N calculation)

A. Select the ESM tab, enable the assume_isolated = 'esm' setting, and change the
esm_bc parameter to bc3.

B. Click OK
C. Click OK, then make appropriate settings in Job Setting window before clicking Run.
"’ @ Quentum ESPRESSO Keyword Setup ' fﬁ“
. |
o | Adcnd | mbrrat [ thmn | e | 10 | Dodeomr | B,

B assume_isolated = ‘esm’

esm_bc

esm_w

Citation

M. Otani and O. Sugino, PRB 73, 115407, (2006).
N. Bonnet, T, Morishita, O. Sugino and M. Otani, PRL 109, 266101, (2012).

Reset... Import Export... II(_ un

N

VUL winmostar copyright 2008-2024 X-Ability Co., Ltd. Powered by ChatGPT-4




C. Modeling of the System (constant-pu calculation)

A. Click Select | Select All.

B. Click & (Modify Selected Group) | Change Optimization Flags of Group and then
click Fix.

- In the charge optimization calculation, the structure optimization routine is reused.
By assigning fixed optimization flags to all atoms, the atomic positions are held fixed
while only the charges are optimized.

Change Optimization Flags of Group x
Fiz or Free?
Fix Cancel

VU winmostar copyright 2008-2024 X-Ability Co., Ltd. Powered by ChatGPT-4 10



D. Execution of Calculation (constant-y calculation)

A. The keyword settings required for constant-p calculations vary depending on the
version of Quantum ESPRESSO being used. To ensure compatibility, click # Preference,
open the Calculation tab, and select the correct QE version. Then click OK to apply the
setting.

(For Winmostar V11.5.0 or later with the default QE path, select “7.1” to use the
bundled QE 7.1 via CygwinWM. If you are using QE 5.2.1, select “<6.8")

@ Preference — O X

|
|
Basic Edit Calaulation view  Program Path ‘
|

(LAMMPS) =
LAMMPS Version Feb10,2021=< v (@ Merge identical types in LAMMPS data file
Program path 2%CYGWINDIR %¥opt_win () Allow free entry of pair_style and Potential File
(LAMMPS) ¥LAMMPS _205ep202 1¥bin
¥Imp_serial.exe
Solid
Distance tolerance for spgiib [A] 0.0001 QE pseudo directory pseudo in QE's directory
Warn calling Spglib if # atoms is more than 1000 C:¥cygwin_wm¥opt_win¥QuantumESPRESSO_
Default exensions (Quantum ESPRESSO pwin & pwout Open QE pseudo directory ‘
Default extentions (OpenMX) mxin &mxout Download pseudo files...
Open k-path file Open priority list
mpiexec (QE) Select ~  QE MOL directory ‘
%CYGWINDIR %¥opt_win¥MSMPI¥Bin¥mpiexec ... %CYGWINDIR %¥opt_win¥QuantumESPRESSO ... |
Options for mpiexec (QE) -np %WM_NUM_PROC% Open
QE Version +| [[]Use Pymatgen for Slab Buider |
<6.8 ‘
Program path (QE) %CYGWIND] g, X(EIS)
¥QuantumESs 8 to 7.0
¥pw.exe
Export... 0K Cancel Apply

Restore All Settings... Import...
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D. Execution of Calculation (constant-y calculation)

A.

w0

m

After the status of Working Folders workl_QE_SCF changes to END (blue) ,

4 Click
previous run?’, click No.

If asked to convert to a primitive cell, click No.
Change Preset to 'Optimize(Atom)’, The settings for the constant-N calculation will

be reset.

Click Details.

#oflobs: 4+ 1

@ Quantum ESPRESSO Workflowtup =
|
| Preset Optimize(Atom) (modified)

[CJEnable parameter/structure scan

(Workflow Setup) in Toolbar.. If asked 'Do you want to continue from

. Set K points to Monkhorst-Pack (Slab), and check the Metal option.

= ‘

1st job
| Task Optimize(Atom)
Charge [e] 0.

# of bands Default

Spin Non-polarized
Pseudopotential
Type All

Functional All

Pseudo file  pbe-*rrkjus_psl. *.upf

Reset... Import... |' Export...

Kpoints  Monkhorst-Pack(Slab

v 0.0
[ Manually spedfy cutoff energy on (DFPT)  Disabled
v c

(4x4x1)

50.0
(Suggest: 29Ry)

Properties

ice inde:

(JJpos () Charge density (] Phonon DOS
— PDOSLowdin — Potential/ =
)| oo [J Work func [__J Phonon band

[[)Band structure [ Dielectric func  [(JNMR
Precision Medium v @ Metal < Details...

oK

Cancel
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D. Execution of Calculation (constant-u calculation)

A. Select the ESM tab, enable the assume_isolated = 'esm' setting, and change the
esm_bc parameter to bc3.

B. Check the Ifcopt option, then click Enter Relative Potential.

C. You will be prompted to select the output file used as the Relative Potential. Open the
log file from the constant-N calculation folder (e.g., workl_QE_SCF¥pw.pwout). Then,
enter 0.5 as the Relative Potential and click OK. When the message “The reference
Fermi energy---" appears, click “OK”. Finally, note down the value assigned to fcp_mu
(e.g., “-0.27062") using a text editor such as Notepad.

@ Quantum ESPRESSO Keyword Setup = O X |

‘ Enter Relative Potential pod
Preset

Relative Potential [V]: ‘D.E

RISM (1) RISM (2) Others Preview Options Broperties Pseudopotential

Basic Advanced Spin Phonon NMR JEFG Dipole Corr ESM |

QK Cancel
@ assume_isolated = 'esm’ 8 Ifcpopt -
esm_bc bc3 fop_mu -0.27062

Enter Relative Potential. ..

esm_w 0.0

X

Winmostar

The reference Fermi energy, relative potential and target Fermi
Citation energy (fcp_mu) would be set to -4,182 eV, 0.500V and -3.682 eV
(-0.2706 Ry), respectively. |
M. Otani and O. Sugino, PRE 73, 115407, (2008).
| N. Bonnet, T. Morishita, O. Sugino and M. Otani, PRL 109, 266101, (2012).

(o)

Reset... Import Export... oK Cancel &' Run
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D. Execution of Calculation (constant-y calculation)

A. Click OK to close the Quantum ESPRESSO Keyword Setup window. Then, click OK
in the Quantum ESPRESSO Workflow Setup window. In the Job Setting window,
configure the settings as needed and click Run to start the calculation.

@ Quantum ESPRESSO Keyword Setup - O

X |
Preset v ‘
RISM (1) RISM (2) Others Preview Options Properties Pseudopotential
Basic Advanced  Spin/OFTHJ  Phonon  NMREFG  MD Dipole Corr ~ ESM |
8 assume_isolated = 'esm’ ® ifepopt
esm_bc bc3 fcp_mu -0.27062

Enter Relative Potential...

esm_w 0.0
Citation

M. Otani and O. Sugino, PRE 73, 115407, (2006).
N. Bonnet, T, Morishita, O, Sugino and M, Otani, PRL 109, 266101, (2012).

| Reset... Import Export... oK (
1)

N

Run

@ Quantum ESPRESSO Workflow Setup — O X
|
‘ Preset Optimize(Atom) v (modified) #oflobs: 4+ 1 |
() Enable parameter/structure scan
ist job +
| Task Optimize(Atom) Cutoff energy [Ry] 50.0
(Suggest: 23 Ry)
Charge [e] 0. 8 Manually spedify cutoff energy Phonon (DFPT)  Disabled
# of bands Default v Kpoints  Monkhorst-Pack(Slab, ~ (] Use Bravais-attice index
(4x4x1)
Spin Non-polarized
Pseudopotential Properties
Type Al v (Joos ([) Charge density (] Phonon DOS
— PDOS Lowdin — Potential/ —
Functional All ! thiage ) Work func |__|Phonon band
Pseudo file  pbe-*rrkjus_psl. *.upf ((JBand structure [ Dielectric func  [(JNMR
Predision Medium v @ Metal Details... (modified)
Reset... Import... l' Export... oK < ]

N
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D. Execution of Calculation (constant-y calculation)

Since the target Fermi energy (fcp_mu) is written in Rydberg units in the input file but
output in electron volts (eV) in the log file, it is important to check and note the value in

eV here.
A. Click Tools | Unit Converter

B. Set the physical quantity to Energy, change the left unit to Ry and the right unit to
eV, then paste the previously copied fcp_mu value into the left input field. The value
shown on the right represents the target Fermi energy for the constant-u calculation.

@ Winmostar Unit Converter — O X
Energy

-0.27062 = =-3.6819726729

Ry A ev

Close

VUL winmostar copyright 2008-2024 X-Ability Co., Ltd. Powered by ChatGPT-4
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E. Analysis of Results

A. After the status of work2_QE_Relax changes to END (blue) , In the Working
Folders section, click work2_QE_Relax, then go to the Action menu and select
Animation.

B. Change the Column setting in the Animation control area to “9” to display a graph
of the Fermi energy variation. Confirm that the value asymptotically approaches the
result obtained in the previous step.

File Edit Select View QM MD Solid Add-On Tools Window Help
B0 A2 B B -t © O [[§ & @ | sover Quantum ESPRESSO v [ @ H [%  Labelfcharge (Hide Label/Charee)

Bennf 1 - @ @ D B H % % Feoment 0w reel R 08 S & F

¥ Recent projects

tg work2_QE_Relax Output File (pw.pwout) ¥ Animation

Project Statu o :I;::( Q%,y=. 140_7.193_ - 313 [« <« » |> p Reload Options ¥
[® al_esm2 ALLE L] or
Marked Atom: X= 2.8634 Y= 2.8634 Z= 0 Speed ' [JLoop Open Viewer
— h LE cenglh= 2 9 a0y angle=  binedial=rtpere" STEP= 0 Etot= -19,82193843 Ry Charge= 0.0000 EFermi= -4, 182
qe naclcharge AL 5 = = -19,: y 'ge=10.! ermi= -4,
i EonsislntsiRoune &ists | pet) STEP= 1Etot= -19.82211181 Ry Charge = -0.008 1 EFermi= -3.76
live - STEP= 2 Etot= -19.82211715 Ry Charge= -0.0097 EFermi= -3.68
Frame | I /3
¥ Project
M Result bfgs convergedin 3 Aes and 2bfgss!

Working Folders (al_esm2)
Name

work1_QE_SCF
[o work2_QE_Relax

¥ Coordinates

Format Oxvz () Z-Matrix

Elem X Opt Y Opt Z Opt
T Al 0.0000 0 0.0000 0 0.0000 0
2 Al 2.8634 0 0.0000 0 0.0000 0

0.0000 0 2.8634 0 0.0000 0
0.0000 0

BT OQH

91—

Action (work2_QE_Relax) o
d Coordinate (Final) = i
B Log o] Items @ optFlag [ Charge [ IName [ |Spin Dent
Log (Extracted) X tho= 0.242872 g/icm3 s e PR i
a= 5.726800 b= 5.726800 c= 22.500003 opexes  ua el
SCF Energy Change

alpha= 90.00000 beta= 30.00000 gamma= 90.00000 Coordinate  2.8634 2.8634 0

Opt Flag 0 vio v L]

u Animation

| + 100%
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E. Analysis of Results

A. Change the Column setting in the Animation control area to “7” to display a graph
of the charge variation.

de~0 A2 B - 8 [§ & & sover cusntumEsPRESSO | ¥ @ = H & E‘Lﬂdﬂ\ﬂe(HideLabel/Oherge)
i @ @D H %K e ek R A B P W F

Recent projects =] work2_QE Relax Output File (pw.pwout) ¥ Animation
Froiect Statu N=4 Al M=107.93 343 4 > > > Reload Options ¥
— i | | [0 Marked Order-4-1-0-0 wiul LUl
= Marked Atom: X= 2.6634 V= 2.6634 2= 0 Speed ¥ (oo Open Viewer
U 88 Length= 4.049459 Angle= * Dihedral= * Lper= * TP 0 Ftore -16.82183843 Ry Ch 5.0000 B e
i . Constraints Found: 4 atorms (XV2) STEP - 1 Etot= -19.82211181 Ry Charge. 0.0081 EFarmiz 5,76
Draphite win ALLE STEP= 2 Etot= -19.82211715 Ry Charge= 00097 EFermi= -3.63
sihse ALLE
————————————
Frame | Bk |3

-
- o | Result  bfgs converged in 39cf/ Eard 2 bfgs steps
ing Folders (al_esm2) Options ¥ ~p p P y Y. |
Hame Status e J J J Plot Column |7 v Ig
work1_RE_SCF END o
workz QE_Relax END & & J

E = -0.009700000

0 o » Keywords
O ¥ Coordinates
Format  @xvz () Z-Matrix
It 0 o Ve ' Elew % Opt Y Opt 2 Opt
I &1 0,0000 00,0000 0 0,0000 0
2 41 2.8634 0 0.0000 O 0.0000 O
3 A0 0 0.0000 0

o 4 Al 2 0 0
n (work2_QE_Relax)
Coordinate (Final) = A4
Log o I « Items @optFag [ |Charge [_JName (_]SpinDen
(Extracted) rho= 0.242872 gfcm~3 = Index 4 A

a= 5726800 b= 5.726300 c= 22.500003 e — L il L

SCF Energy Change alpha= 90.00000 beta= 30.00000 gamma= 30.00000 Coordinate  2.8634 2.8634 0
Animation - n + o8 OptFlag 0 ~ 10 ~ 10 v
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E. Analysis of Results

A. In the Working Folders section, click work2_QE_Relax, then go to the Action
menu and select either Log (full log file) or Log (Extracted) (summary view). Check
the final values such as the total energy and Fermi energy for the Al slab from the log
output.

@ Extracted Log (C:\winmos11\UserData\al_esm2.wmpjdata\work2_QE_Relax\pw.pwout) ]

¥ Project
; " hartree contribution = 314.05513635 Ry
Working Folders (alesn2)  Options ¥ xc contribution - ~9 48666057 Ry
Name Status ewald contribution = 302.52606339 Ry
pot . stat. contrib. (-mulN) = =0.00000000 Ry
work1_QE_SCF END nvgrge:}ce has been achgegggsin 22 iterations
e Fermi energy is -3. ev
(@ workz_GE_Relax END tal ensrgy - -19 82211181 Ry
timated scf accuracy < 0.00000010 Ry
smearing contrib, (-TS) = -0.01528305 Ry
internal energy E=F+TS = -19.80682877 Ry
The total energy is F=E-TS. E is the sum of the following terms:
one—electron contribution = -627.27046697 Ry
hartree contribution = 31442451253 Ry
%c contribution = -9.458911794 Ry
ewald contribution = 302.52606339 Ry
pot . stat. contrib. (-mulN) = 0.00218022 Ry
convergence has been achieved in 12 iterations
Action (work2_QE_Relax) the Fermi energy is -3.6815 ev

total energy

estimated scf accuracy
smearing contrib, (-TS)
internal energy E=F+TS

-19.82211715 Ry
§.9E-10 Ry
-0.01529592 Ry
-19.80682123 Ry

d Coordinate (Initial)
1 coordinate (Final)

Wom A

The total energy is F=E-TS. E is the sum of the following terms:

2 Log one-electron contribution = -627.34237450 Ry
hartree contribution = 314.49654698 Ry

Loy PExtmiey xc contribution - ~9.48968131 Ry

SCF Eneray Ch ewald contribution = 302.52606339 Ry

7] i ALl pot .stat. contrib. (-mulN) = 0.00262420 Ry

H Animation convergence has been achieved in 21 iterations
bfgs converged in 3 scf cycles and 2 bfgs steps

[ Charge/Energy Profie Final grand-energy = -19.8221171480 Ry

= ) PWSCF : 3m30.97=s CPU 3md45 . 08s WALL

Show in Explorer This run was terminated on: 11:43: 0 20Apr2025
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E. Analysis of Results

A. In the Working Folders, click work2_QE_Relax, then select Charge/Energy
Profile from the “Action” menu.

B. In the Terms section, check only Tot chg (charge) and Avg v_hart+v_loc
(potential), then click Draw.

- Note that in this graph, z = 0 (the position of the slab) is centered.

@ Charge/Energy Profile — O X

¥ Project
Working Folders (al_esm2) Options ¥ | path:  C:¥winmos11¥UserData¥al_esm2,wmpjdata¥work2_QE_Relax
Hame Status
Select another esm1 file
wor k1_RE_SCF END /4— . and plot difference
I|@ work2_QE_Relax END \
N %‘ 4.0
2 20 — Totchg
§ 0.0 — — Avg v_hart+v_loc
wi
= 2.0
; 4.0
S 60
Action (work2_QE_Relax) g 80
2z
X coordinate (initial) > -100 Terms
1 coordinate (Final) £ -120 @ ot cho
Log % -14.0 (] avg v_hart
o
Log (Extracted) = -16.0 () Avg v_loc
O 180 B Avg v_hart+v_loc
SCF Energy Change :
o -20.0
H anmaton 100 50 0.0 50 10.0
[ Charge/Energy Profile Position (z axis) [A]
= Show in Explorer
Show Setting Refresh Options... ¥ m
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E. Analysis of Results

A. To plot the difference in charge or potential between the constant-N and constant-p
calculations, check Select another esm1 file and plot difference, then select the
wm.esm1 file from the constant-N calculation folder (e.g., workl_QE_SCF¥wm.esm1).

B. Click Draw.

@ Charge/Energy Profile - O X
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Finally

« For detailed information on each feature, please refer to Winmostar User Manual.

Indicates a character st

Winmostar User Manual Scenes from Winmostar Training Session

« If you wish to practice the contents of this guide, please consider
attending Winmostar Introductory Training Session, Winmostar Basic Training Session,
or Individual Training Session. (See page 2 for details.)

« If you are unable to proceed as instructed in this guide, please first
consult Frequently asked questions.

« If FAQs do not resolve your issue, for the purposes of information accumulation and
management, please contact us through Contact page, detailing the steps to
reproduce the issue and attaching any generated files at that time.
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