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About This Document

« 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.

« 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 from Contact. 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/en/manual_en/html/faq/faq.html
https://winmostar.com/en/support_en.php

Overview

« After Structural Optimization of the Indigo Molecule Using MOPAC, Calculating the UV-Vis
Spectrum with CNDO/S.

Procedure Overview: 0
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Note: -
- Semi-empirical molecular orbital methods that introduce approximations to the Hartree-Fock
method can be calculated rapidly, but they may differ from experimental values, both

quantitatively and, in some cases, qualitatively.

- If higher accuracy calculations are desired, please refer to the introductory tutorials for
GAMESS, Gaussian, and NWChem.
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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.
For operations in File Mode, please refer to CNDQO/S tutorial for V10.

@ 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
el 1.+ @ @ D & HD % reenm e 2 48 @& | Project Mode New Features in V11

¥ Recentprojects

Froject Status Project mode Tutorial & Manfgial

Users can manage jobs without having to
profact (5 Croate ew Project (30)- manage individual files.

forSetup

tohuens 0 crestenewproject (2)... : We generally recommend using this mode.

® Create new project (SMILES)...

¥ Project

e i‘j 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. System Modeling

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

B. Enter 'indigo' for Project name and click Save.

@ winmostar (PREMIUM) V11.5.6

File Edit Select View QM MD Solid Add-On Tools Window Help
Le~-0 d-8 BB -0 © Q [ [ @ sove
BementH 1v + @ @ O & H % 9% | Fragment -CH ~ | Reph

¥ Recentprojects

Project Status Project mode

propytens ALL END ‘[‘Qj Create New Project (3D)... (

U:j Create new project (2D)...

©) Create new project (SMILES)...

¥ Project T
ji tFile)...
G 3 Create new project (Import File)
Name Status ‘ File mode (V10 compatibility mode)
@ Mew project — O >
o an i 4 |
Location (@) Arbitrary folder C:¥winmos1 1¥Nata v | Browse...
(O Last opened folder C:¥winmos 11¥UserData
(O UserData folder C:¥winmos11¥UserData¥

Description (Optional)
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A. System Modeling

For details on creating an initial structure, please refer to Molecular Modeling Organic
Molecules Tutorial.
In this section, we will load an existing molecular structure file.
A. Click File | Import | Sample File |[indigo.mol.
-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.
C. Verify that the desired molecule appears in Viewport.

@ Ciwinmos11\UserData\indigo.wmpjdata\indigo.wmpj - Winmostar (PREMIUM 1qb.pdb -
File| Edit Select View QM MD Soiid Add-On Tools Window Help  Tluso.pdb Import File >
(B NewProject. Ctrl+Alt+N h-m e 0 & 3htb.pdb ] [+ |Lat
New Project with Current Model... al_slab.cif
K Open Project... cueat-0  |WH % 96 | Fregment -CF  auci % o° i
Open Recent Project s o eusibat — Do you want to discard the current content and load a new structure?
» bisapc.dat ——
Project N=2 CH M=13.02 " —_—
[y NewFile cuten | Marked Order. 1-2 - g4 c60dat pwords
) Marked Atom: X=0¥=02  caffeine.dat —————
(1 OpenFil... Cl+0  |H3 | ength= 1.1 Angle=* Dihe A dinates . . P
: 5 ca_fec_prim.mol2 Digcard and import file Cancel
Open Recent File @z OzMat
~ L] chd.dat _ -
ks Reload a chdmol2 i -
B saveFile Ctri+s [C 00000 _0.0000__0.
ch4_resp.dat Ho1.1000 0.0000  0.(
B saverileas
ch4_vapor_am1bcc_dreiding_gromacs.wmm =
&3 cueW B €h4_vapor_am1bee_dreiding_lammps.wmm
=
h Import File... coo2.cif
Import Recent File » O p2zrcl2.gm:
Import ® SMILES.. cu.cif
M Export File... [J Structural Formula... dbt.dat
Export » SampleFlle dia.mol2
[§ Getlnfo o ethanol_am1.mol2
[ Openin Text Editor o) fecif
€ Showin Explorer ferocene.gms
it L graphene water_graphene.mol2
mn

ice_hexagonal.cif

indigo.mol
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B. Execution of Calculation
(MOPAC Structural Optimization Calculation)

A. Select MOPAC from Toolbar's Solver.

B. ™ Click Workflow Setup.

C. Click OK at the bottom right of MOPAC Workflow Setup window.
D. In Job Setting window, click Run.

w Help
(@ MOPAC Workflow Setup — a

I mpm @ Preset ' Optimize v #ofJobs: | + D .
GHDD S ble parameter fstructure scan Config...

nent -CHS epla GAMESS & |
Gaussian N — ]l =

T - W NWChe m ‘ » An | Tesk Optimize v Method | AM1 v Our
emporary File (temp.wmm) LAMMPS - -
_ Gromacs rge 0 v ultiplicity | 1 w
:“:_:.? -Mli _2%2'2? Guantum ESPRESSO » Ke

Details...

et | [t || B0 ¢
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B. Execution of Calculation
(MOPAC Structural Optimization Calculation)

A. In Project Area, once the status of workl_MOP_OPT in Working Folders changes to
END, click on workl_MOP_OPT in Working Folders, and then click on Coordinate
(Final) under Action.

B. Verify that the structure after optimization is displayed in Viewport.

¥ Recent projects tg work1_MOP_OPT Output File (mop_tmp.arc)

Project Status N=30 CI1BNZH1002 M= 262.27
L0 Marked Order 30 -1-10- 0

© indigo ALLERE | Marked Afom: X= 2614377 Y= 3.357467 Z= -0.286204
0o Length= 4.864702 Angle= * Dihedral= * Lper= *
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Working Folders (indigo) Options ¥
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—y
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d Show in Explorer

Oﬁ@ﬁ ra

Charges Avallable: Mulliken (Qtot=0.00,Qrms= 0.184)
Dipole momemt: 0.005 Debye
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C. Execution of Calculation (CNDO/S Calculation)

A. Select CNDO/S from Toolbar's Solver.

B. ™ Click Workflow Setup.

C. Click OK at the bottom right of CNDO/S Workflow Setup window.
D. In Job Setting window, click Run.

@ cNDO/S Workflow Setup — O X
Preset |UV-Vis ~ #ofJobs:  + D .
v ﬂelp Enable parameter [structure scan Config...
Solver | GNDO/S v| 4 = =
MOPAC \I
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ent -CH3 S | & &£ S : aeo
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Cha Multi
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of i Quantum ESPRESS0O
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Reset... Import... |[¥  BExport... 0K <
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D. Results Analysis

A. In Project Area, once the status of work2_CND_UVVIS in Working Folders changes
to END, click on work2_CND_UVVIS in Working Folders, and then click on MO &

UV-Vis under Action.

B. CNDO/S UV-Vis Spectrum window appears, displaying each peak's excitation
energy (eV), wavelength (nm), and oscillator strength (f). You can modify the width
of the blue curve spectrum by moving Broadening scrollbar.

¥ Project

Working Folders (indigo) Options ¥
Name Status
wor k1_MOP_OPT END

G work2_CHD_UYVIS END

Action (work2_CND_UWVIS)
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Troubleshooting and Additional Resources

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

E .
. 1. Introduction

manual

1.1. About quotation

this manual

(((((((

Winmostar User Manual

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

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

m winmostar copyright 2008-2024 X-Ability Co., Ltd. Powered by ChatGPT-4 11


https://winmostar.com/en/manual_en/html/introduction/introduction.html
https://winmostar.com/en/manual_en/html/faq/faq.html
https://winmostar.com/en/support_en.php
https://winmostar.com/en/manual_en/html/introduction/introduction.html
https://winmostar.com/en/manual_en/html/introduction/introduction.html
https://winmostar.com/en/manual_en/html/introduction/introduction.html

	スライド 1: CNDO/S Basic
	スライド 2: About This Document
	スライド 3: Overview 
	スライド 4: Operating Modes of Winmostar V11
	スライド 5: System Modeling
	スライド 6: System Modeling
	スライド 7: B. Execution of Calculation  (MOPAC Structural Optimization Calculation)
	スライド 8: B. Execution of Calculation  (MOPAC Structural Optimization Calculation)
	スライド 9: C. Execution of Calculation (CNDO/S Calculation）
	スライド 10: D. Results Analysis
	スライド 11: Troubleshooting and Additional Resources

