VN winmostar Fa1—kU7)

Gaussian
VCDANYD ML

V11.13.1
20255F9H1H BRSO r7EVUS o«

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

=

(-)-B-EFX2DFEMFMRE LT, FIILDFDOIAEEIEMALE ZAFT I DI HDIRIND FEED
—iETHBVCD (IRFH M. Vibrational Circular Dichroism) AR BIVZEETEUET,
B3LYP/6-31G* LNl ChEEegsE{b EVCDZ SO IEIREETEZITUNE T .

@ IR/VCD Spectrum (vcd_gaussianwmpjdata¥work1_GAU_OPT-IR¥gau.log) — O *
Freq Scaling [1.000 .|/ Edit | Selected Peak: [0. | oo | | [1fem ~ VCD Rot v [JReverse [AIR
1 111 0.083 ~ 4000 3500 3000 2500 2000 1500 1000 500 (1/em) 0
2 185 0.105 L 1 | L 1 L f h )
3187 0.080
4 207 0.001
5 228 0.010
6 206 0.147
7856 0.907
8 384 0.323
9891 0.702
10 422 0.688
11 454 0.483
124718 0.125
13 531 2.214
14 614 1.373
15 646 0.418
16 787  0.208
17778 1.850
19 803 0.372
19 835 0.101
20 867 3.B38
21 89 1.483
22 908 34.721 i
Animation Vector X Range |0 |- |4200 [“Reverse  Equal v| ¥: Scale|< > |05 | [ Reverse
Magnitude <€ > |1 Broadening < > Export. W Close

AER L ETEE OLEE) « BEEEHOZEVS (CKDENMKRESKEDDISZENHD XTI,

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



Winmostar V11OE{EET—R

Vi1(Z@EZaOSx P9 M E—RET7ALIVE—RDO2DOEEFE— RNMEHESNTWLET,
ARETETOZ T U M E—RTORBEREEHFEHUET,
J71)LE— ROBIEFEFVIODGaussianF1— hUZILESIB LTS IZE0),

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

ODe~0Ad-2 BB u-00 0E @ i we ™8k

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

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

0 $E70Ymoh @REREAT) HEAXNCCOE—RZHEHERELUET,

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

¥ Jodrst

Ip0 E —H 714 ILE—R
5 P J—H(HME%Z DT 7 1 )%= BEREY (CHERK.
_|_> BEULFT . BIESEGVIOLH & —FE
t“a_o

M= a I ZER T D EE(C. T7A)LE— RF(EVIOUATT(FEEMEIT> 3 J DRRIBEZ
FRIDMENHDFIN, JOZ 10 ME— RTIIEHEITREEBENSISHNANFET,

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


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

I. ROEFVU>YD

1. Winmostarz&£giU. 0> o b Gxrxid&EEAND) =0 Uv o UEI., (FTICE
FUTCWBRGEEEIT7AI | FRJO>S o =0 Uv IO UET, )

2. JO>x Y MAIC Tved_gaussian]l EADUREEOIUYV I UET,

@ Winmastar (PREMIUM) V11,1.0

JPMME EEE ERL RN aM MDD BEE FRAvA YO Fa-rUTILW

L e~0 A-2 B B - © 0 F B & vl
% 1 1v+ @ @ D & H % 9% 73k -

~ || Repl:
y BiEE-E70V b
S e SO IR E - /I_
[ smFusrvh GhamasAn)
3 #H\F0YIok EESEAN)
@  I\IOTHE (SMILESEA )
¥ 703k
. h  FEIOYk e a =R
Options ¥
L HaE b I rE-k
; © w70yt - o X
| J0J1004 ved_gaussian|
5P OFEEO7+1Y C:¥winmos 11¥UserData £02,

O BRI

C:¥winmos 11¥UserData

© UserData 73 ) L4 C:¥winmos 11¥UserData¥

() Users¥public7# )14 C:¥Users¥Public¥

‘ sRBAIER)

i¥ﬁ<
m winmostar copyright 2008-2025 x-Ability Co., Ltd.



I. X3OEFU>YD

1. XAM2D042 ROBLEDINI)V/EBRAZ 1 —HISBS’RZEIRL., DFRRIYUFZTRIR

FDHAIEFRRUET,
2. ISOA> M&EIRZ-CYCLOHEXYL(EQ)ICEE LT, ©DAICHBReplacehF> =Ty
JUET,

3. DFOELZITIVYIURTERENDIRZHNUT, ECOKRRFNRERIDKLD(CHFZLERS
BE9,
R SER [ERenE 75442 I [-CYCLOHEXYL (I | Replace

S~ 7E ==/ & \l_

-CYCLOPROPYL
|

-CYCLOBUTYL
-CYCLOPENTYL
112 M= 64 ,-CYCLOHEXYL(AX)
ler: 2 - 18 -1
m- %W=11 -

» PIA—uay :%%
MullikenEE e
ESPETE
Léwyd inE7aT
NBOET

|zer &1

A EEE

OxEETER _

@23

ForEr

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



I. X3OEFU>YD

1. Ctri/RY > = UIEEESHEOHAZ I U O L TIIL—TEIR (BTN = UIREET, T
SOA> MEBEIR%Z-CH2[CEE LT, TDA(CHDReplacehy > I UwILET,

2. DFOIELZTVY O UTIOIL-TERZ#ER (FRHVEE) ULFET,
3. 6C. 9CZzUUwILT, BEEMM/ZEERY> 20 UYIULET,

il
Eos

F30A k| -CH2

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



I. X3OEFU>YD

1. CtriRnF > = UEEF11IHEIBHZ U WO UL THIL—T3&IR (BXHMEIN) = UTZIRRET,
ISOA NEBEIRE-CH3(ICEE LT, ZTDOAICHDReplacehd>x 20U I ULET

2. DFOIELZTVY O UTIOIL-TERZ#ER (FRHVEE) ULFET,

3. CtrilRY>ZIRUEFEFI2HEISHZ I U Y O U TIIL—T&ER (FALMIM) Z UIARRET,
[RFZHIRRT > 20Uy TLT. DeleteR5>Z2TUvoULT, (-)-B-EL>ZEKRLET,

ab
Con

Delete Group X h

Do you want to delete or leave group?
&5\/{_ Cancel

m ‘winmostar copyright 2008-2025 X-Ability Co., Ltd. 8



I. X3OEFU>YD

1. ERWBERBILRY> 20 )y IUT, BEZHBULET,

-CH3 ~ Replace

¢«

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



I1. stTEDxR1T (BERE{LETE)

1. YILI\ZEBEIRA_—1 —TGaussianzi#RLT. 9= J0O-8ENT> =TIV IUET,

Gaussian Workflow Setup™> - > RO TDetailsih5>Z20Uwv O ULET,

3. Gaussian Keyword Setup~-r > RO TFreqZzfreq=vcd(CEZEL TCOKRNF>ZT w7
LEI,

4. Gaussian Workflow Setup™ - > ROTOKRY>=IUw2oO LT, T3TDHEET >R
D CERSTEM(CIG U T# of Threads/MPI Proczi8EL T, RITMRY>HIUWIUE

o+

N F

U”-'” Gaussian @ Gaussian KeyonSetup = O X |
ONDO/S
y REI:!I-E GAMESS Easy Setup

| Basic Preview

5271 Link0 Ychk=gauchk

ErAmans

@ Gaussian Workflow Setup = 0 b Comment  Winmostar

l Preset Optimize v #ofJobs: 4+ 1 - I I I
¥2p o | Charge |0 v Multiplicity |1« Additional Che /Multi.
() Enable parameter /structure scan
Hamiltonian | B3LYP w Basis B-31G* x'| Pop full |
1st job + -
) | Opt/IRC  |opt | OptMaxCyc v |
Task Optimize v Method B3LYP ~ Basisset 6-31G* —
| ~
| chage o0~ Multipiicity 1 Solvent  [None] | Serf ~| SCF |
Freq | TD |
| Detaik... Empirical Config ONIOM...
| ispersion [
[ nosymm [euess=read [ |geom=check

freq=nnraman
freq=hp

Reset... Import... |V Export... 0K Cancel |
o freq=readisoto
VN winmostar copyright 2008-2025 x-Ability Co., Lid. 10




II1. 75 5R A%

1. T8 T LU Tworkl _GAU_OPT-IRDVEE T A )L DIREEMNEND(CEIL LTz, P53
>~>DIR/RamanzoUw 2O UZEYT,

2. IR/VCDANRI BV D+ > RIICEMRTIR, FERTVCDANRYT MNUMWRRENFE T,

¥y 70¥10h @ IR/VCD Spectrum (ved_gaussianwmpjdata¥work1_GAU_OPT-IR¥gau.log) — O X
TFE74H (ved tions ¥
(ved_gaussian) op Freq. Scaling | 1.000 « || Edit Selected Peak: |00 | |U.[||JE||J | | 1/em v VCD Rot v [JReverse MR
& W neE S —
1 111 0.083 o 4000 3500 3000 2500 2000 1500 1000 500 {(1/em) 0
> workl1_GAU_OPT-IR END 2 165 0,105 L L . L L . L L d
3187 0,080
4 207 0.001
5 228  0.010
B 296 0.147
7 386 0.307
< > B 384 0.323
> ¢
2132+ (workl_GAU_OPT-IR] .
S— i
= R
(‘_‘ Coordinate (Final), Charge & Dipole }g %g? 33&2
—— i
= ey i
CRN— 21 897 1.483
< Mo & Charge 22 906 34.721 o T T T T T T T T !
I I Animation Vector X: Range |0 - 4200 | [“]Reverse Equal ~| ¥Y: Scale | < > |05 | [ Reverse

= Show in Explorer Magnitude < > |1 Broadenine ¢ > Export. W Close

VU winmostar copyright 2008-2025 x-Ability Co., Ltd. 11



mmi%(C

o BRBEOFHZRANZVWAIGI=—UXY— 1 7 ZSRUL TS0,

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

Tza—Frd %
W BEFz—UTIL
E&_J‘ (TEE o
LI
- AR b—ILFTE
- 3 EEOHERA - BFFE
- 4 BEIOHSFORT
EAEE OB FriE
A= Fa
UE—tz3d
PEA
Db -y 2
- 10 BHOTES
o 1 E<HIEE  FSILTa—FauT
-1
. _
— ’)L Winm EEsOR=
1—Y< =37 inmostar sEES = =

s RKEODABDEZZHELEINDA(E. WinmostarE AEE LS. WinmostarEREZES
Fl(FERBEsOR@E TR <IEEL. (GEH(EP.2)

o AEBEORNFTED (CEENEFRVEEF. FILLDDEMZSRUL TSN,

« KK HIEMTERULRWVGS(E. [BHROEFIE - BEEDZSH. BSHAGEIA—AC. FESD
BIRGELE DR (CEKRSNIZ I 7 MV U EE < 20\,

Bt

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


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/basic/
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/
https://winmostar.com/jp/seminars/

	スライド 1: Gaussian VCDスペクトル
	スライド 2: 本書について
	スライド 3: 概要
	スライド 4: Winmostar V11の動作モード
	スライド 5: 系のモデリング
	スライド 6: 系のモデリング
	スライド 7: 系のモデリング
	スライド 8: 系のモデリング
	スライド 9: 系のモデリング
	スライド 10: 計算の実行（構造最適化計算）
	スライド 11: 結果解析
	スライド 12: 最後に

