VN winmostar Fa1—kU7)L

Gaussian
QST2 - QST35tE

V11.16.2
20265E6H5H BRSO r7EVUS o«

QSTETE (FV11.16. 2LAPF CHEITRIEET Y,

Copyright 2008-2026 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 2008-2026 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

=

JOEIY > (CHCHBr) ECI A A DEZEHRTDIEERIGICDWNT. TSOERIRRE,
Transition State)#&&ZB3LYP/6-31G*L- )L TQST2)A. QSTIATEITELE T .. E51ICE
ECIREETEBITV. E (FrLER) OR$BENIDOBBRBIRETH DI L2RLET .

« QST2IAT(E. RICRIERIGERDESEZ AT TER . QSTIATIIRIGET ERIGEDIBSDAB(C
TSOHFABEES5A T, sT8BZ1TV\EY,

m[z winmostar copyright 2008-2026 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 2008-2026 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 M4AIC gst_gaussian] EADURTEZOVUYVOIULET,

@ Winmostar (PREMIUM) V11.1.0
JrIWE E\EE ERL =W QM MD B@#E TrRAVA YLD Fa-RUFILL
L e~-0 A-2 B B - @ @ [§ E @ v
% 1 1v+ @ @ D & H % 9% 73k - « | Repk
¥ FoiE-dodaihk
—— . JOVIoRE-B

[} #m|IoIcoh GRTHBEAT)
0 $EI0YIsh GEEstEAS)

@  I\IOTHE (SMILESEA )

¥ Joizak
: th  HRIOVIHE Or a1
Options ¥
L HaE b I rE-k
|‘ @ #aiovok - o0 x
| J03 1B gst_gaussian
5P OEZEQ74IH C:¥winmos 11¥UserData 248,

O BERRAE4 I C:¥winmos 1 1¥UserData

© UserData 74 L5 C:¥winmos 11¥UserData¥
|

() Users¥Public7# )14 C:¥Users¥Public¥

‘ SBRIEE)

%7

m winmostar copyright 2008-2026 x-Ability Co., Ltd.



I. X3OEFU>YD

1. 74 | A4>R—b | SamplesF71J)b | c2h5cl_br_reac.xyzz2o v 2o UZXY., I

1IVEA IR— I 7O THEL TRdHAHZT IV I UET,

D #R_TOIIINN) Ctri+Alt+N
BEOWETFHATOIIINN)

ks 7OUI7PERC(P)... Ctri+Alt+0
BiEE-TO0UI7 MERLR)
FOUIIMP)

O #2774UN) Ctri+N

& 77 LERK(O)... Ctrl+0
BEE> I LERCR)

o EXBE3A3R

B reEzo Ctrl+S
BL30... Ctri+W

1 77 NEA JR-NF)...
BEE>TIFANEAUM-MR)
AUR-NN

M 774VEIIAR-NF)...
I72R-NE)

Jr{UF) WEE JFRWL) |R(V) QM MD ER(S) TFAVA)

{

‘u'm@)O{
H % % 70l

N=2 CH M=13.02

Marked Order: 1 - 2|
Marked Atom; X=0 Y
Length= 1.1 Angle= *

8 8B O

L JRCH

(@ swiss.
Q ®ER(0)..
Samples774 JUS)

II.‘IA.WU
1uao.pdb e 08 077
3htb.pdb

al.cif MEOAFEREL TIUL WhsERAABETIN

al2o3.cif

al_slab.cif

FRIAF

e | BEmLTEsAHC

au_slab.cif J

benzene_am1ibcc.mol2
bisapc.dat

butane.xyz

< 100h202.xyz
c2hSbr_cl.wmm
c2h5cl_br_prod.xyz

c2h5¢l_br_react.xyz
c60.dat

caffeine.dat
ca_fce_pnm.mol2

ch3cl_brwmm

m winmostar copyright 2008-2026 x-Ability Co., Ltd.

Fe 2l

4



I. X3OEFU>YD

1. V=)L | PTA—=>23> | P2A—>3a>CtIDHX = ®IRLEI. [Are you sure you
want to switch to animation?] T(&. T(&EL] ZERUZET,
2. W=)b | P=A—=>3> | JL—AZEMZERLET,

3. I7AI | A4>hR—b | SamplesT7AJ)b | c2h5cl_br_prod.xyzz2oUwv 2o ULEXd, TF7
AIINVEAIR—BNFAT7O0THEL CTHRPHAHFZEIIYVIULET,

B =oEE@u @ =2aETE) T IEA Y-
XTFERR(E)..

i _ XFHERTE).. o
ATOEREDEER().. AFOEREDEER( RAECHEERREL THUMREER A ETH?
EH TP NESDF S H(S)... ErEE-

P e :s_;awiarl‘bssoﬁ;ztrhﬂa(sx... R — ” o,
WEAFY... FoA-v3ay _
EEAFv.. P S TEVL 3 E
JL-LEEm
2HFEREIIL-LicsR e
¥ PA-vay ¥ PoA-vay
[4 4 » |[> M Reload = Optons¥ [« 4] » | » Reload = Options ¥
Speed ¥ Oocp Open Viewer Speed ¥ (oop Open Viewer

1
L]

mﬂ winmostar copyright 2008-2026 x-Ability Co., Ltd.



I1.

sTEHDEIT (QST251H)

1. YVIVI\EEIRA -1 —TGaussianz:&ERLUTC. 9—2J0—-8/ENRT>ZI0UvIUET,
2. Gaussian Workflow Setup~ - > R JT. ChargeZz-1(CZ%E UDetailsih5y>z2oUw o
Ljig_o

3. Gaussian Keyword Setup™-r > RO T. Opt/IRCT I (Iopt=(qst2,calcfc). FreqTI&
freq=noramanzi&RL COKNF L Z 0 v I ULET,

v | ReplaGaAMESS

YL | Gaussian

il |

GMDO/S

( @ Gaussian Workflow Setup

| Preset Optimize

~  (modified)

#ofdobs: 4+ 1

(] Enable parameter/structure scan

istjob + -
Task Optimize ~  Method BaLYP ~ DBasisset 6-31G*
Charge -1 Multiplicity 1 Solvent  [Mone] e |
| |
Details. :
|
L Reset, Import... |[* Export.. 0K Cancel

| @ Gaussian Keyword Setup

Easy Setup

Link.D Schlk=gauchk
Comment  Winmostar
&p | Charge -1 Multiplicity |1 Additional Che /Multi_

Hamiltonian B3LYP 6-31G*

Opt/IRC  opt=lgst2calefc)

Scrf

Freq freq=noraman

Empirical
Dispersion

m[z winmostar copyright 2008-2026 x-Ability Co., Ltd.

Pop full
OptMaxCyc
SCF

TD

Int



II. 5TR0D%=E1T (QST25H)

1. Gaussian Workflow Setup~ - > ROT. OKINF>Z T UwIULET,

2. S3TDEET > RIT, sTE#OI 7S T# of Threads/MPI Procz:%EUL T,
BIFRY>HEZIUWw I ULET, [Select structure to read] TlEk 1] ZEIRLU TOKRSY >
®=OUwIUET,

| @ yadomE = o X
( @ Gaussian Erkﬂuw Setup _ o x| O COTuL T ERIT
| Preset Optimize ~  (modified) #oflobs: 4+ 1 ELEER Gt
("] Enable parameter fstructure scan onfig || _ 1 . ~ S s e ——
b == | | OVE-FRYLTIERIT 7 ' Read gjf file
Task Optimize+IR ~ Method B3LYP .| Bassset |g31G* . | 5_q16
1 e R Mutpligty 1 - Sovent  (Nore] . [ i Select structure to read

g16.focus241223. txt

‘ | NEW Eait... 1
‘ | -p 5024h_008c -n %WM_NUM_PROC% N 1 ‘
Details... (modified =
‘ | Test Connection &2 contro m
‘ | —

L Reset... Import... |¥ Export... 0K ‘ ‘

N

771 IDIRTFED ST EEITUR

Pl
1 # of Threads / MPI Proc | 1
VERIHIHE work
I3 OEREREA 7243L)

8 =

A

m winmostar copyright 2008-2026 x-Ability Co., Ltd.



ITI1.%&5RE#r (QST25H)

1. STEM T LU Cworkl_GAU_OPTTS-IRDEX T # )L DIAREMNENDICEIL LTz, {FEE
77r)b90)work1_GAU_0PTTS IRZOUw oL, POP>3>DAnimationz2oUw oL
Eis-?j_o

2. V_A=3 IEETUTFOBENRI>Z T IULT. RIROBBIAEOESEANUOIRIL
FT—HHERLUEI., TRILF—(ELog(Extracted) RY>&2 2T Uw I LT, &EDSCF Done®
ECEMR TEEI,

PoA=ay
9/3 | <« 4] » Reload | Optons¥
¥ 70918k
m]b& (ﬂw} Options ¥ | Open Viewer
6 E(RB3LYP) = -3111.19417933 11
S W / 7E(RBBLYP) = -3111.19418400 8 |
— =-3111.19418462 8
(@ worki_sAU_oPTTS-1R 3 9 ERBALYP) = -3111.194184%2 1
; s /o
e { . Result Optimization completed.
PH3%s (work1_GAU_OPTTS-IR) Pt Comn |4+ |  CustomPlot
d Coordinate (Initial)
(:i Coordinate (Final), Charge & Dipole 'II’ ~\\\\\‘\\\\\“~—-,___ ‘
B Log | -3111.194184620 -
[L°9 (Extracted) /I —] | SCF Done: E(RB3LYP) = -3111.19418400 A.U. after 8 cycles
= Animation | Maximum Force 0.000091 0.000450 YES
. oy paens
™ | Maximum Displacement .
SCF Energy Ch | R¥S  Displacement 0.000580 0001200 e
ne = -3111.194184 AU atter cycles
[ MO &Charge imw_gggg;gg s
orce 4 .
= e polem MM SRR
2 isplacement .oo1
d Show in Explorer Optimization completed

| —— Stationary point found
| D:.pol.e pola-r:.zablhw Mphe {input orientation).

IR tE m cme Y T e om Cww? mew? Tww—1"

VN winmostar copyright 2008-2026 x-Ability Co., Ltd.



ITI1.%&5RE#r (QST25H)

1. 7033 >dDIR/RamanzoUw o ULZEYT,

2. IR SpectrumT« > RODEDERD 1 EBEBHICE FrLEE) OIREEN 1 DETEFEL. &
BIRREDEENSSNcC & ZHERUET,

1

v 095k @ IR Spectrum (gst_gaussian.wmpjdata‘\work1_GAU_OPTTS-IR\gau.log) - 0O X
ER 24 (ast_gaussian) Options ¥ Freq. Scaling 1000 | Edit  Selected Peak: 00 0.0000 1em ~ ~ [JReverse EIR
e 0] HaE 1 -300 756.363 40.00 35.0'] 3000 25.00 2q00 1500 1ﬂ|00 500 (1/em) Iﬂ

[@ work1_sau_oPTTS-IR  END 3 144 4.760 |
4 174 10.260 W
5 198 6.302 |
§ 298 12.576 i
7822 2.807
3 3% 4D:eas |

PHYa (work1_GAU_OPTTS-R) 101033 67.047 |
11 1085 B1.670

d Coordinate (Initial) 12 1210 1.558

P = - 13 1412 5,660

—\ Coordinate (Final), Charge & Dipole 14 1488  3.115

@ 15 1514 1.139

e s o

e |

H anmaton 20 3294  2.088

SCF Energy Chang 21 3410 0.594

[ M0 & Charge Animati Vect X: Range 0 4200 @ Reverse Equal Y: Scal 05 @ Rev

Nimation ector - = (v = -_— .
E. IR/Raman nge verse quia cale erse
€3 show in Explor Maenitude -— 1 Broadening — 20 Options'¥ Close

m winmostar copyright 2008-2026 x-Ability Co., Ltd.

11



e MRI\EICKERY ST 5 —DHEES &

QST25tE T(E. Gaussian(F AN TIEE I 32DDEEDFFFHEOEE=ZI/EKRUET. A
DIBIEN K E AN TUVBIGEPEFDOIMUNERDIHZE. GaussianhMYIEAEEZ/EN T (C5T
HEITEZ(ICIEEDET,
o EITERI(CAbort(CidofeimEa. LogeoUw O ULT, BWETFA NI 7AILDIREREIC
[RedCar/ORedCr failed for GTrans.] DiTHh'dE. LEEDIEBHTIEFE > TWLWET, 2 DD
BEEERZLUTLSIESV, BEFOLUNERD TLWDIFEE. R&E | ESOMDODEL/YV—k
| BIR2IRFRE TR EDIRETHAD I 7AILDL UV ZZEE, RFLT. BEI7Z7II |
14 2 IR— ROBEENSYODE LT IZEEL)
o [RFDAON2DDEE CTRHIREMR < Gaussianh\#IEABIE Z/ENTH. FEIEENKE<AANT
WD E. BERELI Y J)LBTSCFRIRE I (C TS —TLEEDFRT, CDFEF. ABNDT
BEIDAAEULL EMADIBEZRAE LT, BESTEZITOD TLIEEL,

m winmostar copyright 2008-2026 x-Ability Co., Ltd.



IV.RXDEFVU>S

1. 74 | A4>R—b | Samples7 7))L | c2h5cl_br_reac.xyzz=2o w2 UZxd ., [H
HEJEeIR T 7 A I)LER(Wmm)ICEE UiREZHEITUEIM?] TE [EW] . [IRIEORSZ
WEUTCTHUWMBEZRFRAAHFETIN?] TE TRELUGidrdAd] ZERUET,

113
I

X

BREDT7 V7= (Gaussian Animation) TREEEREL
b BATIHNTEZEA. EATTELEIPA N (wmm)[C
ZELRSEERETLETH?

EL(Y) 2
4

TP IVEA V= X

WIEONEFREL THL, W FEsraE 7 .

‘ | BELTEARHC Hikd F+ otz ‘

VU winmostar copyright 2008-2026 x-Ability Co., Ltd. 13



IV.RXDEFVU>S

1. V=)L | PTA—=>23> | P2A—>3a>CtIDHX = ®IRLEI. [Are you sure you
want to switch to animation?] T(&. T(&EL] ZERUZET,
2. W=)b | P=A—=>3> | JL—AZEMZERLET,

3. I7AI | A4>hR—b | SamplesT7AJ)b | c2h5cl_br_prod.xyzz2oUwv 2o ULEXd, TF7
AIINVEAIR—BNFAT7O0THEL CTHRPHAHFZEIIYVIULET,

— @ =mEzro) TP IVEAVR-F X
NERE%E(E)...
- - XEERB (.. -
AFORBEDERT(- F R S RS SRR T ERAAAE T
WE71 L ESDFERICEH(9)... = T
FoA=y3y Poi-vavlc B ?5_#7?:4’ IEESDFﬁ: HIZEH(S)... T ” o
WEAF ). PoA=yay X e g=y J
EEAF0.. PoA-IVEEE
JL-LEEm
EHFERGIIL-LIHRE REOIL-LEA!
¥ FP-i=ay ¥ PA-vay
4 4] > |» p Reload | Options¥ [« <« > [> P Reload | OptonsV
Speed ¥ (oo Open Viewer Speed ' [ JLoop Open Viewer
t 1 %nprocshared=12 =P B3LYP/6-31G* op o=full g

1 %enprocshared =12 #P B3LYP/6-31G*

Senprocshared=12 #P B3LYP/6-31G* op

m winmostar copyright 2008-2026 X-Ability Co., Ltd. 14



IV.RXDOEFYU>YD

1. 7ZAXA—23>FR<ITUFZD0ptions | Tools | Interpolate between Selected Frames
ZEIRUZEI, [Are you sure you want to switch to animation?] T(&. [(&L\] ZiER

L/ia_o

2. Selected target frame (reactant). Selected target frame (product). Enter # of

intermediate framesTIld. OKZoOUw oI ULEI,

3. Selected method TlinearziEiIRLU TCOKET W IFTBE, FZA—=23 > DT L — LB

3D(TIRD. BI 2 R—ZTFHRIAAT 2 DOBEEDFEDIEEN

¥ PIA-v3ys
I« 4| » |» p - C )
Speed ¥ Otoop Export >
= ontwla Tools > Invert Trajectory
Skip Frames...
Trim Frames...
Frame 9 2 Delete Intermediate Frames...
= Discard Animation...
Resuit . Translate All Atoms...
= 2 Set Origin as Lower Bound Edge of Cell...
Plot Comn|2 |  CustomPlot :
Append Trajectory...
Interpolate between Selected Frames...
Reorder for Reaction Simulation...
Interpolate between selected fra... X Interpolate between selected fra... X
Interpolate between selected frames
Select target fr: tant] Select target fr. oduct]
rget frame freactant) rget ¥ame Groduc) Enter # of intermediate frames: {|

=

Interpolate between selected fra... X

Select method

|I‘r|ear ~ |

Ea—

¥ PA-vay
4 < > |>p
Speed ¥ (toop Open Viewer

|[1 senprocshared=12 #P B3LYP/6-31G* opt=(gst2,
1 %nprocshared=12 =P B3LYP/6-31G™ opt=(qgst2,calcfc) pop-ﬁ.l gfpr
1 %nprocshared=12 2P B3LYP/6-31G* opt=(gst2,calcfc) pop=ful gfpr

: A N
m winmostar copyright 2008-2026 x-Ability Co., Ltd.

<

15



IV.RXDEFVU>S

1. VZAXA=23> KRRIVFZD2EBDIL—L&ZD IV I UT, BINR—THERR UTIZHEIER
REEBENEYIN E D EHERLUE T . AE T, HERICITTEMDIEEEIHESL DFEE A

M\E(JC\LFC\ ;@2%5@7 D_A@*%E%EH?EI LT < téb\o

o RKELLIBENBNDGAE. SHAATZ2DD T 71 )LDOWEEDEFDI NS L TULVRUY
OEEMENSDET ., RE | BSOMDELU/YV—b | BIR2ZBEFRITRRQREDIRETHAD

IJ7AILDILVZEEE, RIFLUT. BEIFAI | A 2IR—BDEENSPDELTL S0,

¥ PoA-vay
& CETICTRES T Y Reload | Options¥

@ Speed (] DLoq) Openpfener

Al
Frame 0 2 /3

. Plot Column } 2 Custom Plot

m winmostar copyright 2008-2026 x-Ability Co., Ltd.

16



V. stTEDER1T (QST351H)

1. D—20JO0-8ENI>ZIOUvOULFET, [#MEaTIJzET0ErIn?] (&, T
Z| ZERUET,
2. Chargeld [-1] MFZE. Details (modified)/R5>&2 20 UvwIULET,

3. Gaussian Keyword Setup~ > RJT. Opt/IRCTI(& [opt=(gst3,calcfc)] ZEIRL T,
Freq(3d [freg=noraman] OFEFXFOKNY>Z T JwvIULET,

&R X |
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| Easy Setup
‘ FLY) i LY | Basic Advanced Preview
A — 1
, B N Link0 Schk=gauchk .
_r @ Gaussian Workflow Setup = O x| o
i Preset Optimize «  (modified) #oflobs: 4+ 1 . | Comment  Winmostar -
(] Enable parameter fstructure scan l i i i i
| 2(p | Chage -1 | Multiplicity [T ~| Additional Che,/Multi.
1st job + =
) [ Hamiltonian B3LYP Bagy -3 1G* . Pop full
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Charge -1 v Mutiplicty 1 v Solvent  [None] Opt/IRC |mt:(q3t3’“h‘°“ < v] OptMaxOyc
| [ Serf \| .| SCF
| Details... (mod Freq freg=noraman . NMR . TD
Empirical “ Guess . Int
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‘ Reset... Import... |" Export... 0K
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1. Gaussian Workflow Setup~ - > ROT. OKINF>Z T UwIULET,

2. S3TDEET > RIT, sTE#OI 7S T# of Threads/MPI Procz:%EUL T,
BIFRY>HEZIUWw I ULET, [Select structure to read] TlEk 1] ZEIRLU TOKRSY >
®=OUwIUET,

| @ yadomE = o X
( @ Gaussian Erkﬂuw Setup _ o x| O COTuL T ERIT
| Preset Optimize ~  (modified) #oflobs: 4+ 1 ELEER Gt
("] Enable parameter fstructure scan onfig || _ 1 . ~ S s e ——
b == | | OVE-FRYLTIERIT ' Read gjf file
Task Optimize+IR ~ Method B3LYP .| Bassset |g31G* . | ) 5_q16
1 e R Mutpligty 1 - Sovent  (Nore] . [ i Select structure to read

g16.focus241223. txt

‘ | NEW Eait... 1
‘ | -p 5024h_008c -n %WM_NUM_PROC% N 1 ‘
Details... (modified =
‘ | Test Connection &2 contro m
‘ | —

L Reset... Import... |¥ Export... 0K ‘ ‘

N

771 IDIRTFED ST EEITUR

Pl
1 # of Threads / MPI Proc | 1
VERIHIHE work
I3 OEREREA 7243L)

8 =
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VI.#5RE#r (QST35E)

1. ST8EMR T LU CTwork2_GAU_OPTTS-IRDEX T A )L DIAREMNENDICEIL LTz, {FEE
77r)b90)work2_GAU_0PTTS IRZOUw oL, POP>3>DAnimationz2oUw oL
ia_o

2. V_A=3 IEETUTFOBENRI>Z T IULT. RIROBBIAEOESEANUOIRIL
F—Z=WHRUEI, ITR/ILF—(FLog(Extracted)/RF>Z 01w LT, =EDSCF Done®
ECHEHRTETEI, | v 7=

¥ Jo¥ish

B 7414 (gst_gaussian) Options ¥
& ¥ w[ 3

work1_GAU_OPTTS-IR o
[ @ workz_sau_oPTTs-1R §

TH33 (work2_GAU_OPTTS-IR)

Reload Options ¥

Open Viewer

| 6 E(RB3LYP) = -3111.19416512 11
7E(RB3LYP)-— 3111194184419

e B0

| Plot odum Custom Plot

(A coordinate (tnitial) . ‘
{1 Coordinate (Final), Charge & Dipole
L -3111.194185730
X Log ;
Log (Extracted) SCF Done: E(RB3LYP) = -3111.19418441 A.U. after 9 cycles
n Animation Maximnum Force 0.000250 0.000450 YES
RHS Force 0.000048 0.000300 YES
[v] Maximum Displacement 0.008243 0.001800 NO
B2 scr Energy cha RMS Displacement 0.001150 0.001200 YES
EE'MO&Chmge SCF Done: E(RB3LYP) = -3111.19418573 A.U. after 8 cycles
TEmImun Foree T oou0as U.000450 YES
E‘ IR/Raman RMS Force 0.000009 0.000300 YES
= sh Hasimum Displacement 0.001438 0.001800 YES
ow in Explorer RMS Displacenent 0.000237 0.001200 YES

Optimization completed.
—— Stationarvy point found.
Dipole polarizability, Alpha (input orientation).
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2. IR SpectrumT« > RODEDERD 1 EBEBHICE FrLEE) OIREEN 1 DETEFEL. &
BIRREDEENSSNcC & ZHERUET,

¥ 70V10h | @ IR Spectrum (gst_gaussian.wmpjdata\work2_GAU_OPTTS-IR\gau.log) — O X \
b i Options ¥ L ‘
{EE74)LH (ast_gaussian) PRong Freq.Scaling 1000 | Edit  Selected Peak: 0.0 0.0000 1/em v [JReverse @IR
e 0] HaE
[0 TR e — - 754,861 4000 3500 3000 2500 2000 1500 1000 500 {1/cm) 0
work1_ & o . L 1 1 L | 1 1 1 I
3144 4,735
4 175 10.302 W |
5 133 5.255
B 298 12,865
7822 2.805
y
ey 40,
B e $ b
{4 coordinate (initial) 12 1210 1.560
A coordinate (Final), Charge & Dipole E igég %?gg
= i
gy |
Animati 14 .
— 20 3293 2.097
(%] scF Energy Chang 21 3409 0.576
[ MO &cha
e Animation Vectaor X: Range 0 - 4200 @ Reverse Equal ~ ¥: Scale — 05 @ Reverse
E— IR/Raman : "
ﬂ Show in Explon Magnitude — 1 Broadening — 20 Options'W Close
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