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7L | A >R—b | SamplesT 7 )L | propylene.xyzz= 2 w2 LET,
- E=2EDT7 /I’)l/%u;ﬂ#Ldt}iﬁ/\(ah_dDExB%_CﬁbD(uj 1| T7AI%EAR—MEENET,
7AW EAR— NI 7O THEUCHEMIMAHZI UV I LET,
3. DFERARLIUTPICFREDDFMNHEIRIT DS EZHERUET .

@ C¥winmos1101test! ¥UserData¥propylene.wmpjdata¥propylene.wmpj - Winmostar (PREMIUM) V11.1.0

7OUE | BEE ERU EFW QM MD BB FRVA) UMD Fa-HFLW HVESW ALIEH) N
74 NEA Dti—

[a #HEFOITIMN) Cirl+Alt+N MmO 0 E B & v comess SREA E
BENELTHATOVIINN)
Er TOYIIRERK(P).. al+A:0 | 4H %o 26 | FEHALE-CH viReplace G & H @ P &
SiEE- LTV MEECR) » e S WA OMEFERELTEHLL va iR ASE
pey (=} !
L ' N=2 CH M=13.02
[ #2770 cuten || Marked Orer:1-2-10- 0
Marked Atam: X= 0 Y=n7o T : -
& THEROL. Covo [ L O X e | L TEHEAAA R Fetl
SEE- I ERR) 8 1gh.pdb L
£ BEZHRHR) uac.pdb
B =670 ces | 3htb.pdb
EEERETESRA)... a3 al_slab.cif
BL3(0.. crsw | au.cif
] .
B TPANEAUR-HE.. o Z‘f*""’“:':
BiEESRINEAT-NR) © e
A1) ® SMILES.. (Eff' ot )
.dat
(M TPANETIRR-HE).. 0 == (a :'”E i ‘
o7 B b Sampls??‘”l;{sj c:_ cc_||:r|n1.m02
ch4.mol2
[ ®=E220 I_B— ‘
FZ FHTRTFAATEEIO - /wm‘\/
nial.cif
pio_ab.com

propylenexyz
si.cif L\\’

m winmostar copyright 2008-2024 x-Abili

Co., Ltd.


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

I1. 512 D=7

1. YW—)U—DY IV SGAMESSZERLUE T,
2. M (9—9270—-—-%E) =20 v IULFET,

Fa-MITIU)  2147E2W)  ALLT(H)
i @ VI |GAMESS ™
ONDO/S
v RW
Gaussian
— 85774 )L, ( NWChem

LAMMPS
Gromacs
Gluantum ESPRESSO

Towhes

VN winmostar copyright 2008-2024 x-Ability Co., Ltd.



II. sTRD=R1T

1. Preset”S [Optimize+IR + TDDFT] Z&ERUE T, SNXARYT NLEETET 3155,
[Optimize+IR + Raman + TDDFT] Z=&ERUZFE T,

@ GAMESS Workflow Setup /I_ - O X
Preset |C]|:Itin'|ize+IF‘. +TDDFT |, ( #oflobs: | 4+ | |2 -
5
q Enable parameter scan Config...
1st job
Task Optimize +IR. ~ | Method B3LYP(same as Gaus: ~  Basisset |6-31G* ~
Charge ] v Multiplicity | 1 ~ Salvent [Mone] “
Details. ..
2nd job
Task TDDFT w B3LYP(same as Gaus: 6-31G*
0 1 [Mone]
Same conditions as previous job Continue from | previous job e
Details. ..
Reset... Import... |* Expart... oK Cancel
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1. STBREZZREUCGIEZESKRTIEVIGE(L1st jobdDBasis setz [STO-3G] ([CEE
LET, EDTRVWESIIROR—Z(EHFT .

) GAMESS Workflow Setup — O x
Preset | Optimize+IR + TODFT v | (modified) SIiLE -
Enable parameter scan Config...
1st job 4
Task Optimize +IR w | Method  |B3LYP(same as Gaus: ~ Basisset |STO-3G
Charge i] w Multiplicity |1 w Solvent [Mone]
Details...
2nd job
Task TODDFT w~ B3LYP(same as Gaus: STO-3G
] 1 [Mone]
Same conditions as previous job Continue from | previous job w
Details...
Reset... Import... |v Export... 0K Cancel
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E—HUFET, BFBERMERIDEET ALY DR TERITENZET.

@ GAMESS Workflow Setup — O >
Preset | Optimize +IR + TDDFT v #ofJobs: | + | |2 -
| N
Enable parameter scan Config... R
EZED ALY
1st job
Task Optimize +IR ~ | Method  B3LYP(same as Gaus: ~ Basisset | §-31G* ~
Charge ] w Multiplicity | 1 L Solvent [Mone] v
workl GMS_OPT-IR
Details. ..
2nd job
Task TDDFT w | Method B3LYP(same as Gaus: Basis set  [G-316%
0 vultiplicity |4 Solvent [None]
[+]5ame conditions as previous job Continue from | previous job ~
work2 GMS_TDDFT
Details. ..
Reset... Import... |™ Export... 0K Cancel
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II. sTRED=RT

AA2T4 > RIICRDE GHEERITRTEBVELEA) . OS2I MRERIYP(CGAMESS
Workflow Setup™ - > RODEZ 3 T (CHIET D2 DDVEZET A LY DFFBEURMNY U —IR(CR
RSNET,

DFFRALY T (CISEEMICRVDIEZET A )L (workl_GMS_OPT-IR) DAA T 7 I)LHEEM
NEI, PFRERIVFPDLEICEZDT LZMHER TEET,

@ C¥winmos110itest1¥UserData¥propylene.wmpjdata¥propylene.wmpj - Winmostar (PREMIUM) V11.1.0
JrAWF) EEE ERL =RV QM MD BEFS) TFAVME) Y- Fa-RUTILW) aYESW) ALTH)

th 2O A S B > @& [ B 61 Wk GAMESS v ™M OB = [+ | Z8I/ER (Sl EaafEd)
OB T+ @ @ D & H % 9% Ik -ow v Replace | P £ (] @ £ T

v iE{EonT0Y 0k = work1_GMS_OPT-IR A7l (gms.inp) | » P-vay
F095k e N=9 C3HE M= 42.08 -
® propylene R L0 tarked Crder-9-1-2-0 ‘ » F-0-F
propy { oy Marked Atom: X= 2 816047 Y= 1.233451 2= 0808002
08 Length= 3.207932 Angle= 28.61726 Dihedral= * Lper= * ¥ EHE
Frfesh @XZ () Z-Matrix
+gizhh Elem ¥ ) z
N -
o vl 1€ 0.0000 0.0000 D0.0000
RS L — TC O 1.3310 0.0000  0.0000
Ll pRons = 30 2.0622  1.2202  0.0000
- i 4H -0.5861 -0.9279  0.0003
= . EH -0.5848  0.9229 -0.0003
@ work1_GNS_OPT-IR RUN = EH  1.8872 -0.9471  0.0004
L, - TH 28225 1.295% -0.3034
work2_GMS_TDDFT PEND o : 8 H 1.5384  2.1481 -0.0043
\%' 3 H 1.2395  0.3080
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—RUN (&) —END (8) &Z&ZLULFET,

2. ETCOVEET ALY DIREENEND (F) (2
1P D [propylenel OIREEEALL END (8) (CZ{LUET,

¥ mof{EoE0VIok

¥ moi{#E-E70% 10k

STEOETIRACKHR U T, TOST I MRERIVUFP TEEED ALY DIREBHPEND ()

ZILITDFETCHEFI . COBRREEDRETO

Fosh k- A£RE

® propylene RUN(1)

¥ FOoizhb

VEFE 244 (propylene) Options ¥
& Hf FRE

@ workl_GMS_OPT-IR RUN
b work2 GMS_TDDFT PEND

VN winmostar

0¥k 1A7E
> propylene RUN(1)
¥ FOo¥Idb
{'EE )14 (propylene) Options ¥
e ) 1A8E
@ workl_GMS_OPT-IR END
L work2_GMS_TODDFT RUN

Copyright 2008-2024 X-Ability Co., Ltd.

¥ HmaR{FEoidoiizik

FOuhk 1#iE

& propylene ALL END

¥ FO0Y1dk

{EFE 7414 (propylene) Options ¥
E=3:n) 1HEE

«» workl GMS_OPT-IR END
L work? GMS_TOODFT END
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1. BEEOOVDEERANSTZRIZVWGS

(&, OSTO FRERIVFZDEEIT AT THSRE

IRBETEDEET A IS 20 )OI UTERIRL., PPS3>DLog (Extracted)z2 w2

big_o

TEROJZREWES

(TOJxzvEa LRI L= LABREDHEETY)
(FLog=ToJUw I ULET,

AE N 1V + @ @ D P H % % Uk + | Replace

L A0 @ F| 8 o7

v BiifEI/0I1ak @ Extracted Log (C¥winmos1101test1¥UserData¥propylene.wmpjdata¥work1_GMS_OPT-IR¥gms.out)

Jovrzt s * GAMESS VERSION = 30 SEP 2020 (R2) * A
® propylene ALl | PARALIEL VERSION EUNNING ON 4 PROCESSORS IN 4 WODES.
EXECUTION OF GAMESS EEGUN 14:18:31 12-APR-2022 —
GEASIS=N31 IGAISS= 3 POLAR=POEN31
NDFUNC= 1 NFFUNC= i DIFFSP= >
NEFUHC= i DIFFS= F BASHAM= (@) %y
NUMBER OF CARTESIAN GAUSSIAN BASIS FUNCTIONS = 57 g
¥ FO03hb NUMEER OF ELECTRONS = 24
| CHARGE OF MOLECULE = i 0. 000
PEZ 414 (propylene) SEAN MULTIFLICITY = 1 1.331
BEE OF OCCUPIED OREITALS (ALPHA) = 12 2,162
& [CUPIED ORBITALS (BETA ) = 12 0,588
@ workl_GMS_OPT-IR OF ATONS Z ® oo
SoE ey RUNTYP=COPTIHIZE EXETYP=RUN ;-g;
L work2_GMS_TDDFT ] CITYP =NONE CCTYR =NONE VETYP =NONE icss
TYP=B3LYEVIR TDDFT =NONE Ak
FINAL R-E3LYFViR ENERGY IS —117 9057149585 AFTER 1? ITERATIONS -
WSERCH: 0 E- —117 9057149585 GRAD. MAX= 0.0194 = 0.0076758
FINAL R-E3LYFVIR ENERGY IS —117 9074773735 AFTER 10 ITERATIONS
WSERCH: 1 E-= —117 9074773738 GRAD. MAX= 0.0024231 ER.M.5.= 0.000788%
‘ FINAL R-B3LYPVIR ENERGY IS —117 9075122793 AFTER 10 ITERATIONS
WSERCH: 2 E-= —117.9075122793 GRAD. MAY= 0.0012434 R.M.S.= 0.0003797
N FINAL R-E3LYFVIR ENERGY IS -117 9075191629 AFTER 10 ITERATIONS
PUU (workl GMS OPT-R) | ¥SERCH: 3 E- —117.9075191625% GRAD. MAX= 0.0003424 R.M.5.= 0.0000967
A Coord = FINAL R-E3LYPVIR ENERGY IS —117 9075194238 AFTER 9 ITERATIONS
Coordinate (Initial) NSERCH: 4 E= —117.9075194238 GRAD. MAY= 0.0001590 ER.M.S.= 0.0000390
: : INAL R-B3LYPVIR ENERGY IS —117 9075194664 AFTER 9 ITERATIONS
- Coordinate (Fna), Charge & . 5 E- Z117.9075194664 GRAD. MAN- 0.0000660 R M.S.- 0.0000175

Log

EQUILIBRITHY GEOMETRY LOCATED **xxx
IC ZERQ POQINT ENERGY IS (SCALED BY 1.000)
79877 HARTREE-HMOLECULE 17531.020223 CH==x—1-HOLECULE
50.123752 KCAL-MOL 209.717780 I-(J/MOL
L

o ~ T =3

Log (Extracted)
H Animation

E’ MO & Charges

E IR /Raman
= Show in Explorer Export...

Close

[]&

i

r—
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3. 37 DT DIFRET A VY& EIR THETTDIERED A LY ZEIRL T S0KZE I U W

bgg_o

4. GAMESS Workflow Setup™ - > RO TP.I-10&REHKR(ICEREZITVETEZRAIEUE T,
ST DERBEEZAA T4 > RIOICERRUTHLETD

DNEBE A

4= — ~-

X I 7A)IE— RDOXD (Tt

B8

#EUITEEGTLETA?

WWADEEEFFROEETHEAEYITMERINET.

—

AT

ool

@ valogETnrEIs L YEER

- O X

T OHELOIER 74 M EREIRLTESD

E=r)
workl_GMS_OPT-IR
L work2_GMS_TDDFT

EEN: S
END
END

Fo 4 Y7 LB
Local
Local
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I CICE T VIS EDRISIAEDD FiddEaimE L Ch SatEZRin I 7552 BMUE T,
1. JOSTI MRERIVFZ OEEIT A WY TRETBEDIEEI A )N SF 20Uy oL, FIS3

> CCoordinate (Initial) (B EZRRET S1mS) FIc(ECoordinate (Final) (=213
EZmEIDIHER) =2OUvIULFET,

2. BEY—ILIRNTMRERAZ 1 —UTOHEZHRA LU T FEEziRELEX T, [---HvTEE
BRI7AIVERICHREUGITUEIN ? | EFRRSNESREWeTIUY DO UET,

- —BeExRIUIZVESIE. B (EEBSEE) RY>EITUVITIEEBENMRES
. WinmostarOBRFEZ THEIO> T bZERERD I SREFOEEHBUHIRL
F9, Fldk M (TZ7ANEBIVRAR—KN) 20Uy o UIBET71ILE UTRIEL.
NETREEPET (h7AIVEA>R—BN) 20Uy O U TREFUEBED 7 1)L DIgIE
T RIPNARHE T,
3. ﬁ?*%LOD‘fﬁ%b“f&DD BE—270O>10 hMATHERERTIDIHREE. M (9—97J0-—
BRE) 20w oL iR aIdZzETUEITHN] ERRSINESVWRZIUY I UET,
%ﬁbb\jlj ST MEER U CETEZEITIDHEE. T7AIV | REOBETHRAIO>S T
IbhzoUvoLTHS M (9—0J0—58E) =0V wvIULET,
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IIL.7ARAEEr EmRE(E7 A —>

A%, HesR UIZWVERIEEDIMIAF Y T BlEET I,

1. JOST O FRARIVFZOEEDT A IS CTrEEHEICETEDEZE D ALY
(workl GMS OPT-IR) =20 Uw 2O UEY,

2. 733> TAnimationzoUwO33E. X124 > ROBAICPZA—=S3 AT
U7ZHAHIRUET, w» | MY EZTIUYVITEE, EBERELOBEN T A -2 3 >F R
=NnxE9,

3. PTA— 33> RRTUTFTFERCIE. FD LD X MADCOluUMNTIEIEINIZFIDIEN TS D
THRRSNZEYT,

¥ Fodizhk workl_GMS_OPT-IR. 177 )l (gms.out) ¥ TPIA-—la
FEE )14 (propylene) Options ¥ 4 «| k- Reload Options ¥
S e /1 = 1.239451 Z= 0.908002 Open Viewer
@ work1_GNS_OPT-IR END Lper= =
L work2 GMS TODE —_— NSERCH= 1 Fel= -117,8074774 Grad= 0.0024231
== M EEETITI= NSERCH= 2 Eel= -117.9075123 Grad= 0.0012434
NSERCH= 3 Fel= -117,9075132 Grad= 0.0003424 v
PO (work1_GMS_OPT-IR) Frame E |
{2 Coordinate (tnitial) Result |=***= EQUILIBRIUM GEQ)ETRY LOCATED ==*** |
| m—

d Coordinate (Final), Charge & Dipole

Log . Plot Column

Log (Extracted) /I— R
117.9057 15664

: Animation
‘ » F--p

E MO & Charges
E IR /Raman
d Show in Explorer

J

¥ R

—-——rren —~ —~
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II1.755REER >FIE

1. O 9 MREI VTP DRI A WY THEERELETEDIERE DT ALY (workl_GMS_OPT-
IR) #0YUwv I ULFET,

2. 79>3>TCMO & Chargesz/7 w2923 &E. Energy Level DiagramD -+ > KT &
Surface SetupV - > ROMKRENEI . Energy Level Diagram™« > ROOTIEEDFH
EBDIHRILF—PHOMO-LUMOF v T ZMHR TEEI, (STO-3GDIZE(FMENERRNDET)

BREL : 1 AAMERT > S v)LOMERIALMEIL. HOMOILRILF—DFHEZRGICUTEEEIRDE T,

HE2 : XPSDOE — U DFFEIMABUE (L. ARDETRILF—DRFSERI (CUTZEERDET . EDRFD
E—TTHDINE. ROR— /@?JIIE‘C%?EJLL_%IT\LFCEED’E\LFC<7‘ =Y,

nnnnnnnnnnnnnnnnnnnnnnnn = mdd
¥ JOsiThk @ 1ergy Leve — |:| * @ surface Setup — O * E
. - HOMO: 12 nit: @au. Oev | | Filelf)
{E% 72114 (propylene) Optigns ¥ . _ _ L
HDEiDEI?_EITD Gap: C:¥w|nmos_1:!.p_b1_¥Use_rDat_3¥propylene.wmp]data¥m'ork1_GM5_OPT—IR¥gms.out
£ | : at ffset Quantity |E A g
LUMD Energy: > 1
© workl _GMS_OPT-IR 0.028% a.u. Selected MO c Shaow Diagram i
L work2 GMS_TDODF : H?MD Energy: :
RN T 2
Parame ters )
?bf)a:/ (Wkl_@ﬂs_m-m) . Draw Style [Joraw boundary ] Dump cube file
| - = Transparency DDraw contour map
';' Coordinate (Initial) -
e Isosurface Value
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