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1. Gaussian Workflow Setup™~ - > RJDPreset”S [Optimize+IR + TDDFT + NMR|
ZIEIRUE T,

(@ Gaussian Workflow Setup - O X

| Preset |Optimize +IR + TDDFT +NMR v #oflobs: 4+ 3

Energy
IR Enable parameter fstructure scan Config
IR +Raman
T :
Task | e | Bassset 631G
Optimize +IR.
Charg{ Optimize +IR. +Raman Solvent  [Mone] w
Optimize + TDDFT

Optimize + NMR

Optimize +IR. + TDDFT + NMR
Optimize(TS)+IR
Optimize(TS)+IR + IRC

RESP Charge

Optimize + RESP Charge

Details...

Add preset...

Edit preset list... A -
Task s Lk -31G*
Reset preset... S

Lnarge |J Mult DIt " olvent :r-.,or\.e]
. Same conditions as previous job Continue from previous job v

Details...
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| Details...

2nd job + I -

Task TDDFT v e B3LYP Basis se 6-31G*

[None]

work2_GAU_TDDFT

.Same conditions as previous job Continue from previous job

Details...
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|
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None]
.Same conditions as previous job Continue from previous job
Details...
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Easy Setup

Basic  Preview

Link ¥chk=gau chi
Comment  Winmostar
#p | Charge [0 | Multiplicity |1 Additional Che /Multi.
Hamiltonian | B3LYP v| Basis 6-31G* v| Pop full v|
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FTER @xvz (O 2-Matrix
Elem X ¥ z
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-0.5346  0.9229 -0.0008
1.8972 -0.9471  0.0004

2.9225  1.2368 -0.9034

1.5394  2.1481 -0.0043

1.2385  0.9080

U8 0o e on o g 0o 2
Es T T TITIT 20

14



II. sTRED=RT

1. STEOETIRRICIEU T, IO T I MRERIVFP TEEEDT A)LF DIRENPEND (8)
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© propylene RIJNCT) © propylene RUNC1) © propylene ALL EMD
¥ Jodidk ¥y Jodidk ¥ J0J10h
PEZE 7414 (propylene) Options ¥ EE72)14 (propylene) Options ¥ EE 724 (propylene) Options ¥
&t 1% 5 &n Wk & ¥ 1 8E
& work1_GAU_OPT-IR RUM © work1_GAU_OPT-IR END & workl1_GAU_OPT-IR END
L workZ_GAU_TDDFT PEND = work2_GAU_TDOFT RUN “ workZ_GAU_TODOFT END
= work3_GAU_HMR PEHD & work3_GAU_NHR PEND b work3_GAU_NMR EWD
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ELEEL it [T (@ Extracted Log (C:¥winmos11.3.2_test1¥UserData¥propylene.wmpjdata¥work1_GAU_OPT-IR¥gau.log) - O
ALL EMND
© propylene Gaussian 03, Revision C.02, ~
Will use up to 1 processors via shared mnemory.
#P B3LYP-6-31G* opt pop=full gfprint freq=noraman
Charge = 0 Multiplicity = 1
Stoichiomnetry C3He
¥ Fosok Framework group C1[X({C3H6)]
57 basis functions. 108 primitive gaussians. E7 cartesian basis functions
VEZE72)L4 (propylene! — 12 alpha electrons 12 beta electrons
) — Hitoms= 9 Nictive= 9 HUnig= 9 SFac= 1.00D+00 NAtFMM= 60 Big=F
&M 1haE Done: E(RB+HF-LYP) = -117.905747078 .U. after 13 cycles
zimum Force 0.017592 0.000450 HO
S e e & 2l Force 0.006042 0.000300 HO
= work2_GAU_TDDFT EHD inum Displacemnent 0.082011 0.001800 HO
L work3_GAU_NMR END RMS Displacement 0.030943 0.001200 HO
SCF Done: E(RB+HF-LYP) = -117 907524758 A.U. after 11 cycles
Maxzimum Force 0.001166 0.000450 HO
RMS Force 0.000576 0.000300 HO
Haximum Displacement 0.013078 0.001800 HO
RMS Displacement 0.004811 0.001200 HO
E SCF Done E(RB+HF-LYP) = -117.907554320 A.U. after 8 cycles
. Maximum Force 0.000376 0.000450 YES
PHals (workl_GAU_OPT-IR) RMS Force 0.000139 0.000300 YES
- Hazimum Displacement 0.003418 0.001800 HO
{1 coordinate (Initial) RMS Displacenent 0.001176 0.001200 YES
¥ . SCF Done: E(RB+HF-LYP) = -117.907556153 A.U. after 7 cycles
1 Coordnate (Fina), Chgpe & Diole Maxinun Force 0.000056 0.000450 YES
@ RMS Force 0.000015 0.000300 YES
Maxzimum Displacement 0.000503 0.001800 YES
| Log Extracted) £ ] RMS Displacement 0.000233 0.001200 YES
L Optimization completed.
ﬁ el — Stationary point found.
[< Mo & Charge Dipa%e noment (field—%ndependent ]:léls:i.sL Debye) : -
= e, oo, DS T -0.0eee” "z 00003 Tob: 03551 .
&3 show in Explorer
8 | oo
| .-:‘u.-!nl. ",
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4. Gaussian Workflow Setup™ - > ROTP.9-10 & ERRICEREZITVETERRIBLUET,
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O
A
=301 bt L] ZazeAl HEH7rA k
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#EUITEETLETL?
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. 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 B—270O>10 hMTHERERTIDIHREE. M (9—07J0-—
BRE) 20w oL iR adZzRTUEITHN] ERRSINESVWRZIUY I UET,
%ﬁbb\jlj ST MEER U CETEZEITIDHEE. T7AIV | REOBETHRAIO>S T
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LABE. #E52 UTCWERRIRBLISNIRFw T elEET I,

1. 7O 9 MREIVUTZ DRI A IS TEERELETEODIEET ALY
(workl_GAU_OPT-IR) #0Uw I ULZET,

2. 733> TAnimationz2oUw 033 E X124 ROFAICFPZA—=S3 EEL
UPZHMHIRUET., » MY EZOUYDITBRDE, BEEEILOBIEN A -2 3> KR

YAESER
3. PTA—33>KRRTYUFPTFENC(E. 7O LEDU XX MADCOluMNTEENTZFNDIEN T =S D
TRRSNFEYT,
v 70910h 19774 (gau.log) R
{EZE74)4 (propylene) Options ¥
£ . | |4 4| Reload Options ¥
@ workl1_GAU_OPT-IR END Speed [ JLoop Open Viewer
kazlzﬁz;;l]:;; ;:E 2 E(RB+HF-LYP) = -117.907524758 11 7
T 3E(RB+HF-LYP) = -117.907554320 8
4 E(RB+HF-LYP) = -117.907556153 7
= = 5E RE+HF-LYP) = -117.907556153 1 v

Ph3/3s (workl_GAU_OPT-IR)

{1 coordinate (Initial)
d Coordinate (Final), Charge & Dipole

= $ s s |

Result ‘Ophmizat'on completej ]
I

=
109 ; \ Plot Column ot
Log (Extracted) > L
[H aomaton < [
[ Mo &cCharge
[¢ 1R/Raman -117.907556133
= Show in Explorer
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1. OV MRERIVTPOEET A Y TESRELETEDOEE D A )5 (workl_GAU_OPT-
IR) Z0Uw O ULET,

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‘ =LY,

— O X @ surface Setup - O X
¥y Jod1bk
HOMO: 12 Unit: (C) Hartree File(F)
%7214 (propylene) Options ¥ HOMD-LUND Gap: @ev
4 7.6669 ev C:¥winmos11.3.2_test1¥UserData¥propylene. wmpjdata¥work 1_GAU_OPT-IR¥gau.|
L LUK Ererey: - 8 Quantity [ v
- e
© work1_GAU_OPT-IR END Seal
HOMD Energy: =l ~ )
“ work2_GAU_TDDFT END -6.7971 o d S Selected MO Z’v Show Diagram
“ work3_GAU_NMR END 8 74,800 |

32 23,8173
31 28,8827
30 21,1344
23 19.9702
28 18,4760
27 17.8103
26 17.2915
25 16,5889
24 14,5676
23 14,3940
22 13,5834
21 10,2972

Parameters

Draw Style |Smooth ] braw boundary ] bump cube file

Transparency 0.2 ~| []Draw contour map
Isosurface Value |0.03

< >

PH3Ys (workl_GAU_OPT-IR)

1 Coordinate (Initial)
d Coordinate (Final), Charge & Dipole

2L Points|50 |5ca|e|1.5 |
= r
g Exvace) -
H anmaton 5 Export... ¥ Cose
I,—. j Excel Close
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1. Energy Level DiagramD« > RO TIDHRRUICVEEZ U YOI UTGEIRL (A
TIEEFMNAD TLWBRHMEDHF TREIRI/ILF—HNEUVHOMOMEIRENZE I ) . Surface
SetupT-r > RODDrawhF > =0 Uw I UET,

2. Winmostar Viewer\tegiU. 1 TEIRSNEDFEEN3DRRSNET,

mﬂ winmostar copyright 2008-2024 X-Ability Co., Ltd.

@ Energy Leve — O X ITIB @ surface Setup - O X
HOMO: 12 Unit: O Hartree File(F) @ Winmostar Viewer V11.3.2 gaulog MO #12 isoval=0.03 - O X
HU;‘UékggU Sapl ®@ev C:¥winmos11.3.2_test1¥UserData¥propylene.wmpjdata¥work1_GAU_OPT-IR¥gau.| File View Help
) © Of f set Quantity MO v

LUMO Energy: -

0.7698 e¥

Selected MO 12 A | Show Diagram

HOMO Energy: Scale :L

-6.7971 eY <

24 14,5878

53 14,3940 o) _— Parameters

g% }gg??g — Draw Style Smooth + | [T]Draw boundary  []Dump cube file

20 7.8010 —

19 5.2572 S Transparency (0.2 | []Draw contour map

18 4,902 e

17 4,779 P v

18 40359 D.« Isosurface Value |0.03

| .
-4. F-max,F-min 0.279682994 -0.279758006

10 -10.0 e

3 -1 —_—

8 -11.3186 — Bport... v | MO #12 | praw ¢

7 -12.5531 -

6 -14,9725

5 -18.6144

4 -21.2135

3 -276.8233 v

Excel Close
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IIL.#&REER FERT>SvIL

1. Surface Setup” - > R dDQuantity CTESP(Population Charge)/Surfacez:#iRU.
AT dDGenerate Cubex oUW UET,

2. Cube PlotO-1> ROMNMHIRLUZSDrawz 2o Jw 2o ULE 9., Winmostar ViewerHhE&FE L.
MullikenEFMNSETE SN RAERERT > S vILEDFREAICKY ES T UIEERFHIER
RENET,

(@ surface Setup - O * @ Cube Piot = O X

@ Winmostar Viewer V11.3.2 ..on Charge)/Surface iso... = (]
File(F) File(F) File View Help
C:¥winmos_1 1.3.2_test 1¥L.l_serData¥promﬂenemrpjda:a¥work 1_GAU_OPT-IR¥gau.| C:¥winmos11.3.2_test1¥UserData¥propylene.wmpjdata¥work1_GAU_OPT-IR¥winm
Quantity v

MO
Selected MO Surface A_ cube Manipulaton map | File 1 winmos_surf.cube

ESP({Population Charge

File 2 Iwmmos_espz.cube 0.04260
MO{Surface
Parameters Density Parameters I
ESP

Draw Style —

ey . =] DSmp cube file Draw Style [C]oraw boundary l
Transparency ~ | [[]oraw contour map Transparency [CJoraw contour map
Isosurface Value (0,03 Isosurface Value |0.03 [[Juse absolute value l

Points|50 | Scale |1.5 |

Mn [995 | Max [ss9 | -007503
F-max, F-min 0.279682994 -0.279753006 Original File: gau.log
Export... ¥ | MO #12 Generate Cubé Export...¥  ESP(Population Charge)/Surface
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1. 2’ OSTI RRERIVUFZOEEIT A IS TIREETEDEZET A )L (workl _GAU_OPT-IR)
HEOUwIULET., (SY>DEf(Fworkl GAU_ OPT-IRRAMAN)

2. 733> TIR/RamanzoUwod3d5E, ARTNINMEIRUET,
o SHEFEELERBEARICUEERBORT—) 0% 175K 5(E. Freq. Scalingh5%=d9 3%
EOEERLTLIZE0,

¥ Jo¥1sb :
p 4 ) Options ¥ @ IR Spectrum (propylene;wﬁpjdataiéworh_GAU_OPT—IR¥gau.Iog} — Od x
E::ﬂ (ﬂm’bt ons — o —
& W 18k Freq. Scaling | 1.000 \Z kted Peak: [00 [1/em | [ooo00 | | v|FR
]
@ work1_GAU_OPT-IR END iél gggg \l A~ -wpu 3EIIJD SIJIEIB 25.00 2q00 15|[|ﬂ IDIUD 5!]0 {1/em) IJ
= work2_GAU_TODDFT END 589 9:351 -
L wor k3 _GAU_NKR EWD 933 1,768 ﬂ
936 38,360
966 4,206
< > 1035 10,460

PH3% (work1_GAU_OPT-IR)

1 coordinate (Initial)

— O €0 G0 ==l O3 C71 i €O I =t O €O OO ==l T €I o O 3 e
—
=
[
a
=]
=]
2
-3

1
|
13 1510 6.099
4 Coordinate (Final), Charge & Dipole 14 1524 10.007
— 15 1738 9,784
s Log 16 3032 27.181
17 3079 27.083
Log (Extracted) 18 3117 10,298
19 3145 8.305
= animation 20 3157  3.874
21 3235 23.798 ~

[« Mo & Charge

: Animation Vector ¥: Ranee |0 - [4200 | Reverse Equal ~ Y: Scale < > |05 | ¥ Reverse

Magnitude < > \Il Broadening < > Export. W Cloge
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III.F5REET IR/ SN2 ANRIT MV

1. IEHET— RZARELITIHEE. aRbLicnwWeE—o% 0> TJ0hTcoUw 2oL, Animation
M=) ILTLIEEL, Winmostar Viewerh ti2gh U, WG9 IR E— RDI7Z
A= 3 OHNRRENFET,

2. VA= 3>zER L% (E. Winmostar Viewerz x/R5 > T#7T L. IR Spectrum
> ROZ%ZClose/RSY > TRHU TS ZE0),

@ IR Spectrum (propylenewmpjdata¥work1_GAU_OPT-IR¥gau.log) - O X

Freq. Scaling Edit Selected Peak: 9364 ” 1/cm v| |38_359? | ” v| IR @ Winmostar Viewer V11.3.2 Normal Mo..  — O X
211 0.450 - 4000 3500 3000 2500 2000 1500 1000 500 (1/em) 0 fie: Viow fieke

589 9.851 Vo
833 1.758

—_ D €D 00 == O O i GO D s O €O 00 ==t O [Ea] o CO P =

[ N

Animation ¥: Range |0 - 4200 | [“]Reverse Equal « Y- Scale | < > |05 | [¥] Reverse

Magnitude < > \Il Broadening | < > Export. W Cloge
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IT1.EREr GibbsBEHI®RILF—

1. 2’ OSTI RRERIVUFZOEEIT A IS TIREETEDEZET A )L (workl _GAU_OPT-IR)
w=OUw oL, PP33>CTLog(Extracted)=oUw o ULET,

2. Sum of electronic and thermal Free Energies®{EH GibbsBH T R)LF —fE (BEALE
Hartree) 718D X9,

¥ 7‘u-§1b|~ @ Extracted Log (C:¥winmos11.3.2_test1¥UserData¥propylene wmpjdata¥work1_GAU_OPT-IR¥gau.log) — O b4
i RMS Force 0.000015 0.000300 YES ~
YEZET4)% (propylene) Options ¥ Maximum Displacenent 0.000503 0.001800 VES
RMS Displacenent 0.000233 0.001200 YES
= W il Optimization completed
—— Stationary point found.
- Dipole moment (field-independent basis, Debye):
@ work1_GAU_OFT-IR X= 0.3445  ¥=  -0.0860  zZ- 0.0003 Tot= 0.3551
L work2_GAU_TODFT Normal termination of Gaussian 03 at Mon Dec 05 12:50:11 2022
#P Geom=AllCheck Guess=Read SCRF=Check GenChk RE3LYF-6-31G(d) Freg
L work3_GAU_HNHR i} Charge = 0 Multiplicity = 1
SCF Done: E(RB+HF-LYP) = -117.907556153 A.U. atter 1 cycles
Temperature 298.150 Kelvin Pressure 1.00000 Atm.
Zero-point correction= 0.080082 (HartreesParticle)
< > Thermal correction to Energy= 0.084158
Thermal correction to Enthalpy= 0.085102
CYEs Thermal correction to Gibbs Free Energy= 0.055081
TQ‘JEJ (mkl—am—m'm} Sum of electronic and zero-point Energies= —-117 827474
Sum of electronic and thermal Energies= —-117.823398
i+ Sum of electronic and thermal Enthalpies= —-117 822454
d Coordinate [I"hal) Sum of electronic and thermal Free Energies= —-117 852475
d Coarcinate (Fll'lal), Charge & Di:ldﬂ E (Thermal) cy g
- KCalsHol CalsMol-Kelwvin CalsHol-Kelvin
Log Total 52 810 12.916 63.165
Electronic 0.000 0.000 0.000
I L trac I Translational 0.889 2.981 37.136
Rotational 0.889 2.981 22.043
H Animati Vibrational 51.032 6.954 4.006
ot Q Logl0(Q) In(Q)
Total Bot 0.461989D-25 -25.335368 -58.336842
E‘ MO & Charge Total V=0 0.316062D+12 11.499773 26.479205
Haximum Force 0.000056 0.000450 YES
(% ®/Raman N SN .11+ L -
&3 show in Explorer
Export... Close
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ITI.fEREFtr  UV-VisARDT b

1. )OIV MRERIVFZOVEE DT A IVS TTDDFTETEDIEET A LS
(work2_ GAU_TDDFT) =2 Uw /O UET,

2. 79>3>TUV-ViszOUwIFTDE. UV-ViSART MIUNERRENF T . £ LOMRIC(E,

ZFE—DDRINRTRILF—(eV). RIVEE(nm). BENKRENEI. (B3LYP/STO-3GD
BaEHMENERDFT)

¥ Jodihk @ uv-vis Spectrum (gaulog) — n 5
VEZE 744 (propylene) Options ¥ File(F) View(V)
& W R

G “ workZ_GAU_TDDFT END
L work3_GAU_NHR END

2.004

Hmin \lﬂﬂl ‘}(max ‘3["] ‘ Yimax ‘2 |F'eaks »'1|]
wor k1 _GAU_OPT-IR END<

< >

PHals (work2_GAU_TDDFT)
4 Coordinate (Initial)
d Coordinate (Final), Charge & Dipole

- Peak data F/I\
Log 000' il [T T - . 1
Log (Extracted) 100 150 200 2580 300
Firm
E MO & Charge @

1.00+

(< uv-vis
= Show in Explorer

Export. . W Broadening | ¢ 3 Close
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1. J3IFRRPLEDODE—D, EULBELMOIURA NRDOE—DZIUYITDE, EDE—D
DEFEDORE  (Fhitsc EREDOPERS & TDRFRE) METHRICRRSNE T, FREOHE
ENARSVNEEERRMRAES/RDET, 12, 13EFEEHDHEFHOMOELLUMOTH D&
"5 (P.1928) . EB1E—2U(FHOMOMSLUMONDRIRE TH D Z EMNDNMDET,

2. UV-Vis Spectrum™« > RIJECloseh5 > =220 Uw IO UTEHUET,

@ uv-Vis Spectrum (gau.log) - O x
File(F) View(V)

¥min |||]U |}{max |3[||] | Ymax |2 ‘ Peaks f"]

ey i f
155.76

55.76 2,004
g.483  146.16  0.0000

1
2
3  8.708 142.42 0.0041
4 9.158  135.39  0.0003
5 9.273 133.71 0.0018
6 9.727  127.46  0.0085
710,423 118.95 0.0000 1.004
8 10,552  117.50  0.0141
9 10.564 117.36 0.0065
1 10.737 115,47 0.0000
Singlet-A ’_/R
Ocec Vir Ampl itude 0,004 i il - . 3
12 o 13 0.60238 100 150 200 250 300
nm
Export. ¥ Broadening | < > Close
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IT1.f&5REFtf NMRANXRYD ML

1. JOSTOMRERIVFZOEEIT A VS TNMRETEDIEE T ALY (work3_GAU _NMR) %
dUwouUEI,

2. 7U33>TNMR%ZEOUwW 29 %E. Magnetic ShieldingD«+ > RONDNHETET, OIS
B CIRREFORMGKUEREINNTRRESNET ., (B3LYP/STO-3GDIGBE(MENELRDE
9)

¥ 7091k —
PEETAILE ( ) Options ¥ (@ SCF GIAC Magnetic shielding (gaulog) - O X
2 " Element @ | Reference | v | [Edit| Shielding [ |
wor k1 _GAU_OPT-1R END
L work2 GAU_TDOFT END Selected| | Degeneracy Talerance |0.05 ¥ Range 0.0 - |1800 | XInhcremental 200
@ " work3_GAU_MWMR END
5- 9H
< =
"
P23l (work3_GAU_NMR) % 1 GHAH 2G G c
LT
‘A coordinate (Initial) &
d Coordinate (Final), Charge & Dipole
u 1 I U 1 I L] T 1 I | T T T T | 1 T T T I I 1 1 T | T T 1 1 | 1 T T T I T 1 1 L I 1 L] I 1 |
& Log 0 20 40 60 80 100 120 140 160 180
Log (Extracted) Shieldinefppm)
[ MO & Charg
| Export. W Close
= Show in Exp
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IT1.f&5REFtf NMRANXRYD ML

1. NMRIEZF>T bR 9 DHE

2. Reference‘C’jﬁ’;-’\? Q%L_\}Rg_%b\
N UZBIR U et D6

AN
N

e, AO1> FOZEUET.

@ SCF GIAD Magnetic shielding (

lv Eiference I:
All

Selected |G ] |
N A

[] [Edit Shieldine / |

Element

Reference ||

TMS HF/6-31G(d) GIAO//BLYP/6-31G(d)
T IMS HE$1-00d0) GlAO//BILYE/E S0l
/ 3LYP/6-31G(d)

TMS HF/68-31G(d) GIAO //B3LYP/6- 31Gi(dp)
TMS HF/6-31G(dp) GIAO//B3LYP/6- EIG(dp)
TMS HF/6-31+Gidp) GIAQ//B3LYP/6-31G{dp) e

(&, ElementTFEH UV TRZERLUE T,

Shielding(C SR E IR D IEMER AN T D E
>0 MOIRRENET, B3LYP/6-31G*TitE%:
Referenced®TMS B3LYP/6-31G(d) GIAO//B3LYP/6-31G(d)Zi#IRLZET.,

EE L

1ITOTL\BIH

@ SCF GIAO Magnetic shielding (gau.log) —

O

=

Element 31G(d) v] Edit  Shielding [32.1850 |
Selected| | Degeneracy Tolerance |0.05 ¥ Rarge 65 KIncremental =05
=
8
= 1 iH SHH HaH
(7]
&
&
D, T T L T T LI LN N L B B B T T 7T LI L T ™
65 6.0 55 50 45 40 35 30 25 20 15 10
Shift{ppm)
Export. W Cloze
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HAELCUZWDF(TMSIZ L),

2. Magnetic ShieldingD - > FOZHEFXT,

2 DRGSR EEIN R RSNE T,

3. BT
4.
5. [ (>c3&4A)

B) "] LWLWDITZ

(J:'CH! U7z=ShieldingZE#1)
BT D E.

sTERAE CTEEREL. NMRETE

TWE9,

wlCLlEWE—DO% O U w93 E&, Selected(C [6H 32.1864 ppml] IREEZDE —

Editz2o w29 % EUserPrefJ 4 )L AOwWmM_nmr.ref\EHMNET,

(WinmostarC&RRESNd D4

{0 SCF GIAC Magnetic shielding (tms.log)

Element Reference |

~ | [Edit

Selected|EH 321864 ppm

Degeneracy
| T T T T T O T = ™=

O

4

[ ]

aC

15i

| Deeeneracy Talerance ¥ Ranee|00 = 4500 | HInNEmental| 500

Lt e N ek e e e g o

(=}

Export. W

T T T T
l 150

1 1 r r [ rr 11 | rrrr]
QEI[I 250 200 350 40o

Shieldinglppm)

Close

1
450

Reference CZDiEMREINZIBINTETDILDICIADET,

I IE)

003
192.618
163.696
162.502
249429
193.049

30,597
37.073
37186
30637
37 NRT

TT I T T T C a0

) wm_nmrref - AT -

®E(DE
# MR Shielding
200.

9{T. 52 7

S0 =R AR

TTMS HF/B-31G(d) GIADA/B3LYP/B-31G(d)”

"TMS HF/6-311+G(2d,p) GIAOD//B3LYP/B-31G(d)”

"TMS B3LYP/6-31G(d) G1A0//B3LYP/6-31G(d)”

"TMS HE/B-311+Gi2d,p) GIA0//B3LYP/6-31GId)”
“TMS B3LYP/6-31G(d GIﬂD//BSLYP/B 31G(d)"

"TMS HE/B-31 é(d) GIﬂUHHBSLYPHB 31G(d, p)

“TME HE/R-21R0d 0] RTANG /R YP/A-31GIH.017

100% Windows (CRLF) UTF-8

TMS B3LYPAB-3114G(2d.p) GIAD//B3LYP/6-31G(d)”
"TMS HE/STO-3G GIAD//HF/STO-3G"
"CH4 HF/6-31G(d) GIAD//B3LYP/B-31G(d)”

CTMS HE/B-31G(d) GIAQ//B3LYP/6-31G(d)”

€
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