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Draw Style Mesh | []Draw boundary [ ] Dump cube file
Transparency 0.4 e |:| Draw contour map

[sosurface Value (0,03

Points |50 Scale 1.5

F-max,Fmin 0.204545006 -0.209564999

Export... ¥ | MO #28 Generate Cube <
—

N
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VII. 3#ERToOvILDRT

Cube PlotA > FHOMAHIEL., Z FDODrawR22Z&#9 &, Winmostar Viewerh®
FEL . 9 FXREIZContourTPopulationfZ L= D A ERIMN ST ESN =53
BRTUIYILETVEV T LIZHRFAENDS, (CCTERRLTWLWSDIE, LS
ESPZDHD TILAELY)

winmos_surf.cube ESP2/Surface isoval=0.03 — O X

File View Help

Cube Plot - O X
File(F)

C:¥winmos9¥UserData¥winmos surf.cube

cube Manipulation |map v | File 1

File 2 |winmos_esp2.cube

Parameters

Draw Style Mesh v | [C]Draw boundary
Transparency 0.4 E] Draw contour map
Isosurface Value |0.03 [Juse absolute value

Min ]—999 ] Max {999 \

Original File: sty_opt.ou Return
Export...¥  ESP2/Surface m

N
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#HE NMRZERT—2MEMAGE

1. TMS%HE DR FTHEREIL. NMRARIMLOBRFEITS
2. Chemical Shielding Tensorsm 4> RF%E<,

3. BEBITICLIZWARINLEE D)V IS B,

§5E.FDELEIZ, T13H 33.7549 ppm ITEE EF D AR LD BERETE BN TR
NAH(TRBER),
4. EditZE ') w993 bEUserPref L FOwm_nmr.refZ2Bi<,
5. T(TRA) (J:'cm%u—smeldingiﬁk) “(WinmostarTRIRSNSEED A
B 7 1&ELSTEEMT A&, Winmostar™DReference TEF DB E & EIRT=
BE51215,

||] IIIIIII |1 |||||||| |2IIIIIIII|3IIIIlllllqlllllllllﬂ I|||||E|
HMR Sh|eld|ng&

i
¢ 200.003 TTMS HF/B-31GQd) GIAQ//BILYP/B-31G(d)"+
¥
»

192.618 "TMS HF/6-311+G(2d,p) GIAO//BILYP/B-31G(d)"
182.502  "TMS BILYP/B-311+G{2d,p) GIAO//BSLYP/B-31GId)"«
189.048  “CH4 HF/B-31G0d) GIAQ//BILYP/B-31G{d)" <

= O3 0 —

iical Shielding Tensers (GIAC, in ppm)

3 Reference | v|

| Degeneracy Tolerance [0.05 H-min E

32.587  "TME HF/B-31G{d) GIAD//BILYP/B-31G(d)"« I
32.073  TTHMS HF/B-311+G(2d,p) GIA0//BILYP/B-31G(d)" <
822 TTMS B3LYP/B-311+G(2d,p) GIAD//BILYP/B-31G{d)" <
32.637 TTMS HF/B-31G(d) GIAO//BSLYP/B-31G(d,p)" <
30057 “THS HF/R-1GId. 0 GTACS /BRI YP/R-S31Gd. 0"

— o5 OO —
I T 1|3
[}
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q—t— > \“ X-Ability Co.,Ltd.
NN 15148 2030

238

BRESSNZUMEBEREDFT 170251 7A-ES)ICLZHE
BEFHEE) OEICI3EEMEOWnmostar ' ENNTLEFT .
http:/iwww.amazon.co.jp/.../47. . /ref=oh_aui_detailpage_o00_s00..

w3 >

http://x-ability.jp
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