NFDEELHNE (WIBH-1EH)
DREEZRZERS-FHITH

DFEE - DFeBERITDRF(EELTRFZ)D
A8 >of B ZE R EC &

DFBEERET DDA ?

= BHRAFO DL (=IRILF—HIREM)
nlE, EFIEFFRICKYRIELYREE



DFOBELEEDORREMNS-FRITS

R FIEEE(BE) " REFEHMEDODLGTEEHE (E
B AR O IR R TFE)

T FIEE(MOIEK) D FEERT HEHRFDIRF
BOESARZIDDRFEDEIIICRIITTEFDED)
eRELD




P=—1}
[ 5%

EEr

VBEMODEL\E

I2E9 3

Al Z1S TEREk

=

HEHEY

Y.
mil

AEV-EFESRIFER LHEEEEZR ARERMAEY



R FENE D=5

https://www.chemcomp.com/journal/molorbs.htmd Y 5 &;



https://www.chemcomp.com/journal/molorbs.htm

KB=DHFEE 1o/ x4

Cluit |E:-:u:e||f;- S
HCO= 1

| 2 4.7553

e
I"F’ b

Winmostar (Free) V5.006 AL\ TCETE



Winmostar (Free) V5.006% FHLNTHRERI 2 FENE A (PM3)IZTETE

¥ Energy Level Di

it IE:{EE|IE

HOMO=4

dL.
; 4
P =

|
||| |5

| 1

f
!
B
]
4
a
2
1

B. 1824
4.6E05
4.6604
4.6604

13, a0as
13,4084
_2%. 8830




= . =10f =
ﬂ1|:’)(_):)l/d)$j\?$jlﬁ Gt IE:-:u:EIIr. vk

(v g — —
E

R4

HOMO=7

IERLE
0 9.7668
9 5.6499
g 1.3277

-0, 4370
-13. 5692
-14.5110
-14. 8110
-27.8821
-0h 2778

— T2 00 foa O OO

Winmostar (Free) V5.006% FAULNTHHRERBI 7 FENEA(PM3)ICTEHE



77 ILT

~~DHFEE

Winmostar (Free) V5.006Z FALNTEHE

¥ Eneregy Level Di

" au.

Cluit |E}:|:EI|¢-;- oy

HOMO=4

FE
4933
9928
L3033
004
BRI
G

B
4
3
3
3
2
(l

=101 x|

4

| 4

I+ || -




Copyright © Kazuaki Kudo 2015. All rights reserved. All content is licensed under a Creative Commons License
(Attribution-NonCommercial-ShareAlike 3.0).
Use of this content constitutes your acceptance of the noted license and the terms and conditions of use.

The following attribution may be used when reusing material:
Kazuaki Kudo, Organic Chemistry 1. License: Creative Commons BY-NC-SA 3.0


http://creativecommons.org/licenses/by-nc-sa/3.0/us
http://creativecommons.org/licenses/by-nc-sa/2.1/jp/
http://creativecommons.org/licenses/by-nc-sa/2.1/jp/

