Gaussian 03 Document

ooong
e-mail: molecule@emolec.com

February 21, 2006



Chapter 1

Jodobono

000000000000000000 (freeformat) 000000000000
gooboboogooooboobooobbobooooboboooboobo
0000000 UGaussian 98/03 0 OFortran 000000 000D OOOOO
goooobbooboooboboooooboooboboooobooooooooo
goooooooooooo
goobooboobooooboboboboobobboobooboobboon
000 Gaussian 98/03 0000000000 0OOCOOCOOOOOOOOOOO
goboOooooobOobOoboboobooooDbon

1.1 O0gdogon

gbobobObOobooooobooooboooOoboooobooobooooooo
oooobobooooooD? 3, 4000000000000

1. Atom 1 -0000000000000000000O0O00O00O0O0

2. Atom2-00 0 000000000 O0OOOOO

3. Atom3-00 0 O000D00 0 DODOO00O0O0O0OO0OOOOOOOOD
goobgooboboboobbobooobbobuobo oboboobobob
oooboooobobo32-1000 3120000000000

1.1.1 O0oogdoogo
1. 000000000000 bO0ooooboooooobooan
2.000000000 £180.0000000000000O0

. 0obooooooooooobooboobobOoobOOobobbobooobogoon
gobooooobooood

(a) OOO0OOO0O0O0OO 1IOUUOOLOOOODOOOUOODOoOOooOoOO
goono

(b 3000 L0O0O0O0O0OO0ODOOUOOODODOODOUOOOOOO



1200000000000 googood

1.2 0OO000oobboooboon

oobobooool,200000000000000000O000000D0OAO0
000 0000000XO00o0ooooooooDo0o0 ooboooooxXxyooo
goboooooboob obboobobooboooooooobooooobogo
oobooooo ooooooooooboooo 0, I-J-K, I-J-K-L OO
Oo0o0o00o000J-KOODOOOOK-LDO IJJOOOO0O0OO0O0O0oooooo
gboboooobooooboboobooboooooooobooooboooboon
ooog 1oooooooooog

Y-axis
dihedral OO OO
I angle
O distance 0000 X-axis

gbooooobooboobboboobobooboooo

[Element N1 Length N2 Alpha N3 Beta ]

0000000000000 000000Oo0UoOOoOOoOooOO N1, N2,0
N3O OoOoOoOooOoOoooooooooooooooooooooooo od
0000000000000 OLength, Alpha, 0 BetaO OOOO O OO0 OO0O
gogbdoooooooobbbobobbobbboobbobooobboboon
00 0000 0O Gaussian 98 Navigator 0 000000000



gbooobood

1200000000000

/f Line 1 AM1
Line 2 Ethane
Line 3
Line 4 C
Line 5 C 1 r21
Line 6 H 2 r32 1 a321
Line 7 H 2 r32 1 a321 3 d4213
Line 8 H 2 r32 1 a321 3 -d4213
Line 9 H 1 r32 2 a321 3 60.
Line 10 H 1 r32 2 a321 3 180.
Line 11 H 1 r32 2 a321 3 d300
Line 12
Line 13 r21 1.5
Line 14 r32 1.1
Line 15 a321 109.5
Line 16 d4313 120.0
Line 17
Line 18 d300 300.0
Line 19
o
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