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 Gaussian98 [3]  DFT B3LYP  6-

311++G(3df,3pd).

- :

 (E),  (q),  ( ),  ( ),

 ( ).

: CH3CH3, CH3C
•
H2, CH3CH2CH3, CH3CH2C

•
H2,

CH3CH2CH2CH3, H3CH2CH2C
•
H2, CH3CH2CH2CH2CH3, CH3OH, CH3O

•
,

CH3CH2OH, CH3CH2O
•
, CH3C(O)H, CH3C(O)OH.

. 1–2. 
 1 

 CH3 

E

( / )
q ( )

(e/( )2)

CH3CH3 –24913,39 0,01 1,03 –0,52 0,0011 

CH3CH2CH3 –24920,85 –0,02 1,02 –0,52 0,0073 

CH3CH2CH2CH3 –24920,23 –0,02 1,01 –0,52 0,0050 

CH3CH2CH2CH2CH3 –24919,48 –0,02 1,01 –0,51 0,005 

CH3C
•H2 –24899,54 0,05 1,15 –0,59 0,0624 

CH3CH2C
•H2 –24915,33 0,01 0,99 –0,46 0,0083 

CH3CH2CH2C
•H2 –24919,12 –0,01 1,01 –0,51 0,0043 

CH3OH –24752,29 0,51 0,94 –0,57 0,0073 

CH3CH2OH –24918,43 0,04 1,00 –0,58 0,0366 

CH3O
• –24918,43 0,65 0,59 –0,64 0,0245 

CH3CH2O
• –24861,1 0,1 0,91 –0,44 0,0119 

CH3C(O)H –24918,05 0,07 1,04 –0,61 0,0509 

CH3C(O)OH –24903,33 0,15 0,99 –0,61 0,0661 

 1, 

 (

) / .

. 1 ,  CH3

 C-H 

.

, -

[4],  CH3 . ,

–
•
, –O  C–O

•
.

211На
уч
на
я б
иб
ли
от
ек
а Т
вГ
У



.  " ". 2007.  6(34).  3 

 2 

 CH2 

E ( / ) q ( )  (e/( )2)

CH3CH2CH3 –24527,97 0,02 1,02 –0,52 0,0073 

CH3CH2CH2CH3 –24537,13 0,03 1,01 –0,52 0,0050 

CH3CH2CH2CH2CH3 –24536,47 0,01 1,01 –0,52 0,0050 

CH3CH2CH2CH2CH3 –24546,35 0,00 1,00 –0,52 0,0118 

0,99 –0,46 0,0082 
CH3CH2C•H2 –24520,25 0,06 

1,12 –0,60 0,0544 

1,01 –0,52 0,0043 
CH3CH2CH2C•H2 –24532,56 0,05 

0,94 –0,46 0,0157 

0,94 –0,46 0,0157 
CH3CH2CH2C•H2 –24529,28 0,05 

1,12 –0,60 0,0579 

1,00 –0,58 0,0366 
CH3CH2OH –24376,68 0,03 

0,91 –0,56 0,0248 

0,91 –0,44 0,0119 
CH3CH2O• –24351,21 0,57 

1,04 –0,64 0,0052 

,  CH3 

( . 2). 

 CH3 

1.

.

1 – CH3CH3, 2 – CH3CH2CH3,

3 – CH3CH2CH2CH3,

4 – CH3CH2CH2CH2CH3,

5 – CH3C
•H2,

6 – CH3CH2C
•H2,

7 – CH3CH2CH2C
•H2

 1.  CH3

 CH3 

2.
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1 – CH3OH,

2 – CH3CH2OH,

3 – CH3O
•
,

4 – CH3CH2O
•
,

5 – CH3C(O)H,  

6 – CH3C(O)OH

 2.  CH3 

:

,

.

 ( )

.

,

.

, -

 CH2–(C), CH–(C)2, C–(C)3  CH2–(X), CH–(X)(C),

C–(X)(C)2.  X=O  CO. 
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