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. 2.
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 1  

-

R(NH), Å R(N…H), Å NH…N, . R(N…N), Å
*

DFT MP2 DFT MP2 DFT MP2 DFT MP2 

 1,01 1,01 — — — — — — 

 1,02 1,03 1,99 1,96 143,6 144,3 2,88 2,86 

 1,04 1,04 1,89 1,86 179,3 179,5 2,93 2,9 

** 0,88 2,1 172 2,98 

  *  B3LYP/6-31G**  MP2/6-31G . 

**  [ 24 ]. 
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, , -
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,  [ 24 ]. 

NH. -

 ( , ,  —  

l) . , , ,

 (

 1:1) - , …N ,
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. 2. , , -
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(R, Å) ( .) —  (B3LYP/6-31G**+)

*
+…– F3

,

 (  = 8,9)

*
+…– F3

,

 (  = 8,9)

R(O1H1) 1,51 1,71 O1H1N 160 155,4 

R(H1N1) 1,09 1,04 O2H2N2 155,6 155,4 

R(O2H2) 1,60 1,69 H1N1N2 113,5 115,1 

R(H2N2) 1,06 1,05 H2N2N1 113,5 115,1 

R(O1N1) 2,55 2,68 O1CO2 128,8  130,2 

R(O2N2) 2,59 2,67 

R(CO1) 1,26 1,25 

R(CO2) 1,25 1,25 

___________ 

* . 6. 
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