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1,5-diazabicyclo[3.1.0]hexane (DABH)



  

DABH Konformationen

Methode Stabile Konformation
1H- und 13C-NMR Wanne

IR Halb-Sessel

PE, AM1 Halb-Sessel

PE, 1H-NMR Halb-Sessel

GED Wanne
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DABH: Wieso Wanne?

Method
Most stable
conformatio
n

1H- and 13C-NMR
spectroscopy

boat

IR spectroscopy half-chair

PE spectroscopy, AM1
calculations

half-chair

PE and 1H-NMR
spectroscopy

half-chair

DFT, MP2, MP4, CCSD
boat

Der anomere Effekt: n(N)→σ*(C-C): E(2) = 4 kcal/mol



  

DABH: Gibt es andere Konformationen?



  

Bekannte Derivate von DABH

Alle haben Wanne Konformation.



  

6,6-dimethyl-DABH



  

6,6-dimethyl-DABH



  

6,6-dimethyl-DABH



  

6,6-dimethyl-DABH: n(N)→σ*(C-C)

      E2 = 4.6 kcal/mol                               3.5 kcal/mol

      n  = 0.035 e                                       0.022 e



  

3,3-dimethyl-DABH



  

3,3-dimethyl-DABH: GED

74(15)%



  

3,3-dimethyl-DABH: Potential



  

3,3-dimethyl-DABH: NBO

Wanne

n(N)→σ*(C-C)

Sessel

σ(N-C)→σ*(C-Cm)



  

Konformation gegen r(N-N)

θ

Wanne

~flach

Wanne

Sessel



  

Danke für die Aufmerksamkeit!
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