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1,5-diazabicyclo[3.1.0]hexane (DABH)
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IR half-chair [2]
PE, AM1 half-chair [3]
PE, 'TH-NMR half-chair [4]
GED boat [5]
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DABH: NBO analysis

J

n(N)-o*(C-C): E® = 4 kcal/mol



DABH: Potential
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DABH: Derivatives
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GED Experiment
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6,0-dimethyl-DABH




Universitat Bielefeld 6, G'dlmethy:I.'DABH

| | | ] | | |
é Theory
5 S C S P Experiment ]
5 pPScS
4 d - .q'{:i',._
""""""""""""""""""" | .mu:‘J.'..\,.'.'_
ST b oo b b Lo b [ =

r, Angstroms



6,6-dimethyl-DABH
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n =0.03be 0.022 e

E? = 4.6 kcal/mol 3.5 kcal/mol
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3,3-dimethyl-DABH: GED

.
| : . : : Experiment
. . . . .
. | P o | ! Cl Ialr
. - . : .
—_— :
| - :
g .
[ .
e, .
Rl + | R R o e R G e R
u?}'
e e e —]
P e
Q .t,‘.'v'
(s T
s
\ Q
. ..
T :
Foptis | %
e T R N R N S F-- o T e . B
QO . B 5 .
o o . | > .
. ' i '
0 : : : o ) :
=} 1 . 1 R Lt 1 1
d . B . B Tk 'r,“l s e . H
. . . . A 1 . .
& H : H .':'b.~‘..lv Ty -"’. . .
& | . 1 . Wi, 1 1
o B B . B . LT o, A O il Ty
s : . : . : G e T T e P
Y IO 1 1 | S 1111 SO B SRR o ‘ | SSUUTUUIUUURUPNY AEPPRR SRR 0 e T @
: i : | 1 ‘u II |u.h| | " .....||||II| ||| | I: 1 : :
. VAN NI N LN N~ PR AN I‘\_/\ PN P N, N L

r, Angstroms



3,3-dimethyl-DABH: Potential
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Boat Chair

n(N)—-o*(C-C) o(N-C)—-o*(C-C )
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Conformation vs. r(N-N)
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