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GH10BrN Trimethylamine — hydrogen bromide (1/1) Gy
(weakly bound complex) (effective symmetry class)
(CHz)sN - HBr
Hydrogen-bonded mod#&):

Isotope R [A1 D) ro(N..BHA]®) k) [NmY v [em™
(CHg)s™N - H'Br  3.3030(30) 2.9607(30) 82 202
(CHg)s™N - H®Br  3.3026(30) 2.9608(30) 87 208
(CHg)s™N - D®Br  3.2840(30) 2.9596(30) 88 209
lon-pair modef):

Isotope r(Rem [A1 ") ro(N..BN[A]®) kO INMT v [em™]
(CHg)s™N - H'Br  3.2959(30) 2.9594(30) 82 202
(CHg)s™N - H®Br  3.2959(30) 2.9594(30) 87 208
(CH3):"N - DBr  3.2716(30) 2.9577(30) 88 209

In the heterodimer trimethylaminehydrogen
bromide there is a significant extent of proton transfer H.c
from HBr to N(CH)3

Iy

Br

3 Hydrogen-bonded model (GHN - HBr with a,, = By = 10°. The distance
r(N...Br) =[R2 ?—r +r', wherer andr' are the distances of N and Br nuclei from mass
centers of (CkJsN and HBr subunits, respectively, then represents the best estimate of the
equilibrium value.

®) Uncertainties were not estimated in the original paper.

9) Stretching force constant of the intermolecular vibration.

% Calculated fronks by using the expressian = (2rc) (k/p)?

9 lon-pair model (Ch)sN "H...Br used in analogous version to obtRig, andr (N...Br).
The (CH)3N "H geometry is assumed unchanged from Nfghbiut with a hydrogen atom at
1.03 A from N along the £&xis.
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