Table 1. Caleulated hydrogen bond energies (kealmol™!) in some gas-

phase dimers. [

Dimer Energy Rel.
[F-H-F] 39 [27a]
[H,O-H—-OH;]" 33 [27b]
[H:N-H—NH,]' 24 [2Tb]
[HO—H-0OH] 23 [27a]
NH,"--- OH; 19 [27c]
NHy" - Bz 17 [27d]
HOH ---Cl 13.5 [27c]
O=C—OH--- O=C—0OH 74 [27e]
HOH -+ OH; 4.7:50 [27Lg]
N=C-H--0OH; 38 [27h]
HOH ---Bz 3z [27i]
F:C—H---OH; LN [27]
Me—OH---Bz 28 [27k]
F:HC-H---OH; 21:;25 [27Lj]
NH;---Bz 22 [27]
HC=CH ---OH, 22 [27h]
CH, - Bz 1.4 [27]
FH,C—H---OH, 1.3 [27Lj]
HC=CH ---C=CH 1.2 [27]
H5H---5H, 1.1 [27m]
H,C=CH, -OH, 1.0 [27]
CH,--- OH, 03;05:06;08 [27Ln-p]
C=CH, - C=C 0.5 [271]
CH,---FCH, 02 [27q]

[a] For computational details, see the original literature. Bz =benazyl.
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