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Figure S1. Relative stability of the HOCH2(CH2)»CH2NH2 (n = 0-2) aminoalcohols
stabilized by the formation of an O-H --N IMHB or a N-H --O IMHB.
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Figure S2. Molecular structures of the substituted HOCHX(CH2)aCH2NH2 (n = 0-5, X

=H, F, Cl, Br) aminoalcohols, showing the bond-length, in A, of the O-H --N (or NH --O)
intramolecular hydrogen bonds. The relative energies (kJ mol™?) with respect to the global

minimum in each case is also given.
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Figure S3. Molecular structures of the substituted HOCH2(CH2).CHXNH2 (n =0-5, X
=F, Cl, Br) aminoalcohols, showing the bond-length, in A, of the O-H --N (or NH --O)
intramolecular hydrogen bonds. The relative energies (kJ mol™?) with respect to the global
minimum in each case is also given.

Table S1. Second-order orbital interactions energies (kJ mol™?) between the nitrogen
lone-pair and the o*on antibonding orbital for the HOCH2(CH2)nCH2NH2 (n = 0-3)
amino-alcohols and their O --BeF> complexes.

n Isolated amino-alcohol Complex with BeF2
0 6.8 24.8

1 32.3 112.1

2 67.6 215.0

3 49.2 203.9




