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Figure 1. a-N-acetylneuraminic acid
(a-NeubAc) 1

Scheme 1. Initial orientations at Cg-C7, C7-Cg, and
Cg-Cg bonds of a-Neu5Ac 1.
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Figure 2. The global minimum structure Figure 3. The optimum structure wA_d4a of the
A_da of a-NeuSAc 1 at globzl minimum A_4a complexed with
BALYP/G-31G" level, water at BALYPIE-31G"" level

Table 1. Relative energies in kcal/mol of the stable structures.

B3LYP/6-31G**// B3LYP/6-31++G**//
Stable B3LYP/6-31G** B3LYP/6-31G**
Entry structure AE AG! AE
1 A _4a 0.000 0.000 0.000
2 B 1.462 0.625 1531
3 C_4a 9g+ 1.340 1.100 0.598
4 D 9a 2.029 0.730 0.930
5 E 9a 1.817 0.877 1.229

! Gibbs free energies were calculated at 298.15 K 1.0 atom.



