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Fig.1 Hydrogen bond network of melamine

molecules.
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Fig.2 Optimized conformers of melamine
molecule. (1) Orientation of hydrogens in one
NH> coordinating for the opposite direction of
the other two NHy (Cs symmetry). (2) All the
amino-hydrogens pointing in the same direc-
tion (C3y symmetry). (3) Three planar amino
groups on the triazine ring plane (D3}, symme-
try).
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Fig.3 Calculated IR spectra for three conformers of melamine molecule at BLYP/TZP level by ADF program.
(1) Cs, (2) C3y and (3) D3y symmetry.
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