y water molecules and forming
uring phosphonic moieties (fig. 2). To ;
ulated vibrational spectra by using PCM model (£=78
below, this approach yielded the best simulation of
the calculations were performed by using Gaussian 03 a
[2,3].

Fig. 3. Exemplary PES analysis for P2 (AM1). Fig. 2. Crystallographic structure of gl

acid

Fig. 5. Comparison of calculated and experimental vibrational spectra for P,. "
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Comparison of calculated and experimental vibrational spectra for G,.
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