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Hg. 1. Obsened liquid and calculated Rarman spectra of
PA3 for the 6-311+3(d) basis set.
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Fig. 2. Observed solid and calculated Raman spectra ( T form)
of MPCI2 for the 6-311+G(d) basis set .
MP2
MPCI2 T
G T 0.94-+-0.09 kcal mol™ [1]
T G G
MPCI2 T
G ipcm
ipcm MPCI2
MP2
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Table 1. Calculated and observed energy differences (kcal mol'l)
between the T and G forms of MPCI2
Obsd HF/6-311+G(d) B3LYP/6-311+G(d)

AE (G -T)[kcal mol™]  0.94 +0.09 -1.065 -0.174
MP2/6-31G(d) MP2/6-31+G(d) MP2/6-311+G(d)

AE (G -T)[kcal mol™] -1.519 -1.272 -1.035

MP2 energy[kcal mol™] -1.371 -0.961 -0.654
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