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Fig.3. Temperature-dependence of IR spectra for 2PY

in a CCl, solution.
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Fig.4. The van’t Hoff plots for 2PY(rectangle),
3MP(circle),  6MP(triangle),  4MP(cross),
6CP(diamond) in CCl, solutions.
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Table 1. Comparison between the experimental relative enthalpies AH=Heno—Hyeto and the theoretical relative

energies AE=E¢noi—Exeto

AH / kI mol™ AE/ kI mol™
Ar matrix in CCl, MP2/6-31G(d,p) PCM(CCl,)° PCM(CHCIy)*

3CP -0.6 -2 -6.2 +0.5 +5.1
3MP -13 +20 5.2 +0.3 +4.0
2PY 2.4 +12 -9.5 -2.9 +1.4
4AMP -4.0 +13 -8.2 -1.7 +2.7
6MP -4.7 +23 =7.7 -1.9 +1.5
6CP -14< -6.2 =21 -18 -16

%insoluble, ® MP2/6-31G(d,p)



