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B3LYP/6-311++G(d,p) calculations predict that

Sehid|e thamost stablaisemar: 3ch3 is observed experimentally in the
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The increases in intermolecular stretch
mode frequencies are in agreement
with the intermolecular hydrogen bond
contraction upon excitation predicted
by calculations .

| The falloff of the 2C-R2PI spectrum is

7DQ(ND,),
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The intermolecular stretches are
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T =0 = a0 use of the deuterated cluster
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Changes upon excitation Trends in structures and vibrational frequencies
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begwsegl; cis / Q=i | 22 The larger the cluster,
iglculations A 99 e ol . = the larger the O-H bond,
2001 -/ = the shorter the hydrogen bonds,
1901 5 the larger the OH:--N stretch frequency.
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Cluster size

n=3 clearly appears as a critical size: adding one NH, does not provide
more favorable features to a H transfer reaction.
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