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Located 168 local minima (MP2/6-311++G(3df,2p)//B3LYP/6-311+G**)
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Population (by the superposition approach) on the basis of harmonic vibrational
frequencies reproduced three (IR) observations at different temperatures

1. JACS 2000, 722, 1398: a mixture of chains and a Zundel single-ring, at ~170 K
2. Science 2004, 304, 1134: dominated by chains, at >> 170 K
3. Science 2005, 308, 1765: dominated by a Zundel single-ring, at <<170 K

Luo, Y.; Maeda, S.; Ohno, K. J. Phys. Chem. A 2007, 111, 10732.
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