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Analysis of the electron density distribution in clusters composed of hydrogen fluoride, water, and new | recent | 1204
ammonia molecules, especially within the hydrogen-bond domains, reveals the existence of both Change to browse b

\sigma- and \pi-binding between molecules. The \sigma-kind density distribution determines the
mutual orientation of molecules. A \pi-system may be delocalized conjugated, which provides

additional stabilization of molecular clusters. In those clusters where the sequence of hydrogen
bonds is not planar, a peculiar kind of \pi-conjugation exists. HF anion and H502 cation are References & Citatic
characterized by quasi-triple bonds between the electronegative atoms. The most long-lived species
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stabilized by delocalized \pi-binding are rings and open or closed hoops composed of fused rings. It
is conjugated \pi-system that determines cooperativity phenomenon. Bookmarkwnat is this?)
[E R d-~] i Sl
Comments: 27 pages, 12 figures o]

Subjects:  Chemical Physics (physics.chem-ph); Atomic and Molecular Clusters
(physics.atm-clus)

Cite as: arXiv:1204.0422 [physics.chem-ph]
(or arXiv:1204.0422v1 [physics.chem-ph] for this version)

Submission history
From: Yulia Novakovskaya [view email]

[v1] Mon, 2 Apr 2012 14:43:29 GMT (1307kb)

Which authors of this paper are endorsers?

Link back to: arXiv, form interface, contact.



