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Gas-phase NMR spectra demonstrating the effect of weak intermolecular
forces on the NMR shielding constants of the interacting species are reported. References & Citations
We analyse the interaction of the molecular hydrogen isotopomers with He,

. NASA ADS
Ne, and Ar, and the interaction in the He-CO_2 dimer. The same effects are
studied for all these systems in the ab initio calculations. The comparison of Bookmarkwnat is this?)
the experimental and computed shielding constants is shown to depend B # R0 gj:}

strongly on the treatment of the bulk susceptibility effects, which determine in
practice the pressure dependence of the experimental values. Best
agreement of the results is obtained when the bulk susceptibility correction in
rare gas solvents is evaluated from the analysis of the He-rare gas
interactions, and when the shielding of deuterium in D_2-rare gas systems is

considered.

Comments: 9 pages, 3 figures

Subjects: Chemical Physics (physics.chem-ph)

Journal reference: J. Chem. Phys. 135, 084310 (2011)

DOI: 10.1063/1.3624658

Cite as: arXiv:1107.5261 [physics.chem-ph]
(orarXiv:1107.5261v1 [physics.chem-ph] for this
version)

Submission history
From: Konrad Piszczatowski [view email]
[v1] Tue, 26 Jul 2011 16:27:58 GMT (146kb)

Which authors of this paper are endorsers?

Link back to: arXiv, form interface, contact.



