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NUCLEAR MAGNETIC RESONANCE AND RAMAN SPECTROSCOPIES IN
MOLECULAR DYNAMICS. DETERMINATION OF
’H QUADRUPOLE COUPLING CONSTANT

M.R. Asdjodi
Spectroscopy Rescarch Center
Atomic Encrgy Organization of Iran

Abstract

The Acetylenic deuteron quadrupole coupling constant in 1-D-3,3-dimethyl-1-butyne was
determined in ncat liquid and in 20% mol solution in an incrt solvent (C,I1,,), by combinig
NMR rclaxation data with raman line shape analysis of the totally symmetric A; mode at

1983Cm™. The value in the inert solvent was found to be 233 : 4 kllz, which is
signilicantly higher than previously found value for acctylenic deuteron in acctylene and
nonyne, but is in exccllent agreement with ab initio calculation which was performed using

" doublc zcta plus polarization " basis function on smaller model moleculcs.
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