View metadata, citation and similar papers at core.ac.uk brought to you by fCORE

provided by lllinois Digital Environment for Access to Learning and Scholarship Repository

1-IODOPENTANE, EXPERIMENTS AND CALCULATIONS

SUSANNA L. STEPHENS, JOSHUA A. SIGNORE, Department of Chemistry, Wesleyan University, Mid-
dletown, CT, USA; LAN CHENG, Department of Chemistry, Johns Hopkins University, Baltimore, MD, USA,;
WILLIAM C. BAILEY, Department of Chemistry-Physics, Kean University (Retired), Union, NJ, USA; S. A.
COOKE, Natural and Social Science, Purchase College SUNY, Purchase, NY, USA; STEWART E. NOVICK,
Department of Chemistry, Wesleyan University, Middletown, CT, USA.

The rotational spectra of two conformers, GAA and AAA, of 1-iodopentane have been recorded using both Fourier
transform microwave cavity and chirp spectrometers. lodine has a large nuclear electric quadrupole coupling tensor, x, and
is heavy enough to require a relativistic calculation for ab initio field gradient calculations. We will present a comparison
of the experimental results, a calculation involving a clever scaling of the x tensor,” and a direct relativistic ab initio
calculation.”
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