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Computer Program of the Analysis of High-Resolution
NMR Spectra by Least Squares

Hiroyuki Fuxkur  Junkichi Sonma

Abstract

An iterative method for the least-squares analysis of an observed high-resolution NMR
spectrum is described. The method is applicable even if not all lines are resolved because
only the frequencies of resonance lines are used. A computer program based on this
method is described that is available to all sorts of spin systems up to the seven spins.
As an example of the analysis this program was applied to the proton spectrum of
3-methyl-pyrrole and proved to be of high utility.
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