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The specific result, which is being cited here, over and again, is the following:


On the right side is the result of the measurement of Chemical shift tensor. The orientation of the principal directions are indicated with respect to the molecular axes system. The molecular symmetry would require that, the principal Shift tensor directions would be along the C-H bond (in the aromatic-ring plane), perpendicular to the C-H bond (in the aromatic-ring plane) and the third along the perpendicular to the molecular (ring) plane. The third requirement was found to be resulting in any case, but as is obvious from the left-hand side depiction above the in-plane directions is about 26˚ rotated away from the line of the molecular symmetry axes. 

Only when the intermolecular shielding contributions are calculated and subtracted the depiction on the right hand side above could be obtained.

That such a calculation of intermolecular contributions was possible and that the subtraction of this from the experimentally obtained shift tensor values can set the symmetry requirements in conformity gives rise to several questions to be answered which are some time or other raised and were either set aside by approximations, or approximated by averages. This situation as referred to above was the consequence of the fact that estimating the induced field at a point within the magnetized material was not simple and could not be conveniently disentangled as distinct contributions for simple evaluations tractable by experimental results. The result above has brought in a better insight into this aspect because of the very nature of measurements made targeted for the induced field value at a specific site determined by the proton, which occupies a site that which can be approximated to be a point much better. Hence all the deviations are what is happening at the specific point due to the various contributions and since the position coordinate are well determined, the accounting of the experimental values by a break up of the contributions is better delineated to give the sum total value. In addition the magnitudes of the anisotropy and the sensitivity to intermolecular contributions have been favorable in this case.
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