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AROMATIC RING CURRENT EFFECTS FOR MACROMOLECULE STRUCTURE: 


CONSEQUENCES OF OBTAINING INDUCED FIELD ESTIMATES IN THE FULL TENSOR FORM FOR THE SHIELDING


S.ARAVAMUDHAN


The possible applicability of a simple method of calculating induced fields for the structure determination of Bio(macro)molecules was the subject matter of the poster presntation at the Discussion Meeting on Structural Biology and Symposium on Biophysics, held in Feb.2002 at the Department of Crystallography and Biophysics, University of Madras, Guindy Campus. These materials are availble now for display at the Web Site <http://geocities.com/amudhan20012000/Confview.html> and in this contribution the consequences of obtaining the induced field values in the FULL TENSOR form and hence the differences in the procedures caused from the usual situation of obtaining only the familiar isotropic shielding constatnts values. Most of the time while getting these isotropic values, the necessary summing and averaging for the orientational changes in the molecules and the contribution due to several orientations caused at the same site (the specified point in the neighbourhood of the molecule) are all implicit in the final equations used. These contributions become more explicit with the Tensor Form and since a simple method is available to obtain these Tensor Form Values the necssary physical models and the set out mathematical criteria for the summing and averaging procedures can add to the clarity of the situation since better constraits get set by these ways than by the simple istropic values. With an illustration of the simple method for obtaining ring-current tensor maps an explanation of such consequences would be put forward.
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