THE OVERALL PROCEDURE

1. The sample is of arbitrary Shape.

2. Obtain a set of x, y, z coordinate values, which when tabulated can conveniently provide the reconstruction of the shape of the specimen. This could be a laboratory experiment (as described in Sheets #11 and #12 in this poster display) which has to be standardized by considering the specimen of typical shapes and the requirements for the Calculation of bulk susceptibility effects as described in Sheets #7 and #8 of this display.

3. Orient the specimens and make the HR PMR measurement to obtain the rotation pattern. Compute for the Principal Directions and Component values of the measured Shielding Tensor.

4. Calculate the inter-molecular contribution to shielding tensor by discretely summing within a semi micro volume element as described in Sheets #2, #3, #5. Subtract this inter-molecular contribution from the measured experimental Tensor values.
5. Calculate the shape-dependent values due to the bulk susceptibility effects as described in Sheets #7 and #8. Subtract this calculated tensor for shape dependent contributions from the result of step 4 above.
6. The value of the tensor obtained as a result at stage 5 should be the required INTERMOLECULAR SHIELDING TENSOR.
