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The Image below depicts the individual molecular structure. This molecule in the molecular single crystal has the dispositions as depicted by the “ab” plane projection in the P42/n space group symmetry. This accounts for 4 molecules per unit cell.

Also depicted in the image are drawings indicating a macroscopic single crystal which ahs an arbitrary specimen shape? At the center of the specimen is indicated a proton site typically around which the intermolecular contribution is calculated by summing discretely the contributions from other molecules in the neighborhood and this summing was to extend over a sphere of radius of 50-100 A˚ beyond which the summing over does not add to the total significantly. This central sphere is depicted separately outside the specimen and the inner cavity (this is only a hypothetical modeling) within the specimen is obvious. This process coincides with the descriptions of Lorentz sphere in magnetic material media thus paving the way for the considerations pertaining to the concerns in the realms of condensed matter physics.
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