NONCUBIC Lattice Cases

Non-Cubic Cases:  
With a difference of 3 units in lattice parameters, for the two extreme cases of cubic lattices the summation leads to zero value all through for the various radius values.
When the C= 10 and C=7 the convergence values range is  far away from zero and the values are from -6 x 10-3  to  +4 x 10-3 . Lower trace the same cubic/noncubic values with ellipsoidal shape 1:0.7 . Trends of variation in the x-axis regions of 100 units to 224 units indicate an increased deviation with ellipticity. As noted earlier for the cubic cases the convergence values are independent of the ellipticity even for non-cubic cases.
Qualitatively, when the ellipticity ratio changes by 0.1, the convergence value changes at the rate of 4.5 x 10-4 per 0.1 value change in the ratio.
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INNER VOLUME Element can be Sphere or an Ellipsoid
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PLOT on Left: INNER Element is Spherical and Convergence trends are Indicated. The Pink Line corresponds to the case of a=b=10 c=9.0 Spherical inner element radius increases from 44 to 314 Aº. As the ‘C’ axis lattice constant value changes from 8.5 t0 11.5 Aº, The convergence value gradually decreases [through ‘zero’ for cubic case]to negative values





Ellipsoidal Inner volume
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