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[image: image3.wmf]Descriptions for the following next ONE SHEET displayed

The lower plot indicates a typical trend for cubic lattice parameters

10:10:10 with spherical inner volume element. This would be nearly comparable

to the case of 

9:9:9  with spherical inner volume elemental summation, as can be

inferred from the illustration on the previous 3 Sheets.

In the upper plot, for 

a  cubic parameter value of 9:9:9 the inner volume

element was given an ellipsoidal shape with varying ellipsoidal shape parameters

CZ  BY  and AX. In most of the 

cases  BY= AX . In the plot referred to here CZ =

1.0 and BY was varied from1.0 to 0.8. This corresponds to the 

prolate case for

the shape of ellipsoid as in the 

figure . 

as the shape becomes more ellipsoidal

there seems a lot of deviation occurs in the radius range from 18 to 234 units.

Compression of the 

scale  on the Y-axis to 1 division= 1 x 10

-4

 

units

from the value of 2 x 10

-9

 units in the lower plot make the cubic case (spherical

inner element) value to be all along the zero line !

Monotonically increasing deviations from zero line (on the positive side)

with increase in 

ellipticity

!! The convergence value does not depend upon the

ellipticity of the inner volume element. When the lattice is of cubic type A=B=

C ,

then for all 

ellipticity   including the limiting case of a sphere , the convergence

of the lattice sum occurs to zero value.
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The lower plot indicates a typical trend for cubic lattice parameters

10:10:10 with spherical inner volume element. This would be nearly comparable

to the case of 

9:9:9  with spherical inner volume elemental summation, as can be

inferred from the illustration on the previous 3 Sheets.

In the upper plot, for 

a  cubic parameter value of 9:9:9 the inner volume

element was given an ellipsoidal shape with varying ellipsoidal shape parameters

CZ  BY  and AX. In most of the 

cases  BY= AX . In the plot referred to here CZ =

1.0 and BY was varied from1.0 to 0.8. This corresponds to the 

prolate case for

the shape of ellipsoid as in the 

figure . 

as the shape becomes more ellipsoidal

there seems a lot of deviation occurs in the radius range from 18 to 234 units.

Compression of the 

scale  on the Y-axis to 1 division= 1 x 10

-4

 

units

from the value of 2 x 10

-9

 units in the lower plot make the cubic case (spherical

inner element) value to be all along the zero line !

Monotonically increasing deviations from zero line (on the positive side)

with increase in 

ellipticity

!! The convergence value does not depend upon the

ellipticity of the inner volume element. When the lattice is of cubic type A=B=

C ,

then for all 

ellipticity   including the limiting case of a sphere , the convergence

of the lattice sum occurs to zero value.
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Descriptions for the following next ONE SHEET displayed


The lower plot indicates a typical trend for cubic lattice parameters 10:10:10 with spherical inner volume element. This would be nearly comparable to the case of 9:9:9  with spherical inner volume elemental summation, as can be inferred from the illustration on the previous 3 Sheets.


In the upper plot, for a  cubic parameter value of 9:9:9 the inner volume element was given an ellipsoidal shape with varying ellipsoidal shape parameters CZ  BY  and AX. In most of the cases  BY= AX . In the plot referred to here CZ = 1.0 and BY was varied from1.0 to 0.8. This corresponds to the prolate case for the shape of ellipsoid as in the figure . as the shape becomes more ellipsoidal there seems a lot of deviation occurs in the radius range from 18 to 234 units.


Compression of the scale  on the Y-axis to 1 division= 1 x 10-4 units from the value of 2 x 10-9 units in the lower plot make the cubic case (spherical 




                                                        




inner element) value to be all along the zero line ! 

Monotonically increasing deviations from zero line (on the positive side) with increase in ellipticity!! The convergence value does not depend upon the ellipticity of the inner volume element. When the lattice is of cubic type A=B=C , then for all ellipticity   including the limiting case of a sphere , the convergence of the lattice sum occurs to zero value.                                                                                    
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			1			314			-1.09E-08			-6.65E-09			7.80E-09			1.37E-08			-9.15E-09			-1.58E-08


			2			308			-1.09E-08			-6.94E-09			7.84E-09			1.38E-08			-9.20E-09			-1.57E-08


			3			302			-1.11E-08			-6.91E-09			7.90E-09			1.38E-08			-9.29E-09			-1.58E-08


			4			296			-1.10E-08			-6.94E-09			7.95E-09			1.38E-08			-9.26E-09			-1.58E-08


			5			290			-1.07E-08			-6.90E-09			8.01E-09			1.39E-08			-9.32E-09			-1.60E-08


			6			284			-1.07E-08			-6.07E-09			7.53E-09			1.35E-08			-9.15E-09			-1.61E-08


			7			278			-1.02E-08			-5.95E-09			6.87E-09			1.34E-08			-9.18E-09			-1.55E-08


			8			272			-8.94E-09			-6.59E-09			5.92E-09			1.29E-08			-7.79E-09			-1.64E-08


			9			266			-7.87E-09			-7.01E-09			3.90E-09			1.36E-08			-7.74E-09			-1.43E-08


			10			260			-7.09E-09			-6.20E-09			4.93E-09			1.14E-08			-6.72E-09			-1.38E-08


			11			254			-8.22E-09			-7.58E-09			4.38E-09			1.14E-08			-6.95E-09			-1.33E-08


			12			248			-7.65E-09			-8.05E-09			6.78E-09			1.12E-08			-6.01E-09			-1.23E-08


			13			242			-6.92E-09			-8.33E-09			9.86E-09			1.10E-08			-4.36E-09			-1.27E-08


			14			236			-6.01E-09			-6.62E-09			7.80E-09			1.41E-08			-6.40E-09			-1.29E-08


			15			230			-5.78E-09			-5.37E-09			6.58E-09			1.45E-08			-6.09E-09			-1.45E-08


			16			224			-5.66E-09			-4.55E-09			6.85E-09			1.40E-08			-5.49E-09			-1.62E-08


			17			218			-7.90E-09			-3.96E-09			8.80E-09			1.55E-08			-2.77E-09			-1.76E-08


			18			212			-9.25E-09			-6.32E-09			9.38E-09			1.33E-08			-3.15E-09			-1.83E-08


			19			206			-6.92E-09			-5.53E-09			4.92E-09			1.32E-08			-3.69E-09			-1.53E-08


			20			200			-5.07E-09			-5.47E-09			5.37E-09			1.34E-08			-6.34E-09			-1.48E-08


			21			194			-4.15E-09			-4.16E-09			2.67E-09			1.42E-08			-6.69E-09			-1.05E-08


			22			188			-3.70E-09			-3.69E-09			-2.51E-09			1.16E-08			-8.92E-09			-1.08E-08


			23			182			-5.80E-10			-1.54E-09			-3.13E-09			9.14E-09			-4.36E-09			-7.18E-09


			24			176			-1.02E-12			-3.02E-09			-1.48E-09			1.04E-08			-5.41E-09			-6.77E-09


			25			170			6.70E-10			-2.79E-09			-2.73E-09			6.39E-09			-5.97E-09			-4.62E-09


			26			164			-8.48E-10			-1.26E-09			-2.76E-09			4.70E-09			-5.43E-09			-3.73E-09


			27			158			-3.18E-10			-1.84E-09			-3.61E-09			4.95E-09			-4.20E-09			7.07E-10


			28			152			3.46E-09			-2.28E-09			-2.94E-09			-1.00E-10			-6.47E-10			6.86E-10


			29			146			1.85E-09			2.27E-09			-2.94E-09			-2.72E-09			-3.73E-09			-1.96E-09


			30			140			5.26E-09			3.37E-09			-1.74E-09			-2.03E-09			-3.65E-09			-4.72E-09


			31			134			4.04E-09			2.03E-09			-1.27E-09			-2.62E-09			-3.61E-09			-2.16E-09


			32			128			1.87E-09			9.24E-10			4.94E-10			-3.36E-09			-2.01E-09			-3.72E-09


			33			122			1.94E-09			2.06E-09			2.60E-10			-2.69E-09			-1.82E-10			-4.11E-09


			34			116			2.45E-09			3.61E-09			-5.06E-10			-2.11E-09			8.55E-11			-2.68E-09


			35			110			1.15E-09			3.13E-09			2.35E-09			-1.69E-09			-1.19E-09			-2.29E-09


			36			104			3.58E-10			2.08E-09			2.02E-09			-1.67E-09			-2.24E-09			-1.14E-10


			37			98			8.69E-10			1.20E-09			2.45E-09			-1.91E-09			-2.36E-09			1.20E-09


			38			92			1.50E-10			1.33E-09			2.19E-09			-1.63E-09			-1.61E-09			1.27E-09


			39			86			1.08E-10			1.22E-09			2.32E-09			-2.47E-09			-9.67E-10			1.16E-09


			40			80			9.78E-10			1.40E-09			1.13E-09			-2.09E-09			-1.08E-09			5.44E-10


			41			74			9.86E-10			1.47E-09			9.66E-10			-1.44E-09			-5.46E-10			4.75E-10


			42			68			1.37E-09			1.48E-09			6.00E-10			-1.44E-09			-1.10E-09			4.18E-11


			43			62			9.57E-10			8.26E-10			3.75E-10			-1.08E-09			-1.03E-09			8.11E-10


			44			56			3.97E-10			4.66E-10			-6.18E-11			-8.88E-10			-6.22E-10			6.80E-10


			45			50			-6.91E-11			1.93E-10			-2.47E-10			-3.86E-10			-3.24E-10			1.60E-10


			46			44			7.28E-11			2.40E-10			2.18E-11			3.64E-11			-2.84E-10			7.28E-11


			47			38			-2.91E-11			5.82E-11			5.82E-11			-2.91E-11			-1.02E-10			-1.46E-10


			48			32			-1.46E-11			-8.73E-11			1.78E-10			-1.16E-10			-1.46E-10			-1.46E-11
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FLEOUT2


			1			314			1.37E-08			-9.15E-09			-1.58E-08			4.32E-09			-2.34E-08			2.21E-08			2.27E-10


			2			308			1.38E-08			-9.20E-09			-1.57E-08			4.28E-09			-2.34E-08			2.21E-08			2.35E-10


			3			302			1.38E-08			-9.29E-09			-1.58E-08			4.31E-09			-2.35E-08			2.21E-08			2.40E-10


			4			296			1.38E-08			-9.26E-09			-1.58E-08			4.27E-09			-2.36E-08			2.22E-08			2.59E-10


			5			290			1.39E-08			-9.32E-09			-1.60E-08			4.13E-09			-2.36E-08			2.24E-08			3.69E-11


			6			284			1.35E-08			-9.15E-09			-1.61E-08			4.13E-09			-2.34E-08			2.24E-08			-1.01E-10


			7			278			1.34E-08			-9.18E-09			-1.55E-08			4.18E-09			-2.37E-08			2.26E-08			-1.86E-10


			8			272			1.29E-08			-7.79E-09			-1.64E-08			4.42E-09			-2.37E-08			2.25E-08			-3.82E-10


			9			266			1.36E-08			-7.74E-09			-1.43E-08			3.75E-09			-2.34E-08			2.20E-08			-2.42E-10


			10			260			1.14E-08			-6.72E-09			-1.38E-08			5.36E-09			-2.32E-08			2.21E-08			-3.00E-10


			11			254			1.14E-08			-6.95E-09			-1.33E-08			5.39E-09			-2.38E-08			2.12E-08			2.16E-10


			12			248			1.12E-08			-6.01E-09			-1.23E-08			4.56E-09			-2.14E-08			2.19E-08			1.05E-09


			13			242			1.10E-08			-4.36E-09			-1.27E-08			4.99E-09			-1.90E-08			2.20E-08			2.41E-09


			14			236			1.41E-08			-6.40E-09			-1.29E-08			3.81E-09			-1.81E-08			2.05E-08			2.92E-09


			15			230			1.45E-08			-6.09E-09			-1.45E-08			2.36E-09			-1.74E-08			1.93E-08			2.32E-09


			16			224			1.40E-08			-5.49E-09			-1.62E-08			3.99E-09			-1.56E-08			1.79E-08			4.50E-09


			17			218			1.55E-08			-2.77E-09			-1.76E-08			1.68E-09			-1.27E-08			1.71E-08			2.07E-09


			18			212			1.33E-08			-3.15E-09			-1.83E-08			3.40E-09			-1.20E-08			1.59E-08			3.85E-09


			19			206			1.32E-08			-3.69E-09			-1.53E-08			9.55E-10			-1.02E-08			2.09E-08			5.77E-09


			20			200			1.34E-08			-6.34E-09			-1.48E-08			5.25E-09			-9.50E-09			2.19E-08			3.62E-09


			21			194			1.42E-08			-6.69E-09			-1.05E-08			1.62E-09			-1.06E-08			1.84E-08			3.80E-09


			22			188			1.16E-08			-8.92E-09			-1.08E-08			2.97E-09			-1.46E-08			1.42E-08			1.87E-09


			23			182			9.14E-09			-4.36E-09			-7.18E-09			4.45E-09			-9.45E-09			1.07E-08			5.55E-09


			24			176			1.04E-08			-5.41E-09			-6.77E-09			9.19E-09			-5.24E-09			1.44E-08			1.46E-09


			25			170			6.39E-09			-5.97E-09			-4.62E-09			7.39E-09			-6.92E-09			1.57E-08			3.73E-09


			26			164			4.70E-09			-5.43E-09			-3.73E-09			6.33E-09			-7.78E-09			1.40E-08			3.80E-09


			27			158			4.95E-09			-4.20E-09			7.07E-10			4.67E-09			-4.43E-09			1.09E-08			-2.11E-09


			28			152			-1.00E-10			-6.47E-10			6.86E-10			4.03E-09			-5.58E-09			8.48E-09			1.29E-09


			29			146			-2.72E-09			-3.73E-09			-1.96E-09			3.36E-09			-2.89E-09			7.12E-09			-1.15E-09


			30			140			-2.03E-09			-3.65E-09			-4.72E-09			4.75E-09			-3.69E-09			9.23E-09			-8.61E-10


			31			134			-2.62E-09			-3.61E-09			-2.16E-09			1.65E-09			-4.55E-09			1.01E-08			-1.70E-09


			32			128			-3.36E-09			-2.01E-09			-3.72E-09			1.20E-09			-3.44E-09			7.26E-09			-2.93E-09


			33			122			-2.69E-09			-1.82E-10			-4.11E-09			1.26E-10			-1.19E-09			6.64E-09			-2.66E-09


			34			116			-2.11E-09			8.55E-11			-2.68E-09			1.44E-10			-2.80E-10			6.23E-09			-5.48E-10


			35			110			-1.69E-09			-1.19E-09			-2.29E-09			-8.96E-11			-2.56E-10			5.30E-09			1.51E-09


			36			104			-1.67E-09			-2.24E-09			-1.14E-10			-1.15E-09			-7.03E-10			2.80E-09			3.77E-09


			37			98			-1.91E-09			-2.36E-09			1.20E-09			-1.84E-09			-1.08E-09			-1.31E-09			3.38E-09


			38			92			-1.63E-09			-1.61E-09			1.27E-09			1.30E-09			-7.82E-10			1.71E-09			2.72E-09


			39			86			-2.47E-09			-9.67E-10			1.16E-09			-2.26E-10			1.00E-10			1.18E-10			3.01E-09


			40			80			-2.09E-09			-1.08E-09			5.44E-10			-5.44E-10			-1.01E-09			-2.27E-10			2.23E-09


			41			74			-1.44E-09			-5.46E-10			4.75E-10			-1.13E-09			3.26E-10			-1.60E-09			-1.27E-11


			42			68			-1.44E-09			-1.10E-09			4.18E-11			-8.09E-10			3.64E-11			-1.38E-09			-5.46E-12


			43			62			-1.08E-09			-1.03E-09			8.11E-10			-4.62E-10			-2.20E-10			-1.19E-09			1.71E-10


			44			56			-8.88E-10			-6.22E-10			6.80E-10			6.48E-10			-1.71E-10			-6.69E-10			-2.15E-10


			45			50			-3.86E-10			-3.24E-10			1.60E-10			7.28E-11			-3.06E-10			-2.40E-10			-4.37E-11


			46			44			3.64E-11			-2.84E-10			7.28E-11			5.09E-11			-6.55E-10			-3.64E-11			1.38E-10


			47			38			-2.91E-11			-1.02E-10			-1.46E-10			2.18E-10			-3.06E-10			-7.28E-12			1.13E-10


			48			32			-1.16E-10			-1.46E-10			-1.46E-11			1.60E-10			-3.35E-10			-7.28E-11			1.46E-10
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