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Bertaut method
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Concept of Bertaut method
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Calculation in reciprocal space
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Self-potential
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Sum in real space
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Summary of Bertaut method
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7-4-5 NaCl BEEENDN)L kN 7ED#EA
Application of Bertaut method to NaCl structure
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Bertaut 7%
maxgi;?i’g) Hiftize  o=al/4  o=al2 o=a
max( ) TN R R R dewm
TORl TORl TORl TOR
0 -2.91206 -6.00000 -3.00000  -1.50000 -1.41206 -2.91206
1 -3.49408 -3.07477 -3.55263 -1.49635 -2.01704 -3.51339
2 -3.49500 -3.07477 -3.55263 -1.49635 -2.01704 -3.51339
3 -3.49510 -3.61501 -349339  -147121 -2.01704 -3.48825
4 -3.49512 -3.61501 -349339  -147121 -2.01704 -3.48825
5 -3.49512 -3.45778 -3.49711 -1.47789 -2.01704 -3.49493
6 -3.49513 -3.45778 -3.49711 -1.47789 -2.01704 -3.49493
7 -3.49513 -3.50929 -3.49546  -1.47945 -2.01704 -3.49649
8 -3.50929 -349546  -1.47945 -2.01704 -3.49649
9 -3.48726 -3.49531 -1.47762 -2.01704 -3.49466
10 -3.48726 -3.49531 -1.47762 -2.01704 -3.49466
11 -3.50044 -3.49536  -1.47795 -2.01704 -3.49499
12 -3.50044 -349536  -1.47795 -2.01704 -3.49499
13 -3.49158 -3.49514  -147812 -2.01704 -3.49516
14 -3.49158 -349514  -1.47812 -2.01704 -3.49516
15 -3.49732 -3.49523 -1.47820 -2.01704 -3.49524
16 -3.49372 -3.49515 -1.47803 -2.01704 -3.49507
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