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with the results of the self-consistent ab initio where the result naturally depends on the highest

calculations based on the local density formalism momentum (G,,,) included in this sum (as we will see

[12, 13]. We focus on the following questions: below, current high-precision experiments are

. L limited to rather small cut-off values G,,,). If the

() How well can ab initio band theory temperature factor can be deconvoluted from
describe the first few (low-angle) structure
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Here, By; and B, are adjustable parameters while p;  superposition atomic structure factors (using

and pMT are fixed by theory (Table 1). This yields Hartree-Fock data [17] as an example) are
rather reasonable values of By; = 0.56 and B,, = 0.71. sup(100) =13.30 and F,, (200) 22.84. Hence the
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Fo(100) = 13.47, F,,(110) = 27.90,

F, (111) = 10.32, F,,(200) = 22.71 (20) different situation than what Fox and Tabbernor
) found: their difference for (200) was significantly
while the measured data are larger (0.52) than the difference for (100) (0.25). This
o (100) = 13.53, F,,_,(110) = 28.08, led them to conclude that the covalent (200)
component of the DEDD overwhelms that of the
Fo (11) = 10.30, F, (200) = 22.60. (21) ‘onic (100) piece.
e (11) o (200) 60. 21 The second possible source of error can be
The root mean square (rms) deviation is 0.11 e/cell  theoretical errors in calculating the szatic structure
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accurate measurements of crystalline structure | static ap(r) | [ Dynamic AF(r) |
factors to date. We also include in this table the (100)+(110)+(111)+(200)

“forbidden” (222) reflection measured by Alkire ez al. & N IIERAN @@(d) YR ERANRN @
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