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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

ntinn “)“ Qne_oen _somcdenat tha a'g!’g IER-ELH
= ¥ —

.













- ! Lt 1“@@‘ Miﬁiﬁﬁ’ [N m{C‘Y—

m N ]ﬁ‘hm ?mdn.n Alnnvnmnnniae viqng saanetliesasad Lrw
&







2162 LU er al: BONDING CHARGE DENSITY IN §'NiAl

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 @













