CaBg (D21) Structure:
A6B_cP7.221 e b-001

This structure originally had the label A6B_cP7_221_f_a. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/GKJM

https://aflow.org/p/A6B_cP7_221_e_b-001

Prototype BgCa

AFLOW prototype label A6B_cP7.221_e b-001
Strukturbericht designation D2,

ICSD 26753

Pearson symbol cP7

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow --proto=A6B_cP7_221_e_b-001
--params=a, T

Other compounds with this structure
BaBg, CGBG, DyBG, EI‘BG, EUBG, GdBG, HOB6, LaB6, LuBG, NaBG, NdBﬁ, PI‘BG, PuBg, SCB(,, SiB6, SIl’lBg, SI‘B@, TbBﬁ, ']:‘hB@7
TmBg, YBG, Yng, (Ca, Sm)BG, (Ce, La)B6

e The internal parameter is chosen to match the intraoctalhedral boron-boron distance of 1.755A found in (Yahia, 1990).
The ICSD entry is from (Pauling, 1934).

Simple Cubic primitive vectors
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P
a; = ax
a = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—l—%ag—i-%ag = %ak—i—%ay—i—%ai (1b) Cal
B, = Toay = axo X (6e) BI
B; = —T9ay —are X (6e) BI
B, = T as = axoy (6e) BI
Bs = —T9 Ay = —azyy (6e) B1
Bs = x9 a3 = axrs Z (6e) BI
B, = —zgag —axg Z (6e) BI
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