B-BesNy Structure:
A3B2_hP10.194_bf ac-001
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Prototype BesN»

AFLOW prototype label A3B2_hP10.194_bf_ac-001
ICSD 25656

CCDC 1601305

Pearson symbol hP10

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A3B2_hP10_194_bf_ac-001
--params=a, c/a, z4
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e This is the high-temperature structure of BesNg. Below 1270°C a-BesNj is in the cubic bixbyite (D53) structure
(Wriedt, 1987).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) NI
B, = 1a; = ica (2a) NI
B; = 1ag = ick (2b) Bel
B4 = %ag = %Ci (2b) Bel
By = laj+2a,+lag = lax+Lay+ lez (2c) N II
Bg = %a1+%a2+%a3 = %aifgayqtﬁci (2¢) N II
B, = %a1+%a2+z4a3 = %ai—&—?aA—i—czzli (4f) Be II
Bg = %31+%32+(Z4+%) as = %a&—%ay—l—c(m—i—%) Z (4f) Be II
By = %a1+%a2—z4a3 = %ai—?ay—caz (4f) Be II
Bio = %al—i-%ag—(z —%) as = %ai—i—%ay—c(ﬁ—%)i (4f) Be II
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