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Prototype BO3Y

AFLOW prototype label A3B5C_hP18.194 h_fh_a-001
ICSD 27931

Pearson symbol hP18

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=A3B5C_hP18_194_h_fh_a-001
--params=a, c/a, 22, T3, Tyq

Other compounds with this structure
DyBO3, EI‘BOg7 EuB03, GdBOg, HOBO3, LU.BO;),, SmB03, THIBO?,7 YbB03

e (Newnham, 1963) found two possible structures for TmBO3 and YBOs:

— This structure, with a compact hexagonal cell and partially disordered boron and oxygen atoms, and

— la completely ordered structure with a larger hexagonal cell.


https://aflow.org/p/3718
https://aflow.org/p/A3B5C_hP18_194_h_fh_a-001
https://aflow.org/p/AB3C_hP30_193_g_gk_bd-001

e In the current structure only 1/3 of the boron and oxygen (6h) sites are occupied.

Hexagonal primitive vectors

a1 = lagx- LBay
az = Sak-+ @ay
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Y1
B, = %ag = %ci (2a) Y1
By = jai+Zay+ a3 = $ak+ Yay +cxni (4f) 01
B, = %a1+%ag+(22+%) as = %a)‘(f%aerc Z2+%)2 (4f) Ol
B; = %al—l—%ag—zgag = %ai—%ay—czgi (4f) (O]
Bs = tai+Zay— (22— 1) ag = lax+¥ay—c(n—1%)2 (4f) OlI
B, = r3a; + 2zrzas + %ag = %amgfc—k §a139+ %ci (6h) BI
Bs = —2x3a; — Tr3as + %ag = —%axgx—i— @axgy—l— %ci (6h) BI
By = T3a; — Tgag + iag = —V3azs § + ici (6h) BI
Bio = —z3a; —2x3ay + 5 ag = —Sawzk — ?axg y+3cz (6h) B1I
Bi1 = 2z3a; + r3as + %ag = %amgﬁf @axqut %ci (6h) BI
B = —r3a; +x3as + % as = V3axsy + %ci (6h) BI
Bis Taay + 2z4as + i as = %am X+ @au v+ ici (6h) OII
B4 = —2x4a] —x4a9 + %ag = —%ami—i— @amy—k ici (6h) OlII
Bis = T4a; — Tgan + % as = —V3az,§ + %cﬁ (6h) O1II
Big = —z4a; — 2z4a9 + %ag = —%amf( — ?amy + %CZ (6h) O1II
Bir 2z4a; +x4as + % as = %am X — @am v+ %ci (6h) OII
Bis = —z4a; + 420 + % as = V3azay + %ci (6h) oIl
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