CrB (B33) Structure:

AB 0C8 63 ¢ c-001

This structure previously used the label(s) AB_oC8_63_c_c. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label
Strukturbericht designation
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/ QWV1

https://aflow.org/prototype-encyclopedia/AB_oC8_63_c_c-001

BCr
AB_0C8.63_c_c-001
B33

44250

1613667

oC8

63

Cmem

aflow --proto=AB_oC8_63_c_c-001
--params=a, b/a,c/a,y1, yo
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Other compounds with this structure

AgCa, AlHf, AlTh, ALY, AlZr, AuGd, BNb, BNi, BTa, BV, BaPb, CaGe, CaSi, CaSn, CeNi, CePt, CeRh, CoTh, DyGa, DyGe,
ErNi, GaGd, GaPr, GdGe, GeHo, GeNi, GePr, HfNi, HfPt, HoNi, ITl, IrTh, LaNi, LaPt, LaRh, LulNi, NdNi, NdRh, NiPr,
NiPu, NiSm, NiTb, NiTm, NiZr, PrRh, PtTh, PtZr, Rh'Th, RuTh, SiSr, SnSr, SiY, (Ge, Si)Ho

e (Gottfried, 1938) originally gave the B33 Strukturbericht designation to thallium iodide, Til. Later, (Smithells, 1955) gave
CrB structure the new designation By. These structures are identical, and we follow (Parthé, 1993) in using B33 to
designate both structures.

e Removing either the Cr or B atoms transforms this into the |a-U (A20) structure.

e (3-SnS/and (CrB (B33) have the same AFLOW label, AB_0C8_63_c_c. The structures are generated by the same symmetry
operations with different sets of parameters (-—params) specified in their corresponding CIF files.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a; +y1 az + § as - b g+ 3c2 (4c) BI
B, = yra; —yraz + 5 ag = —by1 § + 3c2 (4c) BI
Bs = —yaa; + Y22y + § a3 = by2 ¥ + 1c2 (4c) Crl
B, = y2a1 —ypas + 5 ag = —bys § + 3c2 (4c) Crl
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