MoB (B,) Structure:
AB t116 141 e e-001
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Prototype BMo

AFLOW prototype label AB_t116_141_e_e-001
Strukturbericht designation B,

ICSD 24280

Pearson symbol tI16

Space group number 141

Space group symbol I4y /amd

AFLOW prototype command  aflow --proto=AB_tI16_141_e_e-001
--params=a, c/a, 21, 22

Other compounds with this structure
BCI‘, BW, GaZr, B5R63V2, COgEI‘5NiQ, GangQSc

Body-centered Tetragonal primitive vectors

a3— —2
_ 1,501 &1 1.5 al
a; = —§ax—|— 50 + 5CZ
a9 = %af{—%ay—i—%ci
ag = %afc+ %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (zl—i—i) al+2132+%ag = %ay—l—czli (8e) BI
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B, = zla1+(zl+i) a2+%a3 = %ai+%ay+c(zlfz)z (8e) BI
B; = —(zl—%) al—zlag—f—%ag = %ay—czli (8e) BI
B, = —zlal—(zl—%) ag—i—iag = %afi—iay—c(zl—i)z (8e) BI
B; = (Zg—f—i) a1+z2a2—|—ia3 = %ay—l—cz'gi (8e) Mo I
Bg = 22a1+(22+i) a2+%a3 = %ai+iay+c(z fi)z (8e) Mo I
B, = - (z — %) a; — zpas + %ag = %ay—CZQZ (8e) Mo I
Bg = —2231—(22—%> ag—i—iag = %aﬁ—%ay—c(z —i)z (8e) Mo I
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