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Prototype

AFLOW prototype label

ICSD

Pearson symbol

Space group number

Space group symbol

https://aflow.org/p/XSMO

https://aflow.org/p/ABC_0C12_63_c_c_c-005

AlBMo
ABC_0C12_63_c_c_c-005
251808

oC12

63

Cmem

AFLOW prototype command aflow --proto=ABC_oC12_63_c_c_c-005

—Tparams=a, b/aa C/CL, Y1,Y92,Y3

Other compounds with this structure

NbNiB, MgNiTh, WAIB

e (Ade, 2015) give atomic positions for WAIB that do not reproduce their interatomic distances and make the W-B distance
far too small. We find that the parameters (ya;, y5, yw) = (0.19950,0.03547,0.41002) reproduce the reported distances.

e The ICSD entry gives the structure type as [UBC, but XtalFinder (Hicks, 2021) finds that the structures are essentially

unmatchable.

Base-centered Orthorhombic primitive vectors
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Basis vectors


https://aflow.org/p/XSM0
https://aflow.org/p/ABC_oC12_63_c_c_c-005
https://aflow.org/p/ABC_oC12_63_c_c_c-004

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B: = —y1a1 +yraz + ia:s = by1 ¥ + ici (4c) All
B, = yra; —y1ag + 5 ag = —by1 § + 3c2 (4c) AlT
B; = —y2a; +y2as + 5 ag = bys § + Lc2 (4¢) BI
By = yaai —yaas + § ag = ~by2 ¥ + 3c2 (4c) B1
Bs = —ysa; +ysaz + ias = bys y + ici (4c) Mo I
Be = yzai —yzas + ; a = —bysy + Sc2 (4c) Mo I
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