ResB Structure:
AB3_0C16_63_c_ct-001

This structure previously used the label(s) AB3_.0C16_63_c_cf. Calls to these addresses will be redirected here.
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Prototype BRes
AFLOW prototype label AB3_0C16_63_c_cf-001
ICSD 43662
CCDC 1613135
Pearson symbol oC16
Space group number 63
Space group symbol Cmem

AFLOW prototype command aflow --proto=AB3_oC16_63_c_cf-001
—Tparams=a, b/a7 c/a, Y1,Y2,Y3, 23


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/EW0Y
https://aflow.org/prototype-encyclopedia/AB3_oC16_63_c_cf-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=43662&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1613135&DatabaseToSearch=Published

Other compounds with this structure
BTcs, CoPus

e This is the parent structure of the ternary MgCuAl, (E1,) structure. There are also “filled” versions of this structure,
V3AsC and ThFe,SiCl

Base-centered Orthorhombic primitive vectors

aP3 a2

a; — %afc — %by
a; = %afc + %by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = —y1a; +y1ax + 5 as = by § + ez (4c) B 1
B, = yra; —yras + 5 ag = —by1 § + 3c2 (4¢) BI
Bs = —Yy2a1 +yzas + ias = by2 ¥ + ici (4c) Rel
B, = y2a1 — yoaz + 5 ag = —bys § + 3c2 (4c) Rel
Bs = —ysai +ysaz + 23 a3 = bys ¥ + cz3 2 (8f) Re 1T
Bs = ysar —ysaz + (23 + 3) as = —bys g +c(es+1)2 (8f) Re II
B = —ysay +ysax — (23 — 3) as = bysy —c(z3— 1) 2 (8f) Re II
Bs = Yy3a] — yzag — 23as = —bysy —cz3Z (8f) Re 11
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