AlbMosC Structure:
A2BC3.cP24 213 c_a_d-001

This structure originally had the label A2BC3_cP24 213 _c_a_d. Calls to that address will be redirected here.
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Prototype Al,CMog

AFLOW prototype label A2BC3_cP24.213_c_a_d-001
ICSD 42917

Pearson symbol cP24

Space group number 213

Space group symbol P4432

AFLOW prototype command aflow —-proto=A2BC3_cP24_213_c_a_d-001
~Tparams=a, T2, Y3

Other compounds with this structure
AggPdg,Sn, AlnggC, 1A121\Ib31\]7 AlgT&gC, CI‘gRegB, LigPng, LigPt3B, Mnth3P, Ni2W3N, R62W3C, RthOgN, (Fez_thw)MOng

e This is a “filled” |3-Mn (A13) structure, with the aluminum and molybdenum atoms almost exactly on the sites of the
manganese atoms in A13.

e This structure may also be found in the enantiomorphic space group P4332 #212.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/SRH0
https://aflow.org/p/A2BC3_cP24_213_c_a_d-001
https://aflow.org/p/A_cP20_213_cd-001

Simple Cubic primitive vectors

al
.
a; = axX
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Saj+3ay+32ag = Sax+32ay+ 2az (4a) CI
B, = ta;+2ay+ Lag = tak+ Zay+laz (4a) CI
B; = Sa;+Lax+ §as = Sax+ fay + gaz (4a) ClI
By = Ta +ta+2a; = Tax+ tay + 2a2 (4a) CI
B; = Toay + Toas + Toas = are X + arsy + ars Z (8c) All
Bs = —(z2—3) ai —aoar + = —a(zs— )X —azsy+a(za+13)2 (8c) All
(w2 +3) as
B, = —zoa; + (z2+ 1) as — = —azsX+a(zo+3)y—a(za—13)2 (8c) All
(w2 —3) a3
Bg = (l‘g—‘r%) al—(wg—%) ar—T9ag = a(xg—&—%) &—a(xg—%) Y —axyZ (8c) All
Bo = (et at(mtha- - ofmtd)xialmtl)y-afmohz 6o Al
T2 — i) as
B = (- m—(m-Da- = —a(m-d) x—a(m-) - B Al
(ng%)ag a(ng% z
Biy = (met+d)ar—(r2-1)axt+ = a(@+i)x-a(@m-3)y+a(@+2)z () All
(02 +3) a4
Bz = —(m2—3ar+(z2+3)a+ = —a(zy— %) X+a(z2+3)y+ (8c) Al
(2 ) 0 ey
Bis = la;+ysas+ (y3+ 1) a3 = tak+aysy+a(ys+ %) 2 (12d) Mo I
By = gal_y332+(y3+%) as = %ax—aygy—ka(yg—k%) z (12d) Mo I
Bis = fai+(yp+i)a— (-1 a = gax+a(ys+3)y—alys—1) 2 (12d) Mo I
Bis = %al—(ya—é)m—(yg—%)as = %afc—a(yg—%)y—a y3—%)2 (12d) Mo I
Bz = (ys+ %) a1+ a2 +ysas a(ys+3) X+ 3ay +ays2 (12d) Mo I
Bis = (ys+3) a1+ 2ay—ysas alys+3) X+ 2ay —ays2 (12d) Mo I
B = —(y3— %) ar+Las+ = —a(ys— %) %X+ Lfayg+a(ys+3) 2 (12d) Mo I
(3 +3) as
By = —(y3—3) a1+ Say — = —a(ys—2) X+ 3ay—a(ys—3) 2 (12d) Mo I
(s — 3) as
By, = ysai + (ys + 1) a2z + g as = aysk+a(ys+ 1) ¥+ sa2 (12d) Mo I
By, = —ysai + (ys+ 3) az + S ag = —aysX+a(ys+ %) y+ 3az (12d) Mo I



B23 = (y3+%) al—(yg—i) a2+§a3 = a(y3+%)ifa(y37%)y+§ai (12(1) Mo 1

Baa = —(y3—3) aL - (y3— %) aa+ = —a(ys—3) X—a(ys— ) ¥+ 3az (12d) Mol
3 a3
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