CayAlsMg Structure:
A3B4C_oP32.57_c2d 4d_a-001

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/6529

https://aflow.org/prototype-encyclopedia/A3B4C_oP32_57_c2d_-4d_a-001

Al
Ca

0 © 0 ©
(5]

@

0 © 0 ¢
)

H
C
8
o
H
°,
$
o

Prototype Al;CasMg

AFLOW prototype label A3B4C_0oP32.57_¢2d_4d_a-001
ICSD 152756

CCDC 1669481

Pearson symbol oP32
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Space group number

Space group symbol

AFLOW prototype command

57
Pbem

aflow --proto=A3B4C_oP32_57_c2d_4d_a-001

__para-ms=a7b/aa C/CL,{EQ, T3,Y3,T4,Y4,T5,Y5,T6,Y6, L7, Y7, T8, Y8

Simple Orthorhombic primitive vectors

a3 = ax

a; = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Mgl
B, = %33 %ci (4a) Mg I
B; = las+3as by + ez (4a) Mgl
B, = 1ay iby (4a) Mg 1
By = Toa + i a are X + iby (4c) All
B = —x2a; + 3as + § ag —az; X+ 3by + ez (4c) All
B = —xoaj + % as —aro X + %by (4¢) All
Bsg = x2a1+ia2+%a3 ax2>‘(+%by+%ci (4¢) All
By = rza; +ysaz + iag arsX +bysy + %ci (4d) Al Tl
Bio = —z3a; —ysap + 5 ag —az3X —bysy + 3c2 (4d) AlTI
Bi1 = —x3a; + (y3 + %) as + %ag —ar3X+0b (yg + %) v+ %ci (4d) Al Il
B = 1’331—(y3—%) ag—i—%ag axgi—b(y —%)y—ﬁ—%ci (4d) AlTl
Bz = Tgay +ysag + iag aryX +bysy + %ci (4d) Al II1
By = —zga; —ysay + S ag —azs X —bys§ + 3c2 (4d) Al TIT
Bis = —z4a; + (y4+%) a2+ia3 fax45<+b(y4+%) y+%ci (4d) Al 11T
Big = T4a; — (y4—%) ag—i—%ag ami—b(y —%) 5/—5—%02 (4d) Al 111
By = Tsa + ysag + iag arsX +bys ¥ + %ci (4d) Cal
Bis = —r5a; — ysas + %ag —arsX —bys y + %ci (4d) Cal
By = —x5a; + (y5+%) a2+ia3 fax55<+b(y5+%) y+%ci (4d) Cal
By = x5a1—(y —%) a2+%a3 axg,)‘(—b(yg,—%)y—&—%ci (4d) Cal
By = Tgay + ye az + i as argX + by y + ici (4d) Ca II
By = —Tga; —ysas + 5 ag —azg X — by ¥ + 3c2 (4d) Ca Il
Bos = —zgay + (y6+%) a2+%a3 fax6>*<+b(y6+%) y+%ci (4d) Ca II



Boy = Tga, — (y@*%) a2+%a3 = ax65\(7b(y67%) §r+%ci (4d) Ca II
Bos = T7a +yras + % as = ax7 X +by: ¥+ ici (4d) Ca III
Bog = —x7a; —yras + % as = —ar7 X —byr y + %ci (4d) Ca III
By = —z7a; + (y7 + %) as + iag = —ar7X+0b (y7 + %) v+ %ci (4d) Ca III
Bos = T7a; — (y7f %) a2+%a3 = ax7§(7b(y7f %) §r+%ci (4d) Ca IIT
Boy = rga; + ysas + % as = axgX +bys ¥ + ici (4d) CalV
B3y = —rga; —ygas + % as = —argX — by y + %ci (4d) CalV
B3, = —xga; + (yg + %) as + %ag = —argX+0b (yg + %) v+ ici (4d) Ca 1V
B3, = Tga] — (ygf%) a2+%a3 = aIgﬁ*b(yS*%) y+%ci (4d) CalV
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