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Prototype Al3CayMg

AFLOW prototype label A3B4C_oP32_57_c2d_4d_a-001
ICSD 152756

Pearson symbol oP32

Space group number 57

Space group symbol Pbem

AFLOW prototype command aflow --proto=A3B4C_oP32_57_c2d_4d_a-001
~Tparams=a, b/a’ C/a’) T2,T3,Y3,T4,Y4,T5,Ys5,L6,Y6, L7, Y7, T8, Y8

Simple Orthorhombic primitive vectors

a3
a; = axX e ]
az = by ct vl e
ag = cZ )
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Mgl
B, = 1aj = ica (4a) Mg 1
B, - P - 1+ Jed () Mgl
B, = ay = 3by (4a) Mg I
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B = Toa + % a = are X + %by (4¢) All
Bg = —x2a1+%a2+%a3 = —axgic—i—%by—l—%ci (4c) All
B = —T9a; + % a = —are X+ %by (4c) All
Bs = a:gal—&-iag—&—%zg = ami—f—ib&—i—%ci (4¢) All
By = r3a; +yzas + %33 = ax3X +bysy + %cﬁ (4d) AlTI
By = —x3a; —ysas + % as = —ax3X —bysy + %ci (4d) Al Tl
Bi1 = —z3a; + (y3 + %) a; + %33 = —ar3X+0b (yg + %) v+ %ci (4d) Al Tl
Bz = zsa; — (ys — 3) az + 5 ag = arsX —b(ys —3) ¥+ 3cz (4d) AlTI
Bz = T4a; +ysag + iag = axs X +bys v + %cﬁ (4d) Al 111
Bis = —x4a; —Yygag + %ag = —arsX —bysy + %CZ (4d) Al 111
Bis = —x4aq + (y4 + %) ar + %83 = —arsX+0b (y4 + %) v+ %ci (4d) Al III
Big = zia; — (ys— 3) as + 3 a3 = argX—b(ys—3) ¥+ 3c2 (4d) Al 11T
By = Tsay + ysas + %ag = axsX +bys ¥ + %02 (4d) Cal
Bis = —x5a; — Ysas + %ag = —axsX —bys ¥ + %ci (4d) Cal
By = —x5aq + (y5+%) ag—I—%ag = —ax55c+b(y5+%) 5/—&—%02 (4d) Cal
By = zsa; — (ys — 3) a2 + 3 a3 = arsX—b(ys — 3) 9§+ 3c2 (4d) Cal
B>y = Tgal + ygas + % as = axgX + bys ¥ + %ci (4d) Ca II
By, = —xga; — Ygas + % as = —argX —bygy + %ci (4d) Ca Il
By = —Tgaq + (yg + %) as + %ag = —argX+b (y6 + %) v+ %ci (4d) Ca II
Boy = zgar — (Yo — 3) a2 + 5 aj = areX—b(ye —3) ¥+ 3c2 (4d) Ca Il
Bos = T7a +yrag + % as = ax7 X +by: ¥ + ici (4d) Ca III
Bog = —xra; —yras + % as = —azr7 X —byry + %ci (4d) Ca III
Byr = —x7aq + (y7 + %) as + iag = —axr7X+Db (y7 + %) v+ %ci (4d) Ca III
Bos = T7a; — (y7f%) a2+%a3 = ax7§(7b(y f%) §r+%ci (4d) Ca III
Boy = rga; + ysas + % as = axgX +bys ¥ + %ci (4d) CalV
B3y = —rga; —ygas + % as = —azrgX —bys y + %ci (4d) CalV
B3, = —xgay + (yg + %) as + iag = —argX+b (yg + %) v+ ici (4d) CalV
B3, = Tga] — (ygf%) a2+%a3 = angcfb(ygf%) §r+%ci (4d) CalV
References

[1] Q. A. Zhang, W. M. Yang, and E. Akiba, Synthesis and crystal structure of a new ternary compound CayAl3 Mg, J. Alloys
Compd. 398, 123-126 (2005), doi{10.1016/j.jallcom.2005.02.040.


https://doi.org/10.1016/j.jallcom.2005.02.040

