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Prototype GeyLiy
AFLOW prototype label A2B7_0C36_65_gj_achipg-001
ICSD 42063
CCDC 1611774
Pearson symbol 0C36
Space group number 65
Space group symbol Cmmm

AFLOW prototype command aflow --proto=A2B7_oC36_65_gj_achipg-001
~Tparams=a, b/CL, C/CL, T3,T4,Y5,Y6,L7,Y7,T8,Y8

Other compounds with this structure
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e We have shifted the origin by 1/2 (a; + ag) from that used by (Hopf, 1972).

Base-centered Orthorhombic primitive vectors
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al D "oy
a; = %afc — %by 3
az = %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 0 = 0 (2a) Lil
B, = %al—i—%ag—&—%ag = %ai—i—%ci (2¢) Lill
B; = T3a; + T3 a = axz X (4g) Gel
By, = —r3a; — r3a = —ax3 X (4g) Ge 1
B; = r4a; +x4a + 5 ag = ars X + 3c2 (4h) Li IIT
Bg = —Tga; — Tga0 + % as = —ary X+ %ci (4h) Li III
B = —Ysar + ys az = bys ¥ (4i) LilV
Bs = Ysair — Ysaz = —bys ¥ (4i) Li IV
By = —ysai +Yoaz + 33 = by ¥ + 52 (4) Ge II
Bio = Yoar — Ysas + 3 as = —bys § + 32 (4) Ge 11
B = (w7 —y7) a1 + (27 +y7) a2 = ary X +byr § (8p) LiV
Biz = —(vr—yr)ar—(vr+yr)az = —ar7X —byry (8p) LiV
Bis = —(wr+y)a—(zr—yr)a = —az7X+byr y (8p) LiVv
By = (x7 +y7) a1 + (7 —y7) a2 = ary X — by y (8p) LiVv
Bis = (vs—ys) a1+ (zs+ys) axtgas = arsX+bys ¥ + icz (8q) Li VI
Bis = —(r3—ys) a — (xs+ys) aa+ = —azsX —bys§ + icz (8q) Li VI
223
Biz = —(zs+ys) a — (rs —ys) az + = —axs X +bys§ + sci (8q) Li VI
243
Bis = (zs+ys) ai+(zs—ys) ag—i—%ag = axgX — bys ¥ + %ci (8q) Li VI
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