V4SiShs Structure:
A2BC4 t128 140_h_a k-001

This structure previously used the label(s) A2BC4_t128_.140_h_a k. Calls to these addresses will be redirected here.
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Prototype SbySiVy

AFLOW prototype label A2BC4_t128_140_h_a_k-001
ICSD 82564

CCDC 1642648

Pearson symbol t128

Space group number 140

Space group symbol I4/mem

AFLOW prototype command aflow --proto=A2BC4_tI28_140_h_a_k-001
--params=a, ¢/a, Tz, T3, Y3
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Other compounds with this structure
Nb4SiSb27 Ti4COBi2, rI‘i;;:CI‘BiQ7 Ti4FeBi2, Ti4MnBi2, T14N1B12

e This is the ternary version of the D2, UgMn structure. This can also be identified as a version of the |D8,, W5Si3
structure with defects.

Body-centered Tetragonal primitive vectors

a3 = f%af(Jr %a y + %ci
as = %afi — %ay—&— %ci
ag = 3aX+3ay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al + %ag = ici (43) Sil
B2 = %al + %az = %CZ (48,) Sil
B; = (z2+3) a1 +a2a0 + = avaX+a(za+1)y (8h) Sb1
(2%2 + %) as
B, = — (22— 3) a1 —z220 — = —azyX —a(r2—3) ¥ (8h) Sb1
(2372 — %) as
B = .13231—(.’1)2—%) a2+%a3 = —a(xg—%)f(—kaxgy (8h) Sb1
BG = —Ioay + (IE2+%) a2+%a3 CL(IL‘Q#’%) )A{*LLIQS’ (Sh) Sb 1
B, = ysa; +xzaz + (r3 +y3) as arz3X +ay3y (16k) Vi
Bg = —Yza; — Tzag — (.1'3 + y3) as —arsX —aysy (16k) VI
Bg = rza]p — Ysaz + (.563 - yg) as —ays X+ ars 5’ (161{) VI
Bio = —wsaitysas— (23 —y3) a3 aysX —aryy (16k) Vi
B = (ys+ %) a1 — (x5 — 3) a2 — —azsX+aysy + ici (16k) VI
(z3 —y3) a3
Biz = —(ys—3)ar+ (z3+3) ax+ arsX —ayz § + sc2 (16k) VI
(3 —y3) a3
Bz = (l’g + %) a; + (y3 + %) as + aysX +arzy + %02 (16k) VI
(z3 +y3) a3
— 1 1 5 ~ 1 4
By = —(a:3—§) a; — (y —5) ap; — —aysX —ar3y + 5c2 (16k) VI
(z3 +y3) a3
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