Zr3Als Structure:
A2B3_tP20_.136_j_dfe-001

This structure previously used the label(s) A2B3_tP20.136_j_dfg. Calls to these addresses will be redirected here.
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Prototype AlyZrg

AFLOW prototype label A2B3_tP20.136_j_dfg-001
ICSD 58231

CCDC 1622257

Pearson symbol tP20

Space group number 136

Space group symbol P45 /mnm

AFLOW prototype command  aflow --proto=A2B3_tP20_136_j_dfg-001
--params=a, ¢/a, T2, T3, T4, 24

Other compounds with this structure
DY3A12, EI‘31A127 GangQ, Gagzrg, GdgAlQ, HnglQ, HOgAlQ, TbgAlQ, Y3A12
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e The |GdsAl, structure is similar to this one, but that structure does not have an inversion center.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B $as+ jag = 309+ 5c2 (4d) Zr 1
B, fay+3ag = a9y +3c2 (4d) Zr 1
Bs l1a;+1a; = lax+ tez (4d) Zr 1
B4 %a1 +%a3 = %afc—i— %ci (4d) 7Zr 1
Bs Toay + T as = ars X+ arsy (4f) Zr 11
Bs —ZToa; — T as = —aze X —arsy (4f) Zr 11
B, —(x —%) a11+ ($2+%) ay+ = —a(m —%) f{—i—a(xg—i—%) y—i—%ci (4f) Zr 11
2 a3
Bs (z2+3)a1— (22— %) ax+4a3 = a(za+3) X—a(za—3) §+ 3c2 (4f) Zr 11
By T3a; — T3 a = ar3X —ar3y (4g) Zr 111
B1o —r3a; +r3ag = —ar3 X+ axsy (4g) Zr 111
Bi1 (mg,—l—%) a1+($3+%) 3.2—‘1-%33 = a(xg—&-%)i—l—a(xg—i—%)y—i—%ci (4g) Zr 111
Bz — (23— 3) a — (z3—3) as+ = —a(wg—3)%X—a(ws—3)y+icz (4g) Zr 111
243
Bi3 x4a1 + 1480 + 2483 = ary X+ axyy + cz4 7 (8j) AlT
Bis —r4a; — T4az + 24 a3 = —aryX —ary§ + 242 (8j) All
Bis —(za—3)ar+ (wa+3)ax+ = —a(za—3) X+a(za+3)J+c(za+i)2 (8j) All
(s1+ 1) a0
Bis (x4+%)a1—(x4—%)a2+ = a(z4+%)ifa(x4f%)§f+c(24+%)2 (8j) All
(21 +3) as
Bi7 — (:r4 — %) a; + (:r4 + %) aa— = —a (x — %) X+a (x4 + %) §—c (24— %) Z (8j) AlT
(22— 3) as
Bis (x4+%)a1—(:c4—%)a2— = a(u—i—%)ﬁ—a(m—%)&—c(zq—%)i (8j) All
(21— 3) as
Bio x4a; +xg4a0 — 2483 = aryX+ars§ — cz4 Z (8j) AlT
B2o —Iga; —x489 — 24 a3 = —aryX —axs§ — 247 (8j) AlT
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