Ir3Gag Structure:
A5SB3.tP32_118 121 aceh-001

This structure previously used the label(s) A5BB3_tP32_.118_g2i_aceh. Calls to these addresses will be redirected here.
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Prototype Gaglrs

AFLOW prototype label A5B3_tP32_118_f2i_aceh-001
ICSD 103761

CCDC 1661697

Pearson symbol tP32

Space group number 118

Space group symbol Pin2

AFLOW prototype command aflow --proto=A5B3_tP32_118_f2i_aceh-001
—~params=a, C/a7 23, T4, 25,6, Y6526, L7, Y7, 27
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e In our original publication (Hicks, 2019) the iridium atoms on the (2d) site were inadvertantly placed on the (3c) site.

Simple Tetragonal primitive vectors

a3

a; = ax

az = ay

ag = CZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Ir I
B, = %a1+%a2+%a3 = %aiJr%aer%cZ (2a) Ir I
B; = %ag—l—iag = %ay—l—ici (2¢) Ir II
B, = a1+ 3ag = saX+ 3¢z (2¢) Ir I
B; = z3 ag = cz3 Z (de) Ir III
Bsg = —z3 a3 = —Cc23% (4e) Ir 11
By = %al—l—%ag—i—(zg—&—%) as = %ai—&—%ay—&—c(z;g—i—%)i (4e) Ir III
Bs = a1 +say— (23— 3) as = sax+3a9 —c(z—3) 2 (4e) Ir 11
By = x4a17(x47%) a2+%a3 = az45(fa(:1:4f%)y+ici (4f) Gal
Bio = —zsa; + (u—i—%) ap + iag = —aufc—i—a(u—i—%) y —|—ici (4f) Gal
B = —(334—%) a1—x4a2+%a3 = —a (m—%) ﬁ—am;f—i—%ci (4f) Gal
B = (m—l—%) a; +33432+%a3 = a(m—k%) 5(+ax4$f—|—%ci (4f) Gal
Bz = %ag + z5 as = %a5r+0252 (4h) Ir IV
By = % a; — z5 a3 = %a;‘( —cz5 Z (4h) Ir IV
Bis = sa1+ (25 + 3) a3 = saRk+c(z+3) 2 (4h) Ir IV
Big = %8.2 — (25 — %) as = %ay —c (z5 — %) Z (4h) Ir IV
By = Tgai + Ygas + 26 as = axeX +aysy + cz6 2 (81) Ga 11
Bis = —Xgai — Yg as + 2 as = —axgX —ayey +czeZ (8i) Ga II
Big = Y6 a1 — Tg Ay — 26 A3 = ayeX — argy — czg Z (81) Ga Il
By = —ygaj + Tgag — 2¢as = —ays X +argy — czg Z (81) Ga Il
By: = (z6+3) a1 — (6 —3) a2 + = a(we+i)x—a(ys—3) 9+c(e+1)2 (8) Gall

(26 + 3) as
B2z = — (26— %) ar + (ys + %) aa+ = -—a (x(; — %) X+a (yg + %) v+c (z6 + %) Z (8i) Ga Il

(26 +3) as
Bys = (y6+§)(a1+g:;6+§) ay— = a(ys+3)Xta(ze+3)y—cl(z—3)2 (8i) Ga Il

26— 5) as



B24 = — (y()' — %) a; — (Iﬁ — %) ag — = —a (y6 — %) X—a (IEG - *) y C (26 — %) Z (81) Ga II

(26 — 3) as

By = r7ay + yras + z7as = ax7X+ay;: ¥ +cz7z (8i) Ga III

By = —T7a; — yrag + 27 ag = —ax7X —ayr ¥ +czr (81) Ga III

Byr = yray — r7az — z7ag = ayrX —ax7y —car (81) Ga III

Bos = —yray +r7as — zras = —ayrX+ar7y —czr z (81) Ga III

Bog = (zr+3)ar— (yr—3) a2+ = a(zr+i)x—alyr—3)9+c(er+1)2 (81) Ga III
(22 +3) as

Bsgo = —(z7-3) a1+( +3)ax+ = —a(er—3) X+ta(yr+3) J+c(er+3)2 (81) Ga III
(27 + )

Bs; = (yr+3) a1+ (z7+3) az — = a(yr+3)&k+a(zr+3)y—cler—1) 2 (8i) Ga III
(22 —3) as

Bsgz = —(yr—3Ha—(zr—3)a— = —-a(lyr—3) %—a(zr—3)y-—c(zr—3)2 (8i) Ga III
(22 —3) as
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