~v-LisIrOg Structure:
AB2C3_0C96_66_ik_cdj2k_gl2m-001
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Prototype IrLi O3

AFLOW prototype label AB2C3_0C96_66_ik_cdj2k_gl2m-001
Pearson symbol 0C96

Space group number 66

Space group symbol Ccem

AFLOW prototype command aflow --proto=AB2C3_0C96_66_1ik_cdj2k_gl2m-001

—~params=a, b/a7 C/a7 T3, 24, 25, 26, 27, 28, L9, Y9, L£10, Y10, £10, L11, Y11, 211

e LisIrO3 can be found in three structures (Choi, 2020):

— a-LisIrO3, which is isostructural with NaoPrOs),
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— [-LisIrOg, which is isostructural with 5-NasPtOs, and

— the current structure, y-LigIrOs.

e There is no ICSD entry for (Modic, 2014), but they do provide their own CIF as part of their supplementary material.

Base-centered Orthorhombic primitive vectors

a; = %afc = %by
ax = %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B:. = 0 = 0 (4¢) Lil
B, = 1ag = icz (4c) Lil
Bs = l1a;+1a, = tax (4d) Li II
B, = laj+lay+1a; = lax+ ez (4d) LiII
Bs = T3 a1 +x3a2+%a3 = ars X+ %ci (8g) (OB
Bg = —x3a; — T3y + i as = —ax3X + ici (8¢) 01
B, = —w3a; —T3az + 3 ag = —az3X + 3c2 (8g) Ol
Bg = T3 a1 +x332+%a3 = ars X + %ci (8g) (OB
By = Z4 A3 = 24 7 (8i) Ir I
By = — (21— 3) a3 = —c(za—13) 2 (81) Ir I
Bi1 = —2z4 a3 = —Cz4 7 (81) Ir I
B, = (za+ %) a3 = c(za+1i)2 (81) Ir I
Bis = fa;+1as+ 2543 = lax+ cz5 2 (8j) Li IIT
B4 = sai+3a;— (25— 3) a3 = sax—c(z5—3) 2 (8j) Li IIT
Bis — Lay + Lay — za - Lak — ez 2 () LI
Big = laj+1ar+ (25 + 1) a3 lax+c(z+3) 2 (8j) Li III
Bir = 1as+ 26 a3 = 10X+ 1b§ +cz 2 (8k) Ir IT
Bis = sa;— (26— 3) a3 = % — by —c(z—3) 2 (8k) Ir 11
Biy = 1a, —z5a3 = lax+1by —cz 2 (8k) Ir II
By = la;+ (2 + 1) a3 = 1ax— by +ce(z+13)2 (8k) Ir II
By = fas+ 27a3 = 10X+ 10y + ez (8k) Li IV
Bar = sa;— (27— 3) a3 = X — by —c(r—3) 2 (8k) LilVv
Bos = lay —z7ay = lax+ 1by —czr i (8k) Li IV
By = la;+ (274 1) as = 1ax— by +c(zr+3)2 (8k) Li IV
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Bos = %aQJrzSag, = %achr iby+c282 (8k) Liv
Bas = l1a;— (23— 1) ay = 1ax— by —c(zs—1) 2 (8k) Liv
Bz = fas —23a3 = 10X+ 10y —cz 2 (8k) LiV
Bzg = %314—(28—"-%) as = iai—%by—&-c(zs—ké) 2 (8k) le
B2 = (rg —y9) a1 + (x9 +yo) a2 = argX +byy ¥ (81) O 11
Bso = —(wo—yo)ar—(vo+yg) @z = —azgX —byo ¥ (81) Ol
Bs: = —(xz9+ye)a;—(xg—yo) az+ = —axgX +bys y + %ci (81) OlII
383
B32 = (Z‘g —+ yg) a1+(x9 — ’yg) az‘i’% as = axg X — byg y + %Ci (81) OII
B3z = (%10 — Y10) a1 + = arioX + by ¥ + cz102 (16m) O I
(710 +y10) a2 + 210 a3
Bss = — (710 — y10) &1 — = —ar1pX —by10 ¥ + cz10 2 (16m) O I
(w10 +y10) a2 + z10 a3
Bss = — (210 + Y10) @1 — = —az1oX + by y — ¢ (210 — 3) 2 (16m) O I
(T10 — Y10) A2 — (210 - %) ag
Bse = (z10 + y10) A1 + = azoX —by10§ — ¢ (210 — 3) 2 (16m) O I
(10 — Y10) a2 — (210 - %) ag
Bsr = — (%10 — Y10) a1 — = —az10X — by10y — cz102 (16m) O I
(710 +y10) @2 — 210 a3
Bss = (z10 — y10) a1 + = arioX +by10y — cz102 (16m) O I
(w10 + y10) a2 — z10 a3
B3y = (10 + y10) a1 + = a1k — by +c(z10+3) 2 (16m) O III
(10 — Y10) a2 + (210 + %) as
Bso = — (210 + Y10) a1 — = —ar0X+byoy +c(z0+3) 2 (16m) O I
(10 — Y10) a2 + <Z10 + %) as
Ba = (711 —y11) a1 + = ari1 X +byn § +cz11 2 (16m) o
(11 +y11) a2 + 211 a3
By = —(z11 —yn) a1 — = —azn X —byn ¥y +cz12 (16m) Ol
(11 +y11) a2 + 211 a3
By = —(z11 +yn) a1 — = —(wnfc—i-bynf’—c(zn - %) z (16m) o
(11 —y11) a2 — (2’11 - %) az
By = (11 +y11) a1 + = arn X —byny —c (211 - %) Z (16m) O1v
(9611 - y11) az — (211 - %) asg
Bys = — (11 —ynn) a1 — = —ar1 X —byn y —cz11 2 (16m) O
(711 +y11) a2 — z11 a3
B = (11 —y11) a1 + = ar11X+bynn ¥ —cz112 (16m) 01V
(r11 +y11) a2 — 211 a3
Byr = (T11 +y11) a1 + = arn X —byn§ +c (211 +3) 2 (16m) o1V
(11 —y11) az + (211 + %) ag
By = —(z11 +yn) a1 — = —ary X+byny+c(zu+3) 2 (16m) o

(11 —y11) a2 + (211 + %) as
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