B-IngS3 Structure:
A2B3_tI80_-141_ceh_3h-001

This structure previously used the label(s) A2B3_tI80.141_ceh_3h. Calls to these addresses will be redirected here.
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AFLOW prototype label

ICSD 151644
CCDC 1668469
Pearson symbol tI80
Space group number 141
Space group symbol 14, /amd

AFLOW prototype command

A2B3.t180-141_ceh_3h-001

aflow --proto=A2B3_tI80_141_ceh_3h-001

—~params=a, C/av 22,Y3,23,Y4, 24, Y5, 25, Y6, 26

e This is alspinel structure with ordered defects.

Body-centered Tetragonal primitive vectors

a3 = f%af(Jr %a yV + %c%

az = faX—jay+5cz

ag = 3aX+3ay—3c2

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (8c) Inl
B, - jai+3as = 203 (8) fnl
B = 1ay = 1ax—Ltag+icz (8c) InI
B, = 1ag = 1aX+ tay—icz (8c) InI
Bs = (224 1) a1+ 2022+ ;a3 = 109 +cz2 (8e) In II
Bs = zai+ (2+ 1) ay+3a, = lax+iag+c(n—1)2 (8e) In II
B, = - (22 - %) a; — zpas + %ag = %ay —C29 % (8e) InII
Bg = —zzal—(ZQ—%) ag-i-ia:; = %aﬁ—ia&—c(zz—i) Z (8e) In II
By = (ys + 2z3) a1 + z3 a2 + yz as = ay3y + cz3 7z (16h) In III
Bio = (—ys+2z3+3) a1 + 2382 — = —a(ys—3) §+ei (16h) In III
(3 — 3) a3
Bii = zai+(—ys+z+3) ac—ysaz = —a(ys— Y x—tag+c(z+1)2 (16h) In III
Bi2 = zza;+(ys+ 23) ag—i—(yg—l—%) ag = a(yg—i—%) fc—l—iay—i—c(zg— % Z (16h) In III
Bis = (ys —23+3) a1 — zzap + = a(ys+3) 9y —czs2 (16h) In III
(s +3) a3

Bia = —(ys+z3) a1 —23a2—ysaz = —aysy — cz3 2 (16h) In IIT
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B15 = 723314’(3437234’%) a2+y3a3 = a(y3+%) ﬁ*iayfc(?:g*%) Z (161’1) In III

B = —zza; — (ys + 23) ag — = —a (y3 — i) X+ iay —c (23 + %) Z (16h) In III
(93 —3) s

Biz = (ya + 2z4) a1 + z4 a2 + ys ag = ays,y + cz4 Z (16h) ST

Bis = (—y4 4+ 24+ %) a; + z4a9 — = —a (y4 — %) y+czz (16h) S1I
(ya—3) a3

Big = z4a1+(—y4+24—|—%) as—ysas = —a(y;;—i)f(—icf—ﬁ-c(z;;—i—i)i (16h) ST

Bao = zga;+(ys+ 24) a2+(y4+%) ag = a(y;;—l—i)fc—i—iay—i—c(zzl—%) Z (16h) SI

By, = (y4—z4—|—%) a; — z4a9 + = a(y4—|—%) Y —cz47Z (16h) SI
(y4 + %) as

B2 = —(ya+z)as—za—ysa3 = —ays§ — cz4 2 (16h) ST

Bos = —Z4a1—|—(y4—24+%) artysag = a(y;;—i—%) )“(—iay—c(a—i) Z (16h) S1I

By = —zga; — (ya+ 2z4) ag — = —a (y;;—i) )A(—&-%ay—c(zq—i—z) Z (16h) S1I
(y4 - %) as

B2s = (ys + 25) a1 + zs a2 + ys a3 = ays y + cz5 Z (16h) S

Bog = (—y5 + 25+ %) a; + zsas — = —a (y5 — %) y+ceziz (16h) S1II
(y5 — 3) a3

Byr = z5a1+(—y5+25—|—%) a,—ysag = —a(y5—i) )Ac—%aA—&—c(zs—i—%) Z (16h) S1I

Bos = zsa;+(ys + 25) a2+(y5—|—%) az = a(y5—|—i) fc—l—iay—i—c(%—%) Z (16h) S1II

Boy = (y5 — 25 + %) a; — zsas + = a (y5 + %) y—cz2 (16h) S1I
(ys + %) az

Bso = —(ys+2)a—2sa—ysas = —aysy — cz5 2 (16h) S

B3, = —Z5al+(y5—25—|—%) astysas = a(y5—|—%) i—ia&—c(%—i) Z (16h) S1I

B3 = —zsa; — (ys + 25) ag — = —a (y5 - i) X+ %ay —c (z5 + i) Z (16h) S1I
(y5 - %) as

B3 = (ys + 26) a1 + z6 a2 + ys a3 = aye ¥ + cz6 Z (16h) S II1

B3y, = (—yg + 26 + %) a; + zgas — = —a (yg — %) V+eczz (16h) S III
(96— 3) as

Bss = z6a1+(—y6+26—|—%) as—ygas = —a (yﬁ—i) )“c—%aA +C(Zﬁ+%) Z (16h) S III

Bss = zsai+(yo+2) ast(ys+3)as = alys+3) X+ tay+c(z—1)2 (16h) S IIT

B3y = (yG — 2 + %) a; — zgas + = a (yG + %) v —c2Z (16h) S II1
(ye + %) ag

B3s = —(ys + 26) a1 — 2z a2 — Yg a3 = —ayey — cz6 2 (16h) S II1

B3y = 7Z6a1+(y6726+%) ast+ysas = a(y6+i) )Efiayfc(z f%) Z (16h) S II1

By = —zga1 — (ys + 26) ag — = —a (y — i) X+ iay —c (26 + %) Z (16h) S III
(y6 - %) as
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