ScoS3 Structure:
A3B2_oF80_70_th_2e-001
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Prototype S3Scy

AFLOW prototype label A3B2_0F80_70_fh_2e-001
ICSD 22236

CCDC 1599011

Pearson symbol oF80

Space group number 70

Space group symbol Fddd

AFLOW prototype command aflow —-proto=A3B2_oF80_70_fh_2e-001
--params=a, b/a, c/a, T1, T2, Y3, Ta, Y4, 24

Other compounds with this structure
DyQSeg, DYQTeg, EUQSQ3, EUQTeg,, LUQSQ3, SCQSeg, Ygse3, Y2T€3, ngSe3

e This structure has been rotated from the orientation given by (Dismukes, 1964).
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Face-centered Orthorhombic primitive vectors

a; = %by + %Ci
1o 1.5
az = zaX+5c2 E I
1 o, 114
ag = zaX+3by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —(331—%) a; +x1as + 1 a3 axlﬁ—l—%by—i-éci (16e) Scl
B, = 14 al—<l‘1 — %) 32—(1‘1 — i) as —a (1‘1 — i) X+ %by + %Ci (168) Sc1
B; = (ler%) a; —Ti1ax — a3 faxl)‘ch%ber%cZ (16e) Scl
B, = —xlal—i—(azl—i—%) as + a(a:l—i—%) f(—l—%by—i—%ci (16e) Scl
(z1+ 1) as
Bs = —(.’172—%) a; +zgas + x0 a3 axgi—l—%by—i-éci (16e) Sc II
B = mar—(z2— 1) ax— (22— ) a3 —a(zo— 1) x4+ 309+ 42 (16e) Sc II
B, = (:c2+%) a; — Tpas — T as *CLSCQ?(‘F%Z)}A"F%CQ (16e) Sc II
Bgs = —(Egal-l-(.’bg-l—%) ar + a(acg—i—%) f(—i—%by—i—%ci (16e) Sc 11
(02 + %) a0
By = y3a1—(y —%) as + ys as %ai—i—byg,y—k%ci (16f) S1I
By = —(ys— 1) ar +ysar — tax—b(ys— 1) 9+ icz (16f) ST
(ys — 1) s
Bi1 = —ysa; + (ys + 3) as — yz as Sax —bysy + 3cz (16f) S1
Biz = (ys+3)ai—ysar+(ys+3) ag Sax+b(ys+32) §+32cz (16f) SI
Bz = (—1‘4 +Ys + 2’4) a; + ars X + by4 Y+czZ (32h) S1II
(T4 —ya+ 24) a2 +
(r4 +ys — 24) a3
Bis = (xg —ys+24) a1 + —a (x4 — i) X—b (y4 — i) y+czz (32h) S1II
(=24 +ya + 24) Az —
($4+y4+24— %) ag
B15 = (x4+y4fz4) a; — —Q (SC4* %) }'\(+by4§’76(2’47%) 2 (32h) SII
(xa+ys+2za—3) az+
(=24 +ys+24) a3
Big = —(l‘4+y4+24—%)31+ ax4§<—b(y —%)S’—C(Zzl—i)i (32h) S1II
(x4 +ys — 24) A2+
(T4 —ya + 24) a3
By = (xg —ys — 24) a1 — —ax X —bysy —cz4 2 (32h) S1II
(4 —ya + 24) Az —
(r4 +ys — 24) a3
Bis = — (T4 —ya+z1) a1 + a(ea+ ) R+b(yati) 9 —czaz (32h) S1I

(x4 — ya — 24) Az +
($4+y4+2’4+%) as



Biy = — (24 +ys — 24) a1 + = a(za+3)K—buy+c(aut+i)z (32h) S1I
($4+y4+24+%) ag +
(T4 —ya — 24) a3
By = (Za+ya+2a+3) a1 — = —azsX+b(ya+ 1) y+e(atq)2 (32h) S1II
(4 +ys — 24) Az —
(T4 —ya + 24) a3
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