Arcanite (5-KoSOy, H1g) Structure:
A2B4C oP28 62 2¢ 2c¢d ¢-001

This structure previously used the label(s) A2B4C_oP28_62_2c_2cd_c. Calls to these addresses will be redirected here.
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Prototype K045
AFLOW prototype label A2B4C_oP28_62_2¢_2cd_c-001
Strukturbericht designation Hlg
Mineral name arcanite
ICSD 2827
CCDC 1592628
Pearson symbol oP28
Space group number 62
Space group symbol Pnma
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AFLOW prototype command aflow --proto=A2B4C_oP28_62_2c_2cd_c-001
—~params=a, b/aa C/a7 T1,21,T2,22,T3,23,T4,24,T5,25,L6, Y6, 26

Other compounds with this structure

BaQCOO4, BazCrO4, BaQGeO4, B32G€S4, BaQPdD4, BaQSiO47 BaQSiS4, BagTiS4, CagCO4, CaQSiO4, CSQCYO4, CSQF@O4,

CSgl\/[gD47 CSQMDO4, CS2M004, CSQMOS4, CSQMOSG4, CSQRHO4, CSQSO47 CSQS€O47 CSQTGO4, CSQVVO47 CSQVVS47 CSQZHD47

EugPdD4, EHQSiO4, KQCI“O4, I(2F€O47 KQMDO4, I(gNIOS;,l7 KQRHO4, KQSGO4, K2WS4, KQWSG4, KQZHD4, RbQCI‘O4, 1{b21\/[gD47
RbgMgH4, }{bgl\/IHO;}7 1%1)21\/10047 RbQMOS4, RbgRuO4, RbQSO4, RbQSGO4, RbQWS4, RbQZHD4, SI‘QCO4, SI‘2PdD47 SI‘QSiO4,

TIQCTO47 TIQSO4, TIQSEO4, (NH4)2B6F4, (NH4)2MOS4, (NH4)QSO4, (NH4)2WS4, (NH4)2WSG4, (NH4)2ZHC14

e (McGinnety, 1972) gives the atomic positions using the Pnam setting of space group #62. We have switched the y- and
z-axes to put the crystal in the standard Pnma setting.

e This structure is somewhat similar to CsoCuCly, but the ICSD recognizes them as different structure types and AFLOW
finds a misfit value of 0.2, sufficiently large to justify making this a new prototype.

Simple Orthorhombic primitive vectors

a3
Le
a; = aXx
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—i—zlagg = axli—i—iby—i—czli (4c) KI
B, = —(z71—3) ar+3as+ = —a(z1—3) X+3by+c(zn1+3) 2 (4c) KI
(2 ) 2
B; = —zia; + %ag — 21 a3 = —ar1 X+ %byfczli (4¢) KI
By = (mi+3)ai+tia—(xn1—3)a; = a(zi+3) &k+3by—c(z1—13) 2 (4¢) KI
By = mgal—l—iag—i—zgag = ascgfc—i—%by—f—czgi (4c) K II
Bg = —(z2—3) a1+ 3as+ = —a(za— ) %+ 309 +c(2+3) 2 (4c) K 1II
(22+3) as
B, = —z9a; + % ar — zp a3 = —azre X + %by — 292 (4c) KII
Bsg = (acg—i—%)al—i—iag—(z —%)ag = a(xg—l—%))‘(—i—%by—c(zg—%)i (4¢) KII
By = Z‘331+i32+2333 = a:r:gfc—l—%by—kczgi (4c) Ol1
Bio = —(z3—3) ar+3ar+ = —a(z3—3) x+3by+c(z+3)2 (4c) OI1I
(5 + 1) a
B = —z3a; + %32 — 23 a3 = —axr3 X+ %byfczlgi (4c) (OB
Biz = (z3+3)ai+tar—(—3)a = a(zs+3) &K+ 30y —c(3—13) 2 (4c) OI1I
Bis = Ty4a1 + 5 as + 2483 = ars X+ 1by +c22 (4c) oIl
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B14 = 7(1‘47%) a1+%a2+ = —a(x4f%)5<+%by+c(24+%)2 (4C) O1II

(s 1) g
Bis = —z4a; + %az —Z4a3 = —ary X + %by —cal (4c) Ol
Big = (tat+3i)ai+ias—(2a—1)az = a(zs+3) X+ 30y —c(aa—13) 2 (4c) O1I
Bir = T5a1 + 3 as + 25 as = am55{+%by+cz5i (4c) ST
Bis = —(z5—3) ar + fas + = —a(zs—3) X+ by +c(z+3) 2 (4c) 51
(25 +3) a3
By = —r5a; + 3 az — 25 a = —azs X+ 30§ — cz5 2 (4c) S1
By = (z5+3)ai+ias—(—-1)a; = a(zs+3) X+ 50y —c(25—3) 2 (4c) S1
By = Teal + Y a2 + 26 a3 = areX +bys ¥ +cz6 2 (8d) O I
B2 = — (26— 3) a1 —ysaz + = —a(ze—5) X—bye§ +c(z+3) 2 (8d) O I
(26 + 3) a3
Bz = —zear + (y6 + 3) a2 — z a3 = —azgX+b(ys +3) ¥ —cz6 2 (8d) O I
Bu =  (mtDa-(m-Da- - et} i-dw-DI-ceo-}s ()  om
(o — 1) o
By = —Tga; — Ys Az — 26 a3 = —axe X — bye § — ¢z 2 (8d) O I
Ba = (D mtmm(o-ba - alorh)xebesoclm-Hz Gy onr
Bar = zoar — (Yo — 3) a2+ 2 a3 = areX —b (Yo — 3) ¥ +cz 2 (8d) O I
Bos = —(zs—Yait+(ys+i)ast = —a(we—3)%+b(ys+2)9+c(z+3)2 (8d) O III
(co + 1) 2
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