Arcanite (KoSOy4, H1g) Structure:
A2B4C oP28 62 2¢ 2c¢d ¢-001

This structure originally had the label A2B4C_oP28_62_2c_2cd_c. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype K504S
AFLOW prototype label A2B4C_oP28_62_2¢_2cd_c-001
Strukturbericht designation Hlg
Mineral name arcanite
ICSD 2827
Pearson symbol oP28
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B4C_oP28_62_2c_2cd_c-001
—~params=a, b/a7 C/av T1,21,T2,22,T3,23,T4,24,T5,25,L6, Y6, 26

Other compounds with this structure
KQCI‘O4, KQMHO4, KQSeO4, CSQCUCI4

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.
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Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag axli—i—%by—i—czli (4¢) KI
B, = —(371—%)31—‘1-%32—‘1- —a(:cl—%)fc—i—%by—i—c(zl—i—%)i (4c) KI
(z1 + %) ag
B; = —x1a; + %ag — z1 a3 —ar1 X+ %by —c2 2 (4¢) KI
B, = ($1+%)al+%327<217%)33 a(azlJr%)f(Jr%byfc(zlf%)i (4¢) KI
B; = "E2a1+ia2+2233 axgi—i—%by—i—czgi (4c) KII
Bg = —(.’172—%) al—&—%ag—&— —a(arg—%)fc—i—%by—i—c(zg—i-%)i (4c) KII
(224 3) as
B, = —Toaj + %ag — 29 a3 —aro X + %by —C2 Z (4¢) KII
Bsg = (12+%)a1+ia2—(22—%)a3 a(acg—i-%)f(—i—iby—c(@—%)i (4c) KII
By = x3a1+ia2+23a3 aacgf(—i—%by—i—czgi (4c) (0N
B = —($3—%) al—&—%ag—&— —a(xg—%)fc—i—%by—kc(z;;—i-%)i (4c) OI1I
(23 + 3) as
By = —x3a; + %ag — 23 a3 —axr3X + %by —cz37Z (4c) (OB
B = (a:3+%)a1+ia2—(zg—%)a3 a(xg—i—%))‘(—i—iby—c(%—%)i (4¢) OlI
Bis = T4ag + ia2+z4a3 ax45(+iby+cz4i (4c) Ol
By = —(m—%) al—s—%ag—&— —a(m—%)fc—l—%bff—!—@(q—i—%)i (4¢) oIl
(21 +3) as
By = —z4a; + %ag — 2483 —ars X+ %by — 242 (4¢) O1I1
Big = (za+3)ar+iar—(z—3)as a(zs+3) &+3by—c(aa—13) 2 (4c) oIl
By = T5ay + 5 as + 25 a3 ars X+ 1by +c252 (4c) SI
Bis = —(JL‘5—%) al+%ag+ —a(x5—%)&+%by+c(z’5+%)i (4¢) S1I
(z5+3) a3
By = —x5a; + %32 — 25 as —axs X + %by —czn Z (4¢) S1I
By = (ms—i—%)al—l—iag—(%—%)agg a(xg,—l—%)i—i—%by—c(%—%)i (4c) S1I
By = Tgay + Y as + 2g as argX +bysy + czg Z (8d) O III
By = —(:1:6—%) a; —ygas + —a(:c(;—%)fc—bygjf—l-c(z(,-—ké) Z (8d) O III
(26 + %) a3
Bss = —zgar + (Y6 + 3) a2 — 26 a3 —azeX+b(ys+3) § — cz6 2 (8d) O III
Boy = (x(;—l—%)al—(yg—%)ag— a(scg—l—%)i—b(yg—%)y—c(zg—%)i (8d) O III
26— 5) as



Bas = —Tgar — Yo A2 — 26 A3 = —azgX —bys ¥ — cz6 2 (8d) O III
B = (z6+3)aitysas—(2—3)as = alre+3) X+byey —c(26 — 3) 2 (8d) O II
Boy = Tea; — (yG — %) as + zg az = argX —b (y6 — %) V+czz (8d) O III
B - —(m-bat(utdat - ofa-B)xebetd srelwtdz (4 omm

(2o + 3) 2
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