Chalcocyanite (CuSOy) Structure:
AB4C_oP24 62 a 2cd ¢-001

This structure previously used the label(s) AB4C_oP24_62_a 2cd_c. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/QVKJ

https://aflow.org/prototype-encyclopedia/AB4C_oP24 62_a_2cd_c-001

3
i

X
-

"
4

s}

Prototype CuO4S

AFLOW prototype label AB4C_oP24_62_a_2cd_c-001
Mineral name chalcocyanite

ICSD 71017

CCDC 1631933

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB4C_oP24_62_a_2cd_c-001
~Tparams=a, b/a7 C/a7 T2,22,T3,23,T4,24,T5,Y5, 25

Other compounds with this structure
CoS0y, CoSeOy, CuSeOy, FeSO4, InSO4, MgSO4, MgSeOy4, MnSeOy, CrAsOy, ZnSO, (zincosite)
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Simple Orthorhombic primitive vectors

a; = axX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (4a) Cul
B, = %al + %ag = %afi—i— %ci (4a) Cul
B; = ay = 3by (4a) Cul
B, = %a1+%ag+%a3 = %a}“{Jr%b“qL%cZ (4a) Cul
B; = "E2a1+i32+22&3 = a:vgi—i—%by—i—czgi (4¢) Ol
Bs = —(z2—3) ar+3as+ = —a(ze—3) X+ 3by+c(za+3)2 (4c) 01l
(224 3) as
B, = —z9a; + %ag — 29 a3 = —are X + %by —c29 2 (4¢) Ol
Bsg = (x2+%)a1+ia27(z 7%)213 = a(acng%)f(Jr%byfc(z ,%)2 (4c) Ol
By = (E3a1+ia2+23a3 = axgi—i—%by—i—cz;gi (4c) O1II
Bio = —(z3—3) a1+ 3as+ = —a(zs3—3) X+3by+c(z+3)2 (4c) on
(23 +3) as
By = —x3a; + %ag — z3as = —ar3X + %by —cz37% (4¢) OlII
Biz = (z3+3)ait+ita—(-3)a = a(zs+3) &K+3by—c(s—1) 2 (4c) oIl
Bis = m4a1+ia2+z4a3 = ax4i+%b§f+cz4i (4c) S1
Bis = —(za—3) a1+ 3as+ = —a(zg—3) X+3by+c(zu+3)2 (4c) SI
(z1+3) as
Bis = —z4a; + %ag — 2483 = —ars X+ %by — 24 2 (4¢) S1I
Bie = (mu+3)at+ita—(u-—3%)a = a(za+3) &+30y—c(aa—13) 2 (4c) S1
By = Tsa; + ysas + 25 as = arsX + bysy + cz5 2 (8d) O III
Bis = — (w5 — ) a1 —ysas + = —a(rs —3) X —bysy +c(z5+ 3) 2 (8d) O 1I
(2 +3) as
Big = —asai+(ys+35) ax—2583 = —az5X+b(ys +3) § —ca 2 (8d) O III
Bao = (zs+d)ai—(ys—2)a— = a(@s+3)%x—blys—3)9—c(e5—3)2 (8d) O I
(25— 3) as
By = —Tsa; — yYsas — 25 as = —arsX —bys y — cz5 % (8d) O III
By, = (1:5-#%) a1—|—y5a2—(z5—%) az = a(x5+%) i+by5§f—c(25— %) Z (8d) O III
Bos = Tsa, — (y5 — %) as + 25 as = axsX —b (y5 — %) V+ceziz (8d) O III
Bay = —(ws—3)ar+(ys+3)as+ = —a(ws—3)%+b(ys+3) F+c(ss+3)2  (8d) O 111
(254 1) g
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