Cubanite (CuFeyS3, E9.) Structure:
AB2C3 0P24 62 ¢ d _¢d-001

This structure originally had the label AB2C3_0P24_62_c_d_cd. Calls to that address will be redirected here.
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Prototype CuFeyS3

AFLOW prototype label AB2C3_0P24 _62_c_d_cd-001
Strukturbericht designation E9,

Mineral name cubanite

ICSD 42104

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB2C3_oP24_62_c_d_cd-001

——params=a,b/a,c/a,x1, 21,25, 22,%3,Y3,23, L4, Y4, %4

o (Symanski, 1974) uses the Pcmn orientation of space group #62 to describe this structure. We have swapped the x and z
axis to transform this into the standard Pnma orientation.

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+zla3 = axlchr%bercle (4¢) Cul
B, = —(z1—3) ar+3a+ = —a(z1—3) %+ 3by+c(n+3)2 (4c) Cu I
(1 1) ag
B; = —x1a; + %ag — 21 a3 = —ax1 X+ %by —c21 2 (4c) Cul
B, = (a:1+%)a1+ia2—(z1—%)a3 = a(xl—l—%)fc—kiby—c(zl—%)i (4¢) Cul
By = "EQalJriaQJrZQag = ang(Jr%berczQi (4c) S1I
Bg = —(1‘2—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—i—c(zQ—i—%)i (4c) S1I
(zg + %) as
B, = —zg2a1 + 3a; — 2z a3 = —azo X+ 3b§ — 22 (4c) SI
Bs = (m2+i)ai+tar—(22—1%)as = a(za+ i) X+309—c(za—13) 2 (4c) SI
By = T3a) + ysas + 23 as = ax3X +bysy + cz3 z (8d) Fel
Bio = — (23— 1) a1 —yzax + = —a(w3—3) X —bysy+c(zs+3) 2 (8d) Fel
(23 + %) as
Bix = —zza; + (ys+3) a2 — 23 a3 = —az3X+b(ys+3) § —cz32 (8d) Fel
Biz = (m+da—(pz—La- = a@m+i)x-bly-—2)y—clx-13)2 (8d) Fe I
(23— 3) a3
Bz = —x3a; — ysas — 23 as = —ax3X —bysy —cz32 (8d) Fel
B4y = (373—‘1-%) al+y382—(23—%> ag = a($3—‘r%) &+by3y—c(z3—%) Z (8d) Fel
Bis = T3a, — (y3 — %) as + z3as = angc—b(yg— %) y+cz3Z (8d) Fel
Bie = —(zs—3)ai+(ys+3)a+ = —a(zs—3)%+b(ys+3) 9+c(zs+3)2 (8d) Fel
(23 +3) a3
By = rqa) + ygas + z4 a3 = axs X +bysy + cz4 (8d) S1II
Bis = —(u—%) a; —ygag + = —a(x4—%)k—by4y+c(24+%)i (8d) S1I
(24 + 3) a3
By = —zga1 + (ya+ 3) az — 2423 = —azsR+b(ya+3) ¥ —cza (8d) S1I
By = (za+ar—(mu—3a— = a(@+i)x-bu-3)y-clu—1)2 (8d) STI
(21— 3) as
By = —Tga; —ygas — 24 A3 = —arys X —bysy —cz4 % (8d) S1I
By = (x4—|—%) a1—|—y4a2—(Z4—%) ag = a(m—&—%) >A<+by4§f—c(24—é) Z (8d) SII
Bos = Taa; — (y4 - %) as + 24 a3 = araX—b (y4 — %) V+cuiz (8d) S1II
Boy = —(mu—3)ar+(a+t3)as+ = —a(za—3)%+b(ya+3)9+c(aut+i)2z (8d) SII
(,24 + %) as
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