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

This structure previously used the label(s) AB2C3_0P24_62_c_d_cd. Calls to these addresses 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
CCDC 1611811
Pearson symbol oP24
Space group number 62
Space group symbol Pnma
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AFLOW prototype command aflow --proto=AB2C3_oP24_62_c_d_cd-001

——para.ms=a,b/a,c/a,x1, 21,T2,22,T3,Y3,23,T4,Y4, 24

e (Symarnski, 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

a3l
ay;y = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 5131314*%&24*21&3 = a$15{+iby+62’12 (4(?) Cul
B, = —(z1—3) ar+3a+ = —a(z1—3) %+ 3by+c(zn1+3) 2 (4c) Cul
(2’1 + %) as
B; = —r1a; + % as — 21 a3 = —ax1 X+ %by —cz1 Z (40) Cul
B, = (z1+%)a1+%a2—(z1—%)a3 = a(x1—|—%)5c—|—ib§f—c(zl—%)2 (4¢) Cul
By = x2a1+%a2+22a3 = axg)*(JriberczQZ (4¢) S1I
Bsg = —(z2—3) ar+3a+ = —a(ze—3) X+ 3by+c(za+3)2 (4c) ST
(22 + %) as
By = —Tga) + % as — zgas = —axo X + %by —C29 7% (40) S1I
BS = (z2+%)a1+ia2—(22—%)a3 = a<x2+%)§<+%by—c(227%)2 (4C) S1I
By = r3a) + ysas + 23 as = ax3X +bysy + cz3 (8d) Fel
Bio = — (23— 3) a1 —yzas + = —a(w3—3) X —bysy+c(zs+3) 2 (8d) Fel
(1 3)
By, = —zza; + (ys+3) a2 — 23 a3 = —az3X+b(ys+3) § —czs2 (8d) Fe I
B12 = (J}3+%)317(y37%)327 = a(I3+%))’ifb(y37%)yfc(Z7%)2 (Sd) Fe I
(25— 3) as
Bis = —ZT3a; —Ysaz —z3as = —ar3X —bysy — cz32 (8d) Fel
By = (3’534—%) a1+y3a2—(23—%) as = a(ﬂ?g—‘r%) )’\(—l—bygy—c(Zg—%) Z (Sd) Fel
Bis = T3a, — (yg - %) as + z3as = aajgfc—b(yg— %) y+cz3Z (8d) Fel
Bie = —(zs—3)ai+(ys+3)a+ = —a(zs—3)%+b(ys+3) J+c(zs+3)2 (8d) Fel
(25 +3) as
By = Tgay + ygas + 24a3 = ary X +bys ¥ + c24 7 (8d) S1I
Big = —($4—%) a; —ysas + = —a(x4—%)k—by4y+c(24+%)i (8d) S1II
1
(21 +3) as



Big = —Tqa; + (y4 + %) ags — 24 a3 = —arsX+0b (y4 + %) Yy —cz4Z (Sd) S1II

Bzo = (mu+da—(u—3a- = a@m+i)x-blwu—23)y—clua—3)2 (8d) S 1I
(24— 3) a3

By = —Tga; —ysas — 24 a3 = —axs X —bys§ — c24 % (8d) S1I

Boy = (3344-%) a1—|—y4a2—(z4—%) as = CL($4+%) i+by4y—C(Z4—%) Z (Sd) S1II

B23 = x4a1—(y 7%) as + 24 a3 = (J,:L'4)A(7b(y 7%)y+0242 (Sd) S1II

Boy = —(mu—3)ar+(a+t3)as+ = —a(za—3)%+b(ya+3)9+c(au+i)2 (8d) SII
(2’4 + %) as
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