Berthierite (FeShoSy, £33) Structure:
AB4C2 oP28 62 ¢ 4¢ 2¢-001

This structure originally had the label AB4C2_0P28_62_c_4c_2c. Calls to that address will be redirected here.
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Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype FeS,Sb,

AFLOW prototype label AB4C2_0P28_62_c_4c_2¢-001
Strukturbericht designation E3;

Mineral name berthierite

ICSD 185792

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow —-proto=AB4C2_oP28_62_c_4c_2c-001
—~params=a, b/a7 C/a7 T1,21,X2,22,L3,23,T4,24,T5,25,L6,26, 7,27

Other compounds with this structure
CaF6204, EuPdQS4, NaVQO4, SI‘CGQO4, SI"DYQO4, SI‘EUQO4, SI‘HOQO4, SrLaQO4, SI‘LUQO4, SrNdQO47 SI‘PIHQO47 SI‘PI‘204,
SI'SIHQO4, SI‘TbQO4, SI‘THl204, SI‘YbQO4



http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/CAYJ
https://aflow.org/p/AB4C2_oP28_62_c_4c_2c-001

e We have updated our reference from the obscure (Buerger, 1953) to the more accessible (Periotto, 2012).

e The ICSD entry for this structure lists CaFeyO4 as the prototype, but we will use FeSboSy, as it was given the E3;
Sturkturbericht label.

e The data for this structure was given in the Pnam orientation of space group #62. We used FINDSYM to place it in the
standard Pnma orientation.

Simple Orthorhombic primitive vectors

a1 @2
a3

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—l—iag—i—zlag = asclf(—i—iby—i—czli (4c) Fel
B, = —(3:1—%) al—s—%ag—&— = —a(xl—%)fc—l-%by—kc(zl—i-%)i (4¢) Fel
(21 +3) as
By = —zia; + %ag — 21 a3 = —ar1 X+ %by —c21 2 (4c) Fel
B, = (acl—i—%)al—i—iag—(zl—%)a;; = a(xl—l—%))‘(—i—%by—c(zl—%)i (4¢) Fel
B; = J:gal—l—iag—i—zgag = a:r:zfc—i—%by—kczgi (4c) S1I
Bg = —(xg—%) al+%ag+ = —a(m—%)&—!—%by—kc(@—i—%)i (4¢) S1I
(224 3) a3
B, = —T9a; + %32 — 29 a3 = —axre X + %by —c29% (4c) S1I
Bg = (xg—i—%)al—l—iag—(zQ—%)a;; = a(xg—l—%)i—i—%by—c(zg—%)i (4c) S1I
By = T3a1 + 5 as + 23a3 = arzX+ 1by +c232 (4c) SII
B = —(933—%) al+%ag+ = —a(x;;—%)fc—k%bff—kc(z?,—l—%)i (4¢) S1II
(z3+3) a3
B.1 = —z3a; + %32 — 23 a3 = —azx3 X+ %by —cz37Z (4¢) S1I
By = (3?3-‘1-%) al—l—iaz—(z;;—%) ag = a(gcg—l—%)f(—i—%by—c(zg—%)i (4c) S1I
Bz = Taa + iag + z4 a3 = ary X + %by +cz4 Z (4¢) S III
By = —(za—3) ar+3a,+ = —a(zg— ) x+3by+c(au+i)2 (4c) S III
(24 +3) as
By = —z4a; + %ag — z4a3 = —axrs X+ %by — 242 (4¢) S III
B = (m—i—%) al+i32—(24—%> az = a(m—l—%)i—i—%by—c(zé;—%)i (4c) S III
By = T ap +ia2+z5a3 = ax55<+ib§f+c,Z5Z (4¢) SIV
Bis = — (25— 3) a1+ 2ax + = —a(zs —3) X+ 309 +c(z+3) 2 (4c) S 1V
(25 +3) a3
By = —x5a; + %ag — 25 as = —axs X + %by —cz5 7 (4c) SIV
By = (m—l—%) al—l—iag—(zg—%) ag = a(xs—l—%)fc—l—%by—c(%—%)i (4c) SIV



B21 = z6a1+ia2+26a3 = axﬁchr%bercz 2 (4C) SbI

6
Bo: = —(z6—3) a1+ 3as+ = —a(zg— ) X+ 3b9+c(z+13)2 (4c) Sb I
(26 + 3) a3
Baz = —zga + %ag — 2 Az = —azeX + %by — 26 Z (4c) Sb 1
Boy = (a:6—|—%) a1—|—ia2—(z6—%) ag = a(xg—l—%)fc—!—iby—c(zf;—%)i (4¢) Sb 1
Bos = r7a + %ag + 27 as = ax7 X + iby + cz7 Z (4¢) Sb II
Bog = —(m—%) al—s—%ag—&— = —a(:w—%))‘(—i—%by—i—c(zv—f—%)i (4¢) Sb II
(27 +3) as
By = —z7a; + %ag — z7as = —az7 X + %by —c27Z (4c) Sb II
Bas = (x7—|—%) a1—|—ia2—(z7—%) as = a(x7—|—%)5c—|—ib§f—c(zv—%)2 (4¢) Sb II
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