Stibnite (ShoS3, D5g) Structure:
A3B2_0P20.62_3c_2¢-001

This structure originally had the label A3B2_0oP20_62_3c_2c. Calls to that address will be redirected here.
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IS
®Shb

Prototype

AFLOW prototype label
Strukturbericht designation
Mineral name

ICSD

Pearson symbol

Space group number

Space group symbol
AFLOW prototype command

S3Sbs
A3B2_0P20.62_3c_2c-001

Dbg
stibnite
171850
oP20
62

Pnma

https://aflow.org/p/ITWMN

https://aflow.org/p/A3B2_0P20_62_3c_2c-001

aflow —--proto=A3B2_oP20_62_3c_2c-001
—Tparams=a, b/a, c/a, L1, 21, X2, 22, X3, 23, L4, R4, L5, 5

Other compounds with this structure
ASQZI‘g, BigSg, Bigseg, DyQSeg, GeQSeg, GegTeg, ngTeg, 1Vp2837 PQHfg, Sngeg, SIHQTeg, Tbgseg, rI‘hQS:;7 UQSg, U2863



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/1WMN
https://aflow.org/p/A3B2_oP20_62_3c_2c-001

e Some authorities list ThyS3 or PoHfs as the prototype, but we will use the mineral with the Strukturbericht designation.

e This structure has the same AFLOW label, A3B2_.0P20_62_3c_2c, as PtyGes| and ottemannite (SnaSs). The structures are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.

Simple Orthorhombic primitive vectors

a1
a3
a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 5 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) SI
B, = —(xl—%) al+%a2+ = —a(xl—%)fc—l-%by—kc(zl—l—%)i (4¢) S1I
(=1 +3) as
B = —zi1a; + %32 — 21 a3 = —ar1 X+ %by —cz1 2 (4¢) S1I
By = (mi+3)ai+tia—(xn1—3)a; = a(zi+3) &k+3by—c(z1—3) 2 (4c) ST
By = $281+i32+2283 = amgfc—kiby—kczgi (4¢) SII
B = —(z2—3) ar+3a,+ = —a(z— ) %X+ 3by+c(zn+3)2 (4c) S
(22 +3) as
B, = —z9a; + %3.2 — z9a3 = —axre X + %by —c29% (4¢) S1II
Bg = ($2+%)al+i32—(22—%>a3 = a(xg—l—%)fc—i—%by—c(zg—%)i (4c) S1I
By = T3 ap +ia2+z3a3 = ax35<+ib§f+cz;32 (4¢) S III
Bio = —(z3—3) ar+3a,+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) S 111
(z3+3) a3
Bi1 = —x3a; + %ag — 23 a3 = —ax3 X+ %by —cz3Z (4c) S II1
B, = (1‘34—%) al—l—iag—(zg—%) az = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) S III
Bz = T4a +%a2+Z4a3 = a:c45<+ib§/+CZ4Z (4¢) Sb1
By = —(za—3)ar+3ar+ = —a(zg—3) %X+ 3by+c(au+i)2 (4c) Sb 1
(22 +3) as
Bis = —x4a1 + %ag — 2433 = —axs X+ %by —cz4 % (4c) Sb 1
Big = (a:4—|—%) a1—|—ia2—(Z4—%) ag = a(m—l—%)&—k%by—c(zé;—%)i (4¢) Sb1
By = Tsag + %ag + z5 as = axsX + %by + cz5 Z (4c) Sb II
Big = —(zs—3) ar+3as+ = —a(zs—3) X+ 3b9+c(z+1)2 (4c) Sb I
(25 + ) g
By = —x5a; + %ag — 25 as = —axs X + %by —c252 (4c) Sb II
By = (z5+3)ai+iax—(z—3)ay = a(zs+3)x+309—c(z—3) 2 (4c) Sb II
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