Pampaloite (AuSbTe) Structure:
ABC.mC24 15 f f £-001

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 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/SL80

https://aflow.org/prototype-encyclopedia/ABC_mC24_15_f f {001

Au
Sb

Prototype AuSbTe

AFLOW prototype label ABC_mC24_15_f f f-001
Mineral name pampaloite

ICSD 133712

CCDC 2187103

Pearson symbol mC24

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=ABC_mC24_15_f_f_£-001
--params=a, b/a,c/a, B, x1,Y1, 21, T2, Y2, 22, T3, Y3, 23
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Base-centered Monoclinic primitive vectors

a; = %afc — %by
as = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1—y1) a1+ (x1+y1) a2 + = (axq +czicosB) X+by1 §+cz1sinfz (8f) Aul
Z1 a3
B: = —(m+y)a—(z1—y)a— = —(a$1+6(21—%)0055) X+byy— (8f) Aul
1 1 . ~
(21— 3) a3 c(z1 —3)sinfz
Bs; = —(rmi—-y)a—(r1+y1)as— = —(axg+czicosPB)X—by1§—cz1sinfz (8f) Aul
Z1 a3
B4 = (1‘1 + yl) a; + (.Z‘l — yl) as + = (axl +c (2’1 + %) COS B) X — byl y + (8f) Aul
(21+%) as c(21+%)sinﬂ2
Bs = (2 —y2) a1 + (72 +y2) az + = (az2 + czacos B) X+ bya § + czasin B2 (8f) Sb 1
Z9 asg
Bse = —(z2+y2)a—(r2—y2)as— = —(axg—&-c(zg—%) cosﬁ) X+bys ¥ — (8f) Sb 1
1 1 . A
(22— 3) as c(z2—3)sinBz
By = —(z2—y2)ar—(xa+y)az— = —(awgs+czacosf)X—bys§y — czosinfz (8f) Sb1
22 a3
Bs = (w2 +y2) a1 + (w2 —y2) a2+ = (axa +c(z2+ 3)cosB) X —by2§ + (8f) Sb 1
(2 +3) a3 c(z2+3)sinBz
By = (x3 —y3) a1 + (x3 + y3) a2 + = (axs + czzcos B) X+ bys§ + czgsin 5z (8f) Te I
Z3 as
Bio = —(z3+y3)a;—(v3—y3)ap— = — (az3+c (23 — 1) cosB) X+ bys § — (8f) Te I
1 1 . ~
z3— 3) ag c(z3— 3)sinfz
Bii = —(x3—ys)ar—(x3+ys)aa— = —(axz+czzcosf) X—bysy —czzsinfz (8f) Te I
Z3 as
B2 = (1‘3 + yg) a; + (133 — yg) as + = (CLIg +c (2’3 + %) CcOos B) X — byg v+ (8f) Te I
(Z3+%) az c(z;:,—i—%)sinﬂi
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