Calaverite (AuTey) Structure:
AB2 mP12 7 2a 4a-001

This structure originally had the label AB2 mP12_7 2a_4a. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/G433

https://aflow.org/p/AB2_.mP12_7_2a_4a-001
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Prototype AuTe,y
AFLOW prototype label AB2_mP12_7_2a_4a-001
Mineral name calaverite
ICSD 30905
Pearson symbol mP12
Space group number 7
Space group symbol Pc

AFLOW prototype command aflow --proto=AB2_mP12_7_2a_4a-001
—Tparams=a, b/a7 c/a, ﬁv T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

Other compounds with this structure
AU10863T617

e This is an alternative structure for calverite. It is not the |C34 structure found in (Gottfried, 1937).

e AuTe, can also be found as krennerite (C46).


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/G433
https://aflow.org/p/AB2_mP12_7_2a_4a-001
https://aflow.org/p/AB2_mC6_12_a_i-001
https://aflow.org/p/AB2_oP24_28_acd_2c3d-001

Simple Monoclinic primitive vectors

al\j\ .
a; = aX
Az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = (axq +czicosB) X+ by1 §+cz1sinfz (2a) Aul
B, = ria; —yras+ (21 + 1) as = (azy+c(21+3)cosB) X —by1 § + (2a) Aul
¢(z1+3)sinfz
B = Toaj + ypas + 29 a3 = (axe + czacos B) X+ bya § + czos8in S 2 (2a) Au Il
B, = Toay —yoas + (zg + %) as = (aacg +c (22 + %) cos ﬁ) X—byy + (2a) Au Il
c (22 + %) sin Bz
B; = T3a; +y3as + 23 as = (axs + czzcos B) X+ bys§ + czgsin 5z (2a) Te I
B6 = r3a; —Yysag + (2'3+ %) as = (CLSC3+C(2’3 + %) COSB) )A{*bygyﬁ* (2&) Te I
c (2'3 + %) sin 8z
B, = Tqa) + ygas + 24a3 = (axqg + czgcosB) X+ bys§ + cz4sin Sz (2a) Te 1I
Bg = Tgay — Ygag + (24 + %) as = (ax4 +ec (24 + %) coS 5) X—bysy + (2a) Te 11
c (z4 + %) sin 8z
By = Tsa; + ysas + 25 as = (axs + cz5c08 8) X+ bys § + cz5sin S Z (2a) Te 111
B = Tsa; — ysas + (z5 + %) as = (ax5 +ec (z5 + %) Cosﬁ) X—bysy + (2a) Te 111
c (z5 + %) sin 8 Z
Bi1 = Tgay + yYg as + 2g as = (axg + czgcos B) X+ bys ¥ + czgsin 5 (2a) Te IV
Bi2 = zga; —ysaz + (26 + 3) ag = (axe + ¢ (26 + 5) cos B) X — by § + (2a) Te IV

c(z6+ %) sin 8 Z
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