Jacutingaite (PtoHgSes) Structure:
AB2C3_hP12_164_d_ae_i-001

This structure originally had the label AB2C3_hP12_164_d_ae_i. Calls to that address will be redirected here.
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Prototype HgPtoSes

AFLOW prototype label AB2C3_hP12_164_d_ae_i-001
Mineral name jacutingaite

ICSD 185808

Pearson symbol hP12

Space group number 164

Space group symbol P3ml

AFLOW prototype command aflow --proto=AB2C3_hP12_164_d_ae_i-001
--params=a, c/a, 22, T4, 24
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e Table 4 of (Vymazalovd, 2012) has a small error: the positions of the Hg(1) atoms should be written (1/3 2/3 0.3507)
rather than (1/3 1/3 0.3507).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Pt I
B, = %al—i—%ag—l—zzag %ai—ﬁ—?ay—f—czQz (2d) Hg I
B; = %al—l—%ag—zgag %ai—%ay—c,@i (2d) Hg I
By = la lagk — Y3ay (3¢) Pt 11
Bs = La, lagk+ Yay (3¢) Pt 11
Bs = fa;+jap sax (3¢) Pt II
B, = Tga] — XTgao + 2483 —V3Bax, § + cz4 2 (61) Sel
Bsg = r4a; + 2x4as + 24 a3 %am X+ @au ¥ +cza2 (61) Sel
By = —2r4a; — x4an + 24 a3 f%am X+ @am y+czz (61) Sel
Bio = —rg4a; + 2480 — 2483 V3ax,§ — cza 2 (61) Sel
Bi1 = 2r4a1 + T4a9 — 24 A3 %am X — ?au Y —cz4Z (61) Sel
B, = —zga; — 2w4ap — 2483 —Saz, % — ?am Y —cz47Z (61) Sel
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