Jacutingaite (PtoHgSes) Structure:
AB2C3 hP12.164 d ae i-001

This structure previously used the label(s) AB2C3_hP12_ 164 _d_ae_i. Calls to these addresses will be redirected here.
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Prototype HgPtsSes

AFLOW prototype label AB2C3_hP12_164_d_ae_i-001
Mineral name jacutingaite

ICSD 185808

CCDC 1694989

Pearson symbol hP12
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Space group number 164
Space group symbol P3m1

AFLOW prototype command aflow --proto=AB2C3_hP12_164_d_ae_i-001
--params=a, c/a, 22, T4, 24

Other compounds with this structure
PdgHgSeg, PtleSg, PthlSeg,, PthlTeg

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).

e The ICSD uses Pty T1Tes to define the structuretype.

Trigonal (Hexagonal) primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Pt 1
B, = %a1+%a2+zQa3 = %ai+§ay+czgi (2d) Hg I
B; = %al+%32—2233 = %ai—?ay—a@i (2d) Hg I
By = la; = lagx — Lay (3¢) Pt 11
By = 1a = lag+Lay (3¢) Pt 11
B = fa;+ :a = sax (3e) Pt 11
B, = Tpa] — X480 + 2483 = —V3axsy + cz4 2 (61) Sel
Bs = Tya; + 224 a3 + 24 ag = %a:m X+ ?am Y+czz (61) Sel
By = —2r4a; — x4a9 + 2483 = —%am X+ ?am V+cziz (61) Sel
B = —r4a1 + 2480 — 2483 = V3aray —cz4 2 (61) Sel
B = 2r4a1 + T4a9 — 24 A3 = %ax4 X — @am Y —cz42 (61) Sel
B = —x4a] — 2x4a9 — 24 a3 = —%ax4 X — ?am Y —cz42 (61) Sel
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