Corderoite (a-Hg3SoCly) Structure:
A2B3C2_¢I28-199_a_b_a-002
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Prototype CloHgsSo

AFLOW prototype label A2B3C2_cI28_199_a_b_a-002
Mineral name corderoite

ICSD 27399

CCDC 1602682

Pearson symbol cl28

Space group number 199

Space group symbol 12,3

AFLOW prototype command aflow —-proto=A2B3C2_cI28_199_a_b_a-002
—~params=a,T1, T2, T3

Other compounds with this structure
HgngFg, HgngIQ, Hg3SGQFQ, HggsGQCIQ, HggTegBI‘Q, Hg3T62012, KQPbQOg, KQSHQOg, PngQBiQ
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e Hg3ClySs is found in three forms (Carlson, 1967):

— (Corderoite (a-HgsCl2S2), the cubic ground state. (this structure)
— 5-Hg3ClsSsl which appears above 340°C, another cubic phase with a much larger unit cell.

— |[Kenhsuite (7-HgsClsSs), which on average has an orthorhombic lattice. This state is apparently metastable.

e Corderoite is a cubic variant of the parkerite (NigBisSs) structurel

Body-centered Cubic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2z1 a1 + 2x1 as + 271 a3 = ax1X+ar1y +ax 2 (8a) ClI
B, = jai — (221 — 3) a3 = —ar1X —a(x1—3) ¥+ a1 2 (8a) ClH
Bs; = — (221 — §) as + 1 a3 = —a(z;— %) X+ar1§—ax1 2 (8a) Cl1
B, = — (221 - 3%) a1+ = av1X — a1y —a(r1—3) 2 (8a) Cl1
Bs = 2x9 a1 + 225 ag + 219 as = axo X+ axrey + axo (8a) S1I
Bg = la;— (220 — 1) a3 = —azoXk —a(v2— 1) §+axa2 (8a) S1
B = — (222 — §) a2 + 1 a3 = —a(wg— %) X+ azy —awa 2 (8a) ST
Bs = —(2@—%) al—i—%aQ = axgx—axgy—a(a: —%)2 (8a) ST
By = t1a;+ (234 1) ax +z3a3 = arsX + taz (12b) HgI
Bio = 2a;—(z3—1)ax—(z3—3%)a; = —ar3R+ a9 + jaz (12b) Hg I
By = z3a; + jas+ (v3+ 1) a3 = 10X+ ar3 (12b) Hg I
B, = —(z3—3) ar+3a — = 10X —arsy + ;a2 (12b) Hg 1
(o3~ 1) ag
Bis = (z34 1) a1 +zsax + f as = 10y +ars2 (12b) Hgl
By = —(m—-Ha—(z3-3)a+ = laX+ tay —axsz (12b) Hg I
fas
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