Corderoite (a-Hg3SoCly) Structure:
A2B3C2_¢I28 199 a_b_a-002
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aflow —--proto=A2B3C2_cI28_199_a_b_a-002

——-params=a, r1,T2,T3

Other compounds with this structure
HgngFg, HgngIQ, HggsGQFQ, Hggsegcﬂg, Hg3T62BI‘2, Hg3T62012, KQPbQOg, KQSHQOg, PngQBig

e HgsCly S is found in three forms (Carlson, 1967):

— |Corderoite (a-HgzClySy), the cubic ground state. (this structure)


https://aflow.org/p/VYHG
https://aflow.org/p/A2B3C2_cI28_199_a_b_a-002
https://aflow.org/p/A2B3C2_cI28_199_a_b_a-002

— B-Hg3ClsS,, which appears above 340°C, another cubic phase with a much larger unit cell.

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

e Corderoite is a cubic variant of the parkerite (NizBisSy) structure!

Body-centered Cubic primitive vectors

a; = —jaX+3ay+3az
as = %aif%aer%ai
ag = %af{—i—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2x1 a1 + 2x1 as + 271 as = ax1X+ar1y +ax 2 (8a) ClI
By = za1— (21— 3) a = —azi X —a (1 —3) ¥+ a2 (8a) CH
B; = — (221 —3) a2+ 3 a3 = —a(v1—3) XR+aw§—ani2 (82) cil
B, = = (221 - 3) a1 + 32 = ar X —ar y —a (11— 3) 2 (8a) Cl1
Bs = 219 a1 + 279 ag + 279 a3 = aryX +are § + ars 2 (8a) S1
Bg = ta; — (222 — 3) a3 = —aryX —a(ry—3) §+are 2 (8a) ST
Br = Cm-Pmiia = calno )%ty ORI
Bs = = (22— 3) a1 + 32 = aryX —azy§ —a(r2 - 3) 2 (8a) S1
By = 1a1+ (z3+ 1) ax +zsa3 = arzX + ja? (12b) Hg I
Bio = 2a—(z3—f)ar—(z3—3) a3 = —ar3 X+ 50§ + ja (12b) Hgl
B, = zza;+tas+ (z3+1) a3 = j0X+arsy (12b) Hg 1
Bix = —(z3— 1) ar+3a;— = l1aX —az3y + 3az (12b) Hg I
(w5 — 1) as
Bz = (z3+1) a1 +a3ax + T ay = 109 +arz? (12b) Hgl
By = —(m—3a—(r3—3)a+ = 30X+ jay —arz? (12b) Hgl
133
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