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Prototype ClyHgs S,

AFLOW prototype label A2B3C2_cP224 223 _abcdefk_j3k_il-001
ICSD 83407

CCDC 1643454

Pearson symbol cP224

Space group number 223

Space group symbol Pm3n

AFLOW prototype command  aflow --proto=A2B3C2_cP224_223_abcdefk_j3k_i1-001
~Tparams=a, Te, L7, Y8, Y9, 29, Y10, 2105 Y11, 211, Y12, 212, L13, Y13, 213
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e Hg3ClySs is found in three forms (Carlson, 1967):

— |Corderoite (a-HgsClyS,), the cubic ground state.

— |-Hg3ClsSol which appears above 340°C, another cubic phase with a much larger unit cell. (this structure)

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

Simple Cubic primitive vectors

a; = ax

az = ay

ag = az

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Cll
B, = sa;+jas+ 5as 30X+ 3ay + a2 (2a) ClI
B; = %aQ + %ag %ay + %ai (6Db) ClII
B, = l1a;+1a; lax+ a2 (6Db) CllI
Bs fa;+ 1 a aX+ tay (6b) Cl 11
B = L ay %ay (6Db) CliI
By = %al %afc (6Db) ClIlI
Bs = %ag %ai (6b) Ccli
By a1+ 3ag 0%+ taz (6c) C1 III
Bio = 3a;+1a; Sa%+Laz (6c) Cl1III
By1 = la;+1a lax+ tay (6¢) ClIII
B2 = sa;+ 3 ap lax+ 3ay (6¢) ClIII
Bis = lay+1a; a9+ faz (6¢) Cl 1
By = la,+3a; lay+3az (6¢) Cl I
Bis = Ta;+1a 1aX+ iay (6d) Cl1vV
Bis = Ta1+5a 3%+ ay (6d) Cl1v
By = la, +la; 109+ az (6d) Cl 1V
Bis = 3a)+1a; a9+ Laz (6d) Cl IV
By = l1a;+1a; lax+ taz (6d) Cl1vV
By = %31 + %ag %afi + %ai (6d) Cl1v
By: = Tai+tar+fag 1aX+jay+taz (8e) c1v
B2z = 3a;+3ay+Llag 3a%+32ay + a2 (8e) v
Bas = 3a;+tay+3ag 3a%+ tay + 2a2 (8e) Clv
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