HgsS91o Structure:
A3B2C2_0I56_74 _thi_2ei_j-001
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Prototype Hgzl2S,

AFLOW prototype label A3B2C2_0156_74 _thi_2ei_j-001
ICSD 411154

CCDC 1726856

Pearson symbol ol56

Space group number 74

Space group symbol Imma

AFLOW prototype command  aflow --proto=A3B2C2_oI56_74_fhi_2ei_j-001
--params=a,b/a, c/a, 21, 22, T3, Y1, 24, T5, 25, T6, 26, X7, Y7, 27

Other compounds with this structure
HggSe212

e FINDSYM rotated this structure by 90° about the z-axis and shifted the origin by (a; + as 4+ a3)/4 compared to the
structure in (Beck, 2000).


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/EXRV
https://aflow.org/prototype-encyclopedia/A3B2C2_oI56_74_fhi_2ei_j-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=411154&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1726856&DatabaseToSearch=Published

Body-centered Orthorhombic primitive vectors

a; = —1aX+3iby+ icz
az = saX—1iby+icz
ag = %achr %by — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: (zl—i—i) a1+zla2—|—ia3 iby—l—czli (4e) I1
B, —(21—%) al—zlag—i—%ag %by—czli (4e) 11
Bs (224 1) a1 + 2282 + a3 by + ek (4e) I1I
B4 - (zz — %) a; — zpag + %ag %by —c20 2 (4e) 111
Bs r3as + r3as axsz X (8f) Hg I
Bg %al — x3ag — (xg - %) as —ar3 X+ %by (8f) Hg I
B, —r3as — r3as —ax3 X (8f) Hg I
Bs %al + x3a9 + (x3+%) as aa:3>“<+%by (8f) Hg I
By (Ya+ 24) a1 + zgaz +ys a3 bys § + cz4 2 (8h) Hg II
Bi1o (—ya+z1+3) a1+ 2429 — ~b(ya—3%) §+cuz (8h) Hg II
(va—3) as
B11 (ya—za+3) a1 —zsa0 + b(ya+3) 9y —cuz (8h) Hg II
(ya+3) a3
B2 —(ya+24) @1 — 2482 —ysa3 —bysay —cza 2 (8h) Hg II
Bis (z5+i) a; + (x5 + 25) ag + ax5>“(+%b§f+cz5i (81) Hg III
(xs + i) as
Bis (25 + i) a; — (x5 — 25) ag — —ars X+ iby +cz5 7 (81) Hg III
(w5 — 1) as
Bis - (25 — %) a; — (x5 + 25) ag — —axs X + %by —czn 7 (81) Hg III
(w5 — 1) as
Bis - (z5 — %) a; + (5 — 25) a2 + ars X + %bff — 252 (8i) Hg III
(w5 + 1) as
Bir (26 + §) a1 + (x6 + 26) az + argX+ 109 + cz6 2 (81) 1111
(z6+ 1) as
Bis (26 + %) a; — (xg — 26) ag — —azxgX + iby + cz6 Z (81) T1III
(w6 — 1) a3
B1o - (zG — %) a; — (w6 + 26) a2 — —axgX + %by —czeZ (8i) TIIT
(w6 — 1) as
Bog — (26 — %) a; + (x6 — 26) ag + axeX + %by —cz6 7 (81) 1111
(x6 + %) ag
B2 (y7 + 27) a1 + (27 + 27) as + ar7X+byry +cz7 2 (16§) ST

(x7 +y7) a3



B2z = (*y7+27+%) a; — = *axﬂ“c*b(y?*%) ytcearz (16]) S
(x7 — 27) ag — (507 +yr — %) as

Bas = (yr—zr+3)ai—(zr+zr) aet = —axrX+0(yr +3) ¥ —czr 2 (167) S1
(—z7r+yr+3) a3
Bay = —(yrtzr)ar+(zr—27)az+ = ar7X —byr y —czrz (16]) S1
(z7 —y7) a3
Bas = —(yrt+zr)ar—(v7r+27) a2~ = —ax7X = byry — czrZ (16)) 51
(7 +y7) a3
Bas = (yr —27+3) a1 + = arrX+b(yr+3) ¥ czra (167) S1
(x7 — 27) a2 + (w7 +y7 + 5) as
By = (—yr+zr+3) ar+ = arrX —b(yr = 3) ¥ +cxr 2 (16)) 51
(x7+27) ag + (w7 —y7 + 3) a3
Bas = (y7 + 27) a1 — (w7 — 27) az — = —ar7X+byry +czr 2 (16j) S1
(7 —y7) a3
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