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Prototype HgO,

AFLOW prototype label AB2_0P12.61_a_c-001
ICSD 24774

Pearson symbol oP12

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB2_oP12_61_a_c-001
--params=a,b/a,c/a, x2, Y2, 22

e HgO, exists as

— monoclinic a-HgO| and

— lorthorhombic 8-HgOq (this structure).

e |3-HgOs, |AgFs, and PdSesy have the same AFLOW prototype label, AB2_oP12_61_a_c. The structures are generated by
the same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Hg I
B, = l1a;+1a; = lax+ ez (4a) Hg I
B; = l1as+1a; = by + ez (4a) HgI
B, $a;+jap = saX+3by (4a) Hg I
B = Toa + ygas + 2o as = aroX +bysy +czoZ (8¢) Ol
B = — (22— 3)ar —ypoar + = —a(zs— ) X —byy+c(zo+3)2 (8c) Ol
(22 +3) as
B = —zoar + (y2+3) a2 — = —azsX+b(y2+3) ¥y —c(2—3) 2 (8c) Ol
(2 1) o
Bg = (1‘24-%) al—(yg—%) as—z29ag3 = a(xg—&—%)i—b(yg—%)y—cz'gi (8c) 01
By = —Tga; — yoap — 29 a3 = —aro X —bys§y —c20 2 (8¢) Ol1
Bio = (zer%) a1+y2a27(2271 = a(x2+%))‘c+by2§/fc(227%)2 (8¢) Ol
Bi1 = mgal—(yg—%) a2+(22+%) ag = axgi—b(yg—%)y—i—c(zQ—i—%)i (8c) 01
Biz = —(z2—3)ai+(y2+3)a+ = —a(wy— %) X+b(y2+3) §+cxi (8¢) 01
zgag
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