MnsHgs Structure:
A5B2 . tP14 127 ¢j g-001
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Prototype HgsMns

AFLOW prototype label A5B2.tP14_127_¢j_g-001
ICSD 104324

Pearson symbol tP14

Space group number 127

Space group symbol P4/mbm

AFLOW prototype command  aflow --proto=A5B2_tP14_127_cj_g-001
--params=a, ¢/a, T2, T3, Y3

Other compounds with this structure
AggHg5, Hf21n5, LigSn5, 1V[HgGra57 PdQHg5, Ti21n5, VgGa5, WgGa5, Ti31ﬂ4

e We shifted the origin of the c-axis by ¢/2 from that used by (de Wet, 1961).
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Simple Tetragonal primitive vectors

a; = aX

az = ay

ag = CZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = las+1a; = lay+icz (2¢) HgI
B, = %al —l—%ag = %ai—i— %ci (2¢) Hg I
B = Toa; + (ch + %) a araX+a (332 + %) v (4g) Mn I
B, = —zoa; — (:cg — %) a = —are X —a (;1:2 - %) v (4g) Mn I
Bs = — (22— 3) a1 + z2 @ = —a(v2—3) X +any (4g) Mn T
Bg = (z2+3) a1 — 228 = a(za+3) X—azy (4g) Mn I
By = r3a; +yszas + %33 = ars3X +aysy + %ci (8j) Hg II
Bg = —x3a; —ysas + %ag = —ax3X —ay3y + %CZ (8j) Hg II
By = —ysa; +x3as + %ag = —aysX +arsy + %ci (8j) Hg II
Bio ysa; — rzas + %ag = ays X —ar3y + %ci (8j) Hg II
By = —(z3—3) a11+ (ys+3) a2+ = —a(vs3—3) X+a(ys+3)§+3c2 (8j) Hg II
233
Biz = (z3+3)ai—(y3—3) actiaz = a(zs+3) %k—a(ys—3) g+ icz (8) Hg 11
Bizs = (y3+3)ai+(e3+3)ax+sas = a(ys+3) X+a(rs+3)y+zez (8)) Hg IT
Bis = —(yg— %) all (.133— 5) a,+ = —a (yg—%) fc—a(a:g—%) y—l—%ci (8j) Hg II
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