BaHgy; (D2.) Structure:
AB11_c¢P36_221 _c_agij-001

This structure originally had the label AB11_cP36_221_c_agij. Calls to that address will be redirected here.
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Prototype BaHg1

AFLOW prototype label AB11_¢P36_221_c_agij-001
Strukturbericht designation D2,

ICSD 58656

Pearson symbol cP36

Space group number 221

Space group symbol Pm3m

AFLOW prototype command  aflow --proto=AB11_cP36_221_c_agij-001
—Tparams=a, T3, Ya, Y5

Other compounds with this structure
CeCdn, KHgll, LaCdn, NdCdll, PI“Cdll, Pqull, Rngll, SmCdn, SI‘HgH, Eu(AgmAuH_x)
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e (Pearson, 1972) state that this structure occurs in “a number of Hg and Cd phases with Group I or ITA metals or rare
earths.” We lists those which we have found in the literature.

Simple Cubic primitive vectors

a; = ax
az = ay
azg = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) HgI
B, = %az—i—%ag = %ay—i—%ai 3c Bal
By = %al—i-%ag = %afi—l—%ai 3¢ Bal
B, = %a1+%a2 = %aiﬁ—%a& 3c Bal
By = r3a] + r3zas + xr3as = arsX +arsy + arszz 8 Hg IT
Bg = —x3a; — r3as + xr3as —arsX —arsy + axsz Hg II
B; = —x3aj + r3as — xr3as —axrsX+arsy —axsz Hg II
Bs = Tr3a; — r3zas — Tr3as arsX —arsy — arszz Hg II
By = r3a; + rzas — xr3as arsX +arsy —axrszz Hg IT
Big = —x3a; — T3as — T3 as —ar3X —arsy —axsz Hg IT
B = Tr3a; — r3as + r3as axrsX —arsy + arsz Hg II
B, = —rza; + r3as + xr3as —arz3X+arsy + axsz Hg 1T
Biz = Ysaz +ysas ays y + ays z Hg III
By = —ysaz +ysaz —ays ¥ + ays Z Hg III
Bis = Yaaz — Ysag aysy — aysz Hg IIT
Big = —Y4 a2 — Yq a3 —aysy —ays Hg III
Bir = ysar +ysas ays X + ays Z Hg III
Bis = ysal — ysaz aysX — ays Z Hg III
By = —Ysai + ysas —ays X + ays z Hg III
B2 = —Ysa1 — ysas —aysX — ays z Hg III
B2:1 = Yaar +ysag ays X +ays y Hg III
B22 —Yysai + ysaz —aya X+ ays ¥ Hg IIT
B2z = Ysa1 —Ysaz aysX — ays ¥ Hg III
B2y = —Ysa1 —Yqaz —aysX —aysy Hg 11T
B2s = $a1+ysaz + ys as saX+aysy + ays 2 Hg IV
Ba2s $a1 —ysas + ys as sa%k —ays§ + ays 2 Hg IV
Bar = %a1+y5a2—y5a3 %ai+ay5y—ay52 Hg IV
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B2s = l1a; —ysar — ys a3 = 50X —aysy — ays Z (12j) Hg IV
Bz = ysai + 2 ax + ys a3 = ays X+ 3a§ + ays 2 (12j) Hg IV
B3 = ysai + 3 az — Y5 as = ays X+ 50y — ays 2 (12j) Hg IV
B3 = —ysa + 3 az + ys a = —ays X+ 50y + ays 2 (12j) Hg IV
B3z = —ysa; + 3 ax — Y5 as = —ays X+ 34§ — ays 2 (12j) Hg IV
Bis = Ys a1+ ysaz + 3 as = ays X+ ays § + sa2 (12j) Hg IV
B3, = —ysa; +ysaz + 5 ag = —ays X+ ays § + 3a2 (12j) Hg IV
B3 = Ys aj —y5a2—|—%a3 = aysX —ays ¥ + saz (12j) Hg IV
Bss = —ysa; —ysaz + 5 as = —aysX —ays§ + sa2 (12j) Hg IV
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