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

This structure previously used the label(s) AB11_cP36_221_c_agij. Calls to these addresses will be redirected here.
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Prototype BaHg;

AFLOW prototype label AB11_¢P36-221 _c_agij-001
Strukturbericht designation D2,

ICSD 58656

CCDC 1622661

Pearson symbol cP36

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow --proto=AB11_cP36_221_c_agij-001
—-params=a, 3, Y4, Ys
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Other compounds with this structure
CGCdll, KHgll, LaCdll, I\IdCdH7 PI‘Cdll, PUCdlh Rnglla SmCdll, SI‘Hgll7 Eu(Agngull_x)

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
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Hg I
B, = la,+lag lay+iaz (3c) Bal
B; = l1a;+1a; lax+ iaz (3c) Bal
B4 %al —l—%ag %aﬁ—&—%ay (3¢) Bal
B; = r3ay + r3ay + r3a3 = arsX + ar3y + ars z (8g) Hg IT
Bsg = —x3a; — r3as + r3as —ax3X —ar3y +axzz (8g) Hg II
B, = —x3a; +xr3as — xr3a3 = —ax3X+arsy —axs3z (8g) Hg II
Bsg = Tza; — T3 ap — T3 as = arz3X —axr3y — axsz (8¢) Hg II
By = T3a; + rzag — T3as = arsX +ars3y — axrsz (8g) Hg II
Bio = —r3a; — T3as — T3 a3 —ar3X —arsy — ax3zz (8g) Hg II
Bi: = Tz a; — T3ag + T3 as = ax3X —arsy + axrsz (8g) Hg IT
B2 = —x3a; +xr3az +x3as = —ar3X +arsy + arsz (8g) Heg II
Bis = Ysaz + ys a3 = ays § + ays 2 (12i) Hg III
By = —Yaas + ysag —ays ¥ +ays z (12i) Hg III
Bis = Ysaz — ysas = aysy — ays z (12i) Hg 111
Bis = —Ysaz — Ysag = —aysy — aysz (12i) Hg IIT
Bz = Yaa1 + Y4 a3 = aya X + ays 2 (12i) Hg III
Bis = Ysa1 — Ysag = aysX — ays 2 (12i) Hg 111
By = —yaay + ysas = —ays X + ays 2 (12i) Hg I
B = —Yysay — Yy ag = —aysX —ays z (12i) Hg IIT
Bo1 = Yaar + ysaz = ays X +ays y (12i) Hg III
Be2 = —Ysa1 +ysaz = —aysX + aysy (12i) Hg 111
Bas = Ysas — Yaaz = aysX —aysy (12i) Hg 111
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B2y = —Ysa1 —Ysaz = —aysX —aysy (12i)
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B3y = Ysay + 5 as —ys ag = ays X + 30§ — ays 2 (12j) Hg IV
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Bas = 1a;+ysas +ysas = aX+ay;y +aysz

B2 = $a1—ysas + ys as = aX —ay;y +aysz
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B2s = 5a1 —Ysaz — Y5 az =

By = ysa1 + 2 as + ys a3 = ays X+ 30§ + ays 2

Hg IV
Hg IV
Hg IV
Hg IV
Hg IV
Hg IV

B3, = —ysai + %az + ys5 ag = —ays % + %ay+ay5i
Bs, = —ysa; + 3 ax — Y5 a = —ays X+ Lay — ays 2
B3z = Ysai + ysaz + 3 as = ays % + ays § + Laz
Bas = —ysai +ysaz + 5 ag = —ays X +ays § + 302
Bss = ysar—ysaz+ = ays X — ays § + za2

1 ~ ~ 1 4
Bss = —Ysa; —Ysaz + 5 as = —aysX —aysy + az
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