HgCly-2HgO Structure:
A2B3C2.mP14_14_e_ae_e-001

This structure originally had the label A2B3C2_.mP14_14 e_ae_e. Calls to that address will be redirected here.
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ocl

Prototype ClyHg3 0o

AFLOW prototype label A2B3C2.mP14_14_e_ae_e-001
ICSD 35648

Pearson symbol mP14

Space group number 14

Space group symbol P2y /c

AFLOW prototype command aflow --proto=A2B3C2_mP14_14_e_ae_e-001
—Tparams=a, b/a7 c/a, 67 T2,Y2,22,T3,Y3,23, T4, Y4, 24

Simple Monoclinic primitive vectors

a; =— aX
az = by
ag = ccosfBX+csinfz
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Basis vectors

Lattice
coordinates
B, = 0
B, = % as + % as
Bs = Tea; +yzaz + 2283
By = —waa; + (y2+ 3) a2 —
(22— 3) as
Bs = —Z2a1 —Y2a2 — 2233
Bo = maa () mt(at )a
Br = rzar +ysaz + z3a3
Bs = —zzar + (y3 + 3) a2 —
(23 —3) as
By = —r3a; —ysag — 23 a3
Bio = x3a;—(ys—3) az+(z3+3) a3
Bi1 = Taa1 +ysaz + 2483
B2 = —zqa; + (ya+3) a2 —
Com ) a
Bis = —Zqa1 —Ys82 — 2483
Bu = ram (- §) et (o ])
References

[1] S. Séavniéar, The crystal structure of trimercuric oxychloride,

doi:10.1107/50365110X55001278|.

Cartesian
coordinates

0
%ccosﬂf(Jr%ber%csinBZ
(axe + czacos B) X+ bya § + czo8in 5z
—(axg—l—c(zQ—%)cosﬁ) X+
b(yg—i—%) y—c(zg—%)sinﬁi
—(axg 4+ czoco8B) X —bys § — c2osin Bz
(ax2+c(22+%) cosﬁ) X —

b(y f%) erc(quL%)sinBZ
(axs + czzcos B) X+ bys§ + cz3sin 52
—(axg—l—c(z?,—%)cosﬁ) X+
b(yg—I—%) y—c(z;),—%)sinﬁi
—(axs 4+ czzcosB) X —bysy — czzsin Bz
(ax3+c(23+ %) cosﬁ) X —
b(ys—3) §+c(zs+3)sinB2
(axy + czqcosB) X+ bys§ + cz4sin 5z
—(am—l—c(a—%)cosﬁ) X+
b(y4—|—%) y—c(z —%)sinﬁi
—(azg 4+ cz4co8PB) X —bys § — czysin Bz
(aac4—|—c(24—|— %) cosﬁ) X —
b(ys—3) y+c(za+3)sinBz

Wyckoff
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