Bischofite (MgCly-6H50, J17) Structure:
A2B12CD6 mC42.12.i 2i2j a.ij-001

This structure originally had the label A2B12CD6_mC42_12_i_2i2j_a_ij. Calls to that address will be redirected here.
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Prototype ClyH152MgOg

AFLOW prototype label A2B12CD6.mC42_12.i_2i2j_a_ij-001
Strukturbericht designation J1;

Mineral name bischofite

ICSD 47161

Pearson symbol mC42

Space group number 12

Space group symbol C2/m

AFLOW prototype command  aflow --proto=A2B12CD6_mC42_12_i_2i2j_a_ij-001
~Tparams=a, b/a‘v C/Cl, 57 L2, 22,23, 23,T4,24,T5,25,26,Y6, 26, L7, Y7, 27, L8, Y8, 28

Other compounds with this structure
MgBr2-6H20

e This structure is nearly identical to the one presented in (Gottfried, 1937) as J17, but now includes the positions of the
hydrogen atoms.
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Base-centered Monoclinic primitive vectors

a3
Laz
a; = %afc — %by
a; = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 — 0 (2a) Mg T
B, = Toaj + Tpas + 2o as (a$2 + czo COS ﬂ) X+ czosinfz (41) ClI
B = —Toaj] — To Ay — 22 A3 — (azg 4+ czocos B) X — czosin f 2 (4i) Cll
By, = T3a] + r3ag + z3as (axs + czzcos f) X+ czzsin Bz (4i) HI
By = —x3a] — T3y — 23 a3 — (axs + czzcos B) X — czgsin S 2 (41) HI
B6 = rqa] +xg4a0 + 2z4a3 (CLI4 —+ cz4 COS ﬂ) b'e + cz4 sin ﬂ Z (41) HII
B, = —T4a] — TgAg — 24 A3 —(azy 4+ cz4co8B) X — cz4sin f 2 (4i) HII
Bs Tsai + Tsas + 25 as (axs + czscos f) X+ czssin Sz (4i) OI1I
By = —Tsa] — T Ay — 25 A3 = — (axs 4 cz5cos B) X — cz5sin S 2 (4) OI1I
Bio = (76 —ys) a1+ (76 +ys) a2+ = (aze + cze cos B) X+ bys § + czesin 32 (8) HIII
Zg A3
Bii1 = —(xs+uys)ai—(x6—ys) aa— = —(axg+czgeosf) X+bysy —czesinfz (8) H III
Zg A3
Biz2 = —(v6—vs)ar— (v6+ys) a2~ = —(awe+czecosf) X —bysy — czesinf2 (8j) HIII
Zg A3
Bis = (v6 +ys) a1 + (26 —Ys) a2+ = (aze + cz cos B) X — bys § + cz6sin B 2 (8) H I
Zg as
By = (wr—yr)a+(@+yr)a+ = (awr+czrcosP) X+byr§ + carsin B2 (8j) H1V
Z7 as
Bis = —(zr+yr)ar—(zr—yr)az— = —(av7+czrcosfB) X +byr§ —carsin B2 (8) HIV
Z7as
Big = —(vr—yr)a—(zr+yr)aa— = —(axy+czreosf) X—by;y —czrsinfBz (8j) HIV
Zrag
Bir = (wrtyr)ai+(vr—yr)az+ = (awy+czrcosf) X —byr § + czrsin f2 (83) HIV
Z7as
Bis = (xs —ys) a1 + (xg + ys) a2z + = (axs + czgcos B) X+ bys§ + czgsin 5z (8j) O1II
Zg ag
Big = —(zs+ys)ar—(zs—ys)az— = —(avg+czzcosf) X+bysy —ceesinffz (8) on
Zg ag
By = —(vs—ys)ar—(zs+ys)az— = —(awg+czgcosf) X —bygy — czgsinfz (83) on
zZg as
B21 = (178 + yg) ap =+ (.Z‘g — yg) ag + = (CLIS =+ Czg COS B) X — byg 5’ + CzZg sinﬂi (8]) O 11

Zg as
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