e-1,2,3,4,5,6-Hexachlorocyclohexane (CgClg) Structure:
AB . mP24 14 3e_3e-001

This structure previously used the label(s) AB.mP24_14_3e_3e. Calls to these addresses will be redirected here.
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Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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e

Prototype CgClg

AFLOW prototype label AB_mP24_14_3e_3e-001

Mineral name €-1,2,3,4,5,6-Hexachlorocyclohexane
Pearson symbol mP24

Space group number 14

Space group symbol P2, /c

AFLOW prototype command aflow --proto=AB_mP24_14_3e_3e-001
—-params=a, b/a, C/aa 6, T1,Y1,%1,22,Y2,22,T3,Y3, 23, T4,Y4,24,T5,Y5, 25, L6, Y6, 26
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e This unit cell contains two benzene molecules with every hydrogen replaced by a chlorine atom, causing considerable
distortion. To see this it will be necessary to use a supercell view of at least 2 x 1 x 2.

Simple Monoclinic primitive vectors

al\L33
ay; = aX
asg = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = (axy +cz1co8B8) X+ by1 § + ¢z sin S Z (4e) Cl
B2 = —r1a; + (yl + %) as — = - (axl +c (Zl - %) COSB) X + (46) CI
(zlf%) as b(ler%)yfc(zlf%)sinﬂZ
B; = —x1a; — Yy a — 21 a3 = —(ax1+czrcosf) X—by1§ —czisinfBz (4e) CI
By = ma—(y1—3) at+(n+3)a; = (az1 +c (21 + 3) cos B) % — (4e) CI
b(yr—3) ¥ +c(a+3)sinfz
By = Toaj + Yz az + z2as3 = (azg + cz9 CcOs B) X+ byz ¥+ czosin 5z (4@) CII
Bg = —zoa; + (yg + %) as — = — (axg +c (z — %) cos ﬂ) X+ (4e) CII
(zz—%) as b(yg—i—%)y—c(zg—%)sinﬁi
B = —Iga; — Yz as — 23 as = —(axa+czacosf) X —bys§ — czasin 2z (4e) CII
Bs = ma—(y2—3) ac+(22+3) a3 = (azy + ¢ (22 + 3) cos B) % — (4e) CcII
b(yg— %) y—l—c(zQ—l—%)sinﬁZ
Bg = I3 ay —+ Y3 az —+ Z3as = (al'g —+ Cz3 COS ﬂ) f( —+ byg S’ + CzZ3 Sinﬂ 2 (46) C III
By = —x3a; + (y3 + %) as — = — (axg +c (23 — %) cos ﬁ) X+ (4e) CIII
(zd—%) as b(yg—i—%)y—c(z;;—%)sinﬁi
By = —r3za; —Yyzas — z3as = —(axz+czzcosf) X —bysy —czzsin Bz (4e) C III
B = z3a;— (y3 — %) as + (2’3 + %) as = (a.l‘g +c (23 + %) COSﬁ) X — (48) C III
b(yg— %) y+c(23+%)sinﬁ2
Bz = Tga) + ygas + 24 a3 = (axg + czgcos8B) X+ bys § + czasin Sz (4e) ClI
B4 = —x4a; + (y4 + %) as — = — (ax4 +ec (24 — %) cos B) X+ (4e) Cll
(24— 3) a3 b(ya+3) 9 —c(za—3)sinBz
Bis = —T481 — Ys Az — 2483 = —(aws+czacosB) X —bys§ — czasinf2 (de) ClI
B16 = :1:4a1—(y — %) a2+(24+%) as = (az4+c(24+%) COSﬂ) X — (46) ClI
b(y4f %) y+c(24+%)sinﬂ2
By = Tsay + ysas + 25 as = (axs + cz5co88) X+ bys § + cz5sin S 2 (4e) Cl1I
Bis = —x5a; + (y5 + %) as — = — (ax5 +ec (25 — %) cos 6) X+ (de) Cl1I
(z5—%) as b(y5+%)§’—c(z5—%)sinﬁi
By = —T5a; — ysag — 25 a3 = —(axs+czscosf) X —bys§ — cz5sin Bz (4e) Cl1I


http://aflow.org/prototype-encyclopedia/AB_oP48_61_3c_3c-001

Bao

B21

Bas
B2y

References

[1] N. Norman, The Crystal Structure of the Epsilon Isomer of 1,2,3,4,5,6-Hezxachlorocyclohexane, Acta Chem. Scand. 4, 251-259
(1950), doii10.3891/acta.chem.scand.04-0251.

First cited in

D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of

13531*(3/5 - %) az+(25+ %) ag

Teay + Yg a2 + 26 A3
—Tga + (ye + %) az —
(o 3) o

—Tedl — Y a2 — 26 A3

zﬁalf(yﬁ - %) a2+(2’6+ %) ag
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