KyoHgCly-HoO (E34) Structure:
A4BCD2_0P32_55_ghi_e_f_gh-001

This structure originally had the label A4BCD2_oP32_55_ghi_f_e_gh. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/07TT

https://aflow.org/p/A4BCD2_0P32_55_ghi_e_f_gh-001

Prototype Cly(H20)HegK,

AFLOW prototype label A4BCD2_0P32_55_ghi_e_f_gh-001
Strukturbericht designation E3,

ICSD 10296

Pearson symbol oP32

Space group number 55

Space group symbol Pbam

AFLOW prototype command  aflow --proto=A4BCD2_oP32_55_ghi_e_f_gh-001

—~params=a, b/a7 C/CL, 21,%22,23,Y3,T4,Y4,T5,Y5,T6,Y6, L7, Y7, 27

e The positions of the hydrogen atoms in the water molecules have not been determined.

Simple Orthorhombic primitive vectors
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a3 = ax
as = by
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = ¢z Z (4e) HI
B, = %a1+%a2—2133 = %af{—i—%by—czli (4e) HI
B; = —2z1 ag = —c21 2 (de) HI
B, = %a1+%a2+z1a3 = %a>‘<+%by+czli (4e) HI
Bs = %ag + 29 a3 = %by+0222 (4f) Hg I
Bg = %al — 29 a3 = %ai—CZQZ (4f) Hg I
B, = 3as — 243 = by —cz2o2 (4f) Hg I
Bg = %al + 22 ag = éax+c,Z2z (4f) Hg I
By = xrzar + ys az = ar3X +bysy (4g) Cl1
Bio = —r3a; —y3as = —arsX —bysy (4g) Cll
B = —(z3—3) ar+ (y3+3) a = —a(rs—3) X+b(ys+3) ¥ (4e) cl
B2 = (z3+3) a1 — (y3— 3) a2 = a(zs+3)%-b(ys—3)¥ (4g) Cl1
Bz = Tqa1 +Ysaz = arsX +bys ¥ (4g) KI
B = —2481 — Ys a2 = —azyX —bysy (4g) KI
Bio = —(m-Dat@mtda - —af-b)xebuid)y K
Big = (za+3) a1 — (va — 3) a = a(vatz)%=b(ya—3) ¥ (4g) K1
By = Tsay + ysas + %ag = axs X+ bys ¥ + %ci (4h) ClII
Bis —Ts5a; —ysas + % as = —arsX —bys ¥ + %ci (4h) ClII
By = —(z5—3) a1—|—(y5—|— Ha+ = —a(ws—3) X+b(ys+3) §+3c2 (4h) cli
lay
By = ($5+%)al—(y5—%)32+%a3 = a(x5+%)>“<—b(5—f)y+% (4h) ClII
By = Tgay + ye az + %ag = axeg X + bygy + & 5C% (4h) K II
By, = —Tga; — ysaz + 3 as = —azeX —bys ¥ + 3c2 (4h) K II
Bos = (.Z'ﬁ**) a1+(y6+ )a2+ = 7@(I6*%)i+b(y6+%)y+%cz (4h) KII
lay
By = (m6+%)a1—(y —%)ag—i—%ag = a(xg—i-%)fc—b(g—f)y—l—%ci (4h) K II
Bos = T7ay + yras + z7ag = ar7 X +by; y +czr z (81) Cl 111
Bog = —x7a; —yrag + z7as = —ar7X —by; ¥ +czr (81) ClIII
Bor = ( 7—7) a1+(y7—|— )ag— = —a(m—%))‘(—i—b(gﬁ—ﬁ—%)y—cmi (8i) Cl 111
27 a3
Bos = (m—l—%) al—(y7— %) ar—zraz = a(m—&—%) i—b(y7— %) y—czrz (81) Cl 111
By = —x7a; —Yyrag — zrag = —ar7X —by; y —czr Z (81) ClIII



B3y = r7a; +yragx — zyag = ar7 X +by; ¥ — cz7 Z (81) Cl III

Bs:1 = (z7+3)ai—(yr—3) astzrazy = a(zr+3)&—blyr—3)y+cxz (8) ClIII
B3, = —(1137—%) a1+(y7+%) ap + = —a(aw—%) &+b(y7+%) V+ezrz (8i) Cl II1
Zrag
References

. Aurivillius and C. Stalhandske, An X-Ray Single Crystal Study of KoHgCly-HyO, Acta Chem. Scand. 27, —
1] K. Aurivilli d C. Stalhandske, An X-Ray Single C I Study of KoHgCly-HyO, A Ch Scand. 27, 1086-1088
(1973), doii10.3891 /acta.chem.scand.27-1086.


https://doi.org/10.3891/acta.chem.scand.27-1086

