KyoHgCly-HoO (E34) Structure:
A4BCD2_0P32_55_ghi_e_f_gh-001

This structure previously used the label(s) A4BCD2_oP32_55_ghi f e _gh. Calls to these addresses will be redirected here.
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Prototype Cly(H20)HgK,

AFLOW prototype label A4BCD2_0P32_55_ghi_e_f_gh-001
Strukturbericht designation E3y

ICSD 10296

CCDC 1595149

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/a’ C/CL, 21, %2,%3,Y3, T4, Y4, L5, Y5, L6, Y6, L7, Y7, 27
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e The positions of the hydrogen atoms in the water molecules have not been determined.

Simple Orthorhombic primitive vectors

a; = axX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (4e) HI
B, = %alJr%agleag = %aiJr%byfczli (4e) HI
B; = —21 Az = —c21 2 (4e) HI
B, = 3a1+ a4 21 a3 = saX+ 3by +cn 2 (4e) HI
B = %ag + z9 a3 = %by+022z (4f) Hg I
Bg = %al — 29 a3 = %afc—czgi (4f) Hg I
B = % ar — zp a3 = %by —c20 % (4f) Hg I
Bg = %al + zo a3 = %afc—FCZQZ (4f) Hg I
By = xrzar + ys az = ar3X +bysy (4g) Cll1
By = —T3a; —y3a = —ar3X —bysy (4g) Cl1
B11 — (w3 —3) a1+ (ys + 3) a2 = —a(z3—3) X+b(ys+3) 9 (4g) Cl1
B2 = (3?3 + 5) ay — (y -1 = a (333 + 5) —b (213 - *) y (4g) Cl1
Bis = T4ay + ygas = ary X+ by, y (4g) KI
By = —ZT4a; — Ysaz = —ar4X —bys ¥y (4g) K1
Bis —(wa—12)ar+ (ya+3) a = —a(za—3) X+b(lu+3)9 (4g) KI
Big = (304—1—5):;11—(1;—l = a(x4—|—§)x—b(y4—f)§f (4¢) KI
Bir Tsay + ysas + %ag = axrs X+ bys § + 2 5C2 (4h) ClII
Bis = —rsa; —ysas + lag = —arsX —bys y + 102 (4h) CliI
By = (5—l)a1+(y5+ Fa+ = —a(ws—5) X+b(ys+3) §+3c2 (4h) ClII
383
Bao = (z5+3)ai—(y5s—3) actiay = azs+3)%x—b(ys—3) §+3cz (4h) Clla
B2y = Tgal + ysas + 3 as = aze X+ bys ¥ + 2c2 (4h) KII
By = —Tga; — ysaz + 3 as = —azeX —bys ¥ + ic2 (4h) K II
Bo; = (Z‘G—*)a1+(y6+ Ha+ = —a(xﬁ—%)f(—i—b(yﬁ—!—%)y—ké (4h) KII
lay
Bay = (acG—i—%)al—(yG—%)ag—f—%ag = a(zs+3) x—bys—3) §+3c2 (4h) KI1II



By = r7a; +yrag + zryag = ax7 X +by; ¥ + cz7 Z (81) Cl III

Bos = —x7a; — yras + zras = —ax7X —byr ¥ +czr (8i) ClLIII

Bor = — (1137— %) a; + (y7+ %) ap — = —a (x7— %) &+b(y7+%) y—czrz (8i) Cl II1
z7as

Bos = (1:7—#%) al—(y7— %) as—zrag = a(x7+%) )‘(—b(y7— %) y—cz iz (81) ClIII

Boy = —x7a; —yrag — zyas = —ax7X —by; y —czr Z (8i) Cl1 111

B3y = Tray + yras — z7as = ar7 X+ by; y — 27 Z (8i) Cl II1

B3, = (x7—|—%) al—(y7— %) ag+zraz = a(w—&—%) fc—b(y7— %) V+ezz (81) Cl III

Bss = —(zr—3)ar+(yr+3)a+ = —a(z7—3) X+b(yr+3) y+cxz (81) Cl1III
Z7as
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