Ni(H0)SnClg (161) Structure:
A6B6CD_hR14_148 f f a_b-001

This structure originally had the label A6B6CD_hR14_148_f _f b_a. 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
Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype Clg(H20)6NiSn
AFLOW prototype label A6B6CD_hR14_148_f f_a_b-001
Strukturbericht designation 164


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/5954
https://aflow.org/p/A6B6CD_hR14_148_f_f_a_b-001

ICSD 26679

Pearson symbol hR14
Space group number 148
Space group symbol R3

AFLOW prototype command aflow --proto=A6B6CD_hR14_148_f_f_a_b-001
—~params=a, c/a, X3,Y3,23, L4, Y4, 24

Other compounds with this structure
Ca(HQO)GSan, CO(HQO)GP‘DFG, CO(HQO)GSiF(;, CO(NHg)GCO(CN)G, FG(HQO)GSiF(;, Mg(HgO)GSiFg, Mg(HQO)GSnFG, Mg(HgO)GTiFg,
MH(HQO)GSiF(;, Nl(HQO)(;SlFﬁ, Zn(HQO)GSiFg, ZI?[(HQC))@SHF%7 ZH(HQO)GTiF(;, Zn(HgO)GZrFG

e Ni(H,0)sSnClg is the prototype for a large class of molecular crystals with the form MGgLRg, where MGg is a cation
and LRg is an anion. (Hermann, 1937) gave this the Strukturbericht designation I6;. (Gottfried, 1937) changed the I
designations to J, so this should have become J6;, but it was never referenced in any form in later volumes of
Strukturbericht. Since 167 is the only designation for this structure in the literature, we we use it rather than J1g.

Rhombohedral primitive vectors

3% - 4
a; = %a&—?ay—kéci »
ag = %ay + %ci
ag = —%ai—?ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Nil
B, = %al + %a2 + %a3 = %Cz (1b) Sn 1
B3 = rza; +ysaz + zz3as = %a (mg 72’3) X — %ga (1‘3 72y3+23) y+ (Gf) ClI
%C(xzs + Y3 + 23) 2
By, = zzaj + r3as +y3as = —%a(y;g —z3) X+ %a (223 —ys —23) ¥+ (6f) Cll
%0(553 +ys+23) Z
B5 = Y3 ay + 23 a2 + xr3as = 7%(1 (1‘3 7y3) )A(*%a (1'3 +y3 *223) 5’+ (Gf) ClI
%0(13 +y3 + 23) 2
Bsg = —x3a; — yzas — z3as = —la(ws—z) %+ %a (x3 —2ys +23) §— (6f) Cl1
sc(ws+ys+23) 2
By = —23a; —T3as — Y3 as = la(ys—z) %— ?a (2e3 —ys —23) § — (61) Cll
%0(173 +ys + 23) 2
Bs = —Ysa; — zZzaz —Tzag = %a (z3 —y3) X+ ?a (r3 +ys —223) § — (6f) Cl1
sc(z3+ys+23) 2
By = Tqa] +Ygaz + 24a3 = %a(m—z;;) X — %ga(x4—2y4—|—z4) v+ (6f) HI
%c(x4 +ys+ 24) Z



BlO = Z4 a1 —+ T4 Qo —+ Yq A3 = 7%& (y4 — 24) )A(+ %a (2564 — Y4 — 24) y+ (Gf) HI
3C(Ta +ya+ 24) 2

B:1 = Yyaal + zgay + x4 a3 = —%a(x4_y4))2—?(1(3:4—&—1/4—224)5’—5- (6f) HI
sc(Tg+ys+21) 2

B = —Tga1 —Ysdz — 2483 = —%a (g — 24) X+ ?a (24 —2ys+24) §— (61) HI
%c (x4 +ya+24) 2

Bis = —Z4ar —T4a2 —Ysa3 = galys—z1) X - %a (224 —ya—21) § - (6£) HI
tc(wgtys+2) 2

Bis = —Ysa1 — 242 —T4ag = %a (T2 —ya) X+ %a (T4 +ys —224) § — (6f) H1
%c(u +ys+24) Z
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