Zn(NHj3)2Cly (E15) Structure:
A2B6C2D ol44 74 1 hj h e-001

This structure originally had the label A2B6C2D_0I44_74 h_ij_i_e. Calls to that address will be redirected here.
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. A

Prototype CluNoHgZn

AFLOW prototype label A2B6C2D_0l44_74_i_hj_h_e-001
Strukturbericht designation FEl,

ICSD 140642

Pearson symbol ol44

Space group number 74

Space group symbol Imma

AFLOW prototype command  aflow --proto=A2B6C2D_o0I44_74_i_hj_h_e-001
--params=a, b/a, c/a, z1,Y2, 22, Y3, #3, T4, 24, T5, Y5, 25

Other compounds with this structure
ZH(NHg)QBI‘Q

o (Ivsi¢, 2019) studied this system at 100K and were able to located the hydrogen atoms. The positions of the other atoms
are similar to those in earlier works such as (Yamaguchi, 1981) and the space group is unchanged, so we use this as the
prototype for the E15 label.
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Body-centered Orthorhombic primitive vectors

a; = f%ai{Jr %b“ + %ci
a; = saX—3by+icz
ag = gaX+3by— ez
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: (;1+1) a1 +zax+ a3 10y +en 2 (4e) Zn 1
B, —(n—23)a;—zay+32ag 3by —cn 2 (4e) Zn 1
B3 (y2 + 22) a1 + 2089 + Y2 as bys § +czo Z (8h) HI
B4 (—y2+22+%) a; +z20a0 — —b (yg — %) ¥+cniz (8h) HI
(92— 3) as
Bs (y2—22+3) a1 —za + b(y2+3) § —c2i (8h) HI
(y2+3) as
Bsg —(y2 + 22) a1 — 2089 — Yo a3 —byo ¥ —cz0 2 (8h) HI
B~ (ys +23) a1 + z3az + ys a3 bys § + cz3 Z (8h) NI
Bs (—ys + 23+ 3) a1 +z3as — —b(ys—3) ¥+ (8h) NI
(y3 - %) as
By (ys —23+3) a1 — zzap + b(ys+3) § —czs (8h) NI
(y3+3) as
Bio —(ys +23) a1 — z3a2 — yszas —bysy —cz32 (8h) NI
Bi1 (za+ 1) a1+ (x4 + 24) a2 + araX+ 1by +c22 (8) Cl1
(za+ 1) a3
Bio (4 + 1) a1 — (w4 — 24) a2 — —azs X+ b +cz 2 (81) Cll
(w4 — 3) a3
Bis —(2a—3) a1 — (x4 + 24) a2 — —azs X+ 30§ — cz4 2 (81) ClI
(w4 = 3) a3
B14 —(z— %) a1+ (24 — 2) @z + ars X+ 3b§ — cz4 2 (81) Cl1
(w2 +7) a3
Bis (ys + 2z5) a1 + (x5 + 25) ag + ars X+ bys y + cz5 Z (16j) HII
(z5 +ys5) a3
Bie (—ys+25+3) a1 — —axs X —b(ys — 3) § +cz52 (16§) HII
(x5 — 25) ag — (335 + Y5 — %) as
B~ (ys — 25 + 1) a1 — (x5 + 25) as+ —azsX+b(ys +3) § —cz5 2 (16) HII
(—x5 +ys + %) as
Bis —(ys+25) a1 + (x5 — 25) as + axsX —bys § —cz52 (16)) HII
(x5 —ys5) a3
Big —(ys + 25) a1 — (x5 + 25) as — —axsX —bys ¥ — cz5 2 (16j) HII

(x5 +ys5) as



Bz = (y5 — 25+ 3) a1 + = arsX+b(ys +5) § — cz52 (16) HII
(25 — 25) @ + (25 + y5 + 3) a3

B2: = (—ys + 25 +3) ar + = avsX =0 (ys — ) ¥+ cz5 2 (167) H1I
(25 + 25) ag + (25 — y5 + 3) a3
B22 = (Y5 + 25) a1 — (x5 — 25) ag — = —ars X +bys ¥ + c25 2 (165) H T

(335 - y5) ag
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