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Prototype Br;(NH4)Pby

AFLOW prototype label A5BC2_t132_140_cl_a_h-001
Strukturbericht designation K34

ICSD 26662

CCDC 1602052

Pearson symbol t132

Space group number 140

Space group symbol I4/mem

AFLOW prototype command aflow --proto=A5BC2_tI32_140_cl_a_h-001
--params=a, c¢/a, X3, T4, 24
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Other compounds with this structure
CSPbQBI‘g), CSSIIQBI‘E')7 IS62T15, InPb215, IHSDQBI};, 11’18112157 KPbQBI‘5, I(SI’IQBI‘57 KSD215, RbeQBI‘5, RbSHQBI‘5, TISDQBI‘5

o (Powell, 1937) gives the first bromine site a (2b) label, but gives the position as (000), which corresponds to the (2¢)
Wyckoff position. In our previous attempt at presenting this structure we followed the first choice, but the second choice
is the correct one. See the previous K34 page for more information.

e The positions of the hydrogen atoms in the NH, ions were not determined, so we only provide the positions of the
nitrogen atoms (labeled as NHy).

Body-centered Tetragonal primitive vectors

ay = —jaRk+3ay+ e
ap = 3aX—3ay+icz
ag = %achr%ayf%cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: ial + iag ici (4a) NI
B, %al + %ag %ci (4a) NI
Bs 0 0 (4c) Brl
B4 %al + %aQ %ci (4¢) Brl
Bs (333 + %) a; +xzas + arz3X +a (xg + ) (8h) Pb1
(2303 + %) a
Bs — (xg — %) a; —T3ag — —ar3X —a (mg — %) v (8h) Pb1
(21‘3 - %) as
B~ T3a, — (I3— %) ag—&—%ag (xg— l) X+ax3y (8h) Pb1
Bs —zza; + (z3+3) as + 1 a3 a(zs+3) X—azsy (8h) Pb1
By (x4 + 24 + %) a; + arsX+a (x4 + 5) y+czz (161) BrII
(x4 +24) az + (2964 + %) as
Bio (—x4 + 24 + %) a; — —araX—a (Jc4 — f) V+eziz (161) Br1II
(x4 —21) a3 — (224 — §) a3
Bi1 (x4 + 24) a1 + (x4 — l) X+ axsy +czaz (161) BrII
(ot ) ot e
Bis — (g — 24) a1 + a (x4 + %) X—aryy +c2ui (161) BrII
(xa+24+3) as+Lag
B3 (g4 — 24) a1 — —a (x4 - l) X+arsy —cz4Z (161) Br II
(er 1) o+ dag
Bi4 — (x4 +24) a1 + a(zs+3) X—azsy —cau2 (161) Br I

(=214 3) 22 + o
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Bis = (xa—za+ 1) ar + = avaX+a(za+3)y—cuz (161) BrII
(I4 — Z4) as + (2504 + %) as
Big = —(za+z—3) & — = —azsX—a(zs— %) §—cui (161) Br I

(x4 + 24) ag — (2534 - %) as
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