NH4CIBrI (F514) Structure:
ABCD_oP16.62_c_c_c_c-001

This structure originally had the label ABCD_oP16_62_c_c_c_c. 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/NOR6

https://aflow.org/p/ABCD_oP16_62_c_c_c_c-001
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Prototype BrCII(NH,)

AFLOW prototype label ABCD_oP16_62_c_c_c_c-001
Strukturbericht designation F514

ICSD 30202

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABCD_oP16_62_c_c_c_c-001

~Tparams=a, b/a7 C/av T1,21,%2,22,T3,23, T4, 24

e (Gottfried, 1937) originally described NH4CIBrlI as isostructural with NH4Is, D01¢, based on the early work of (Mooney,
1935). However, (Gottfried, 1940) used the newer work of (Mooney, 1937) to create a separate Strukturbericht designation
for NH,4CIBrl, F'514, even though this structure is still obviously related to NHyI3.

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).


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/N0R6
https://aflow.org/p/ABCD_oP16_62_c_c_c_c-001
https://aflow.org/p/A3B_oP16_62_3c_c-002

e The original structure is given in the Pmcn setting of space group #62, which was transformed to the standard Pnma
setting by findsym. However, note that the coordinate transformations for the (4c) Wyckoff positions in (Gottfried, 1940)
are erroneous, they give a structure in space group Pmmn #59. (Gottfried, 1937) has the correct tranformations in the
D044 section.

Simple Orthorhombic primitive vectors

a; = axXx
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+zla3 = axlchriberczli (4c) Brl
B, = —(:rl—%) al—s—%ag—&— = —a(xl—%)&—i—%by—i—c(zl—f—%)i (4¢) Brl
(=1 +3) as
B; = —z1a; + %ag — 2z a3 = —ar1 X+ %by —cz21 2 (4c) Brl
B, = (x1+%)a1+ia2—(z1—%)a3 = a(x1—|—%)5c—|—iby—c(z1—%)i (4¢) Brl
Bs = Toay + 3 as + 2283 = ara X+ 1by +c2n2 (4c) ClI
B = —(z2—3) ar+3a+ = —a(za— %) X+ 3by+c(za+3) 2 (4c) Cl1
(12 + 1) g
B, = —zga; + 3a; — 2 a3 = —azo X+ 3b§ — 22 (4c) ClI
Bg = (132"‘%)&1"‘%&2—(2’2—%)83 = a(m—k%)&—kib&—c(zz—%)i (4¢) ClI
By = x3a1+ia2+23a3 = axgi—i—iby—i-cai (4c) I
Bio = —(z3—3) ar+3a+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) I1
(z3 + %) as
By, = —w3a; + S a; — 2343 = —az3X+ 3b§ — cz32 (4c) 11
B = (z3+%)a1+%a27(237%)a3 = a(:c3+%)5<+ibyfc(23f%)2 (4c) 11
Bz = x4a1—|—ia2+24a3 = a;v4>‘<+iby+cz42 (4¢) NH I
B4 = —(za—3) a1+ 3a+ = —a(zg—3) X+ 3by+c(zu+3)2 (4c) NHI
(24 + %) as
Bis = —z4ag + %ag — z4 a3 = —azrsX + %by —C2 Z (4¢) NHI
Big = (:v4+%) a1+ia27(z4f%) az = a(x4+%)5(+%byfc(z4f%)2 (4¢) NH I
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