NHyI3 (D0Oyg) Structure:
A3B 0oP16 62 3¢ c-002

This structure previously used the label(s) A3B_oP16_62_3c_c. Calls to these addresses will be redirected here.
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Prototype I3(NHy)

AFLOW prototype label A3B_oP16.62_3c_c-002
Strukturbericht designation D045

ICSD 22128

CCDC 1598912

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A3B_oP16_62_3c_c-002
—~params=a, b/aa C/a7 T1,21,T2,22,T3,23, T4, 24
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Other compounds with this structure
Csl3, CsBr3

e (Cheesman, 1970) gives the positions of the atoms in Cartesian coordinates, which we have transleted into the standard
Wyckoff notation.

e The hydrogen positions are not given, so the NHy molecules are centered on the (4¢) Wyckoff position.

e With the NH4 molecules treated as a single entity, NHyI3 has the same AFLOW label, A3B_oP16_62_3c_c, as BigNi. The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Orthorhombic primitive vectors

a2

a3
a; = aX “‘
az = by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—l—iaz—i—zlag, = asclf(—i—%by—i—czli (4c) 11
_ 1 3 _ 1\ & 4 3714 1\ 5
B, = —(z1—3) a1+ 3as+ = —a(r1—3) X+3by+c(za1+3) 2 (4¢) 11
(21+3) as
B3 = —x1a; + %ag — Z1 Qs = 7(11315(4’ %by—czli (4C) 11
By = (mi+3)ai+tia—(xn1—3)a; = a(zi+3) &k+309—c(z1—13) 2 (4c) I
By = l‘gal—l—iag—f—ZQag, = CLLL‘Q)A(—F%I)S’—FCZQ% (4c) 111
Bg = — (w2 —3)ar+3ar+ = —a(za— ) %+ 309 +c(22+3) 2 (4c) I1I
(22+3) a3
B, = —z9a; + % ar — zp a3 = —azre X + %by — 292 (4¢) 111
Bsg = (xg—i—%)al—i—iag—(zQ—%)a;; = a(xg—l—%)i—i—%by—c(zg—%)i (4¢) 111
By = rza] + i32+2333 = ax35c+iby—|—cz3i (40) I 111
Bio = —(z3—3) ai+3a,+ = —a(z3—3) x+3by+c(z+3)2 (4c) III
(2’3 + %) as
Bi1 = —z3a; + % ar — z3 a3 = —axr3 X+ %by —cz37Z (4c) 1111
By = (mg,—l—%) al—l—iag—(z;;—%) ag = a(gcg—l—%)f(—i—%by—c(zg—%)i (4c) 1111
Bz = r4ay + ia2+z4a3 = ax4&+iby+cz4i (40) NHI
B14 = 7(1’47%) a1+%a2+ = 70,(5847%)5(4’%()?4’6(244’%)2 (4C) NHI
(24 +3) as
By = —z4a; + % ar — z4 a3 = —azra X+ %by —c24 2 (4¢) NH I
Big = (m—i—%) a1+iag—(z4—%) az = a(m—l—%)i—i—%by—c(zé;—%)i (4c) NH I
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