Ag|Co(NH3)2(NOg)y] (J1g) Structure:
ABC4D2E8 tP32.126_a b h e k-001

This structure previously used the label(s) ABC4D2E8_tP32_126_a b h_e k. Calls to these addresses will be redirected here.
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Prototype AgCoN4(NH3)20g

AFLOW prototype label ABC4D2E8_tP32_126_a_b_h_e_k-001
Strukturbericht designation J1g

ICSD 26767

CCDC 1602151

Pearson symbol tP32

Space group number 126

Space group symbol P4/nnc

AFLOW prototype command aflow --proto=ABC4D2E8_tP32_126_a_b_h_e_k-001

~Tparams=a, C/a, 23,L4,T5,Y5,%5
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e The positions of the hydrogen atoms in the ammonia molecule are not determined. We only provide the positions of the
nitrogen atoms (labeled as NH3).

o (Wells, 1936) gives the lattice coordinates in setting 1 of space group P4/nnc #126. We used FINDSYM to change this
to the standard setting 2.

Simple Tetragonal primitive vectors

lgzaB

a; = axX

as = ay

ag = CZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Taj+tar+iag = lax+tay+icz (2a) Agl
B, = 3a;+3ay+32ag = 3a%+3ay+3c2 (2a) Agl
B; = Taj+iay+3ag = 1%+ tay+3cz (2b) Col
B, = Sa;+32ay+ tag = 3a%+2ay + jc2 (2b) Col
B = %a1+%a2+23a3 = %achr%aercz;;z (4e) NH I
Bg = %al—i—%ag—(zg—%) as iai—ﬁ—iay—c(z —§)z (4e) NH I
B = %al—l—%ag—zgag = %ai—i—%ay—czgz (4e) NHI
Bg = %al—l—%ag—l—(%—&—%) as = %a}"{—&—iay—&—c(zg—ki)z (4e) NHI
By = T4a +x4a2+%a3 = ax4§<+ax4y+%c2 (8h) NI
B = —(z —%)all—(:r —Hat+ = —a(zg—3) %k —a(zs— 1) g+ tez (8h) NI
1a3
Bi1 = —(m—%) a; +x4a2+ia3 = —a(u—%)f{—&—amy—i—ici (8h) NI
B, = x4a17(9:47%) a2+%a3 = az:45<fa(z4f%)y+ici (8h) NI
Bz = —T4a; — Tqag + %ag = —axsX —axrsy + %ci (8h) NI
By = (za+3)ai+(za+3i)a+3a; = a(zs+3) X+a(@g+3) g+ 3c2 (8h) NI
By = (1;4—1—%) 31—33432—"-%33 = a(m—k%)i—amy—!—%ci (8h) NI
B = fx4a1+(:c4+%) a2+%a3 = faz4)“<+a(x4+%) y+%ci (8h) NI
By = Tsay + ysas + 25 as = arsX+aysy + cz52 (16k) (O
Bis = —(zs—3)ai—(y5—3)a+ = —a(ws—3)%k—a(ys—3) §+czsi (16k) 01
%5 as

By = 7(y5f%) a; + r5as + 25 a3 = fa(y f§)x+az5y+0252 (16k) Ol
By = ysa; — (SE5 — %) as + 25 as = ays X —a (xg, — %) V+ceziz (16k) 0N
By = —(:%—%) a; + ysas — = —a(m—%)fi—l—ayg)y—c(zs)—%)i (16k) OI1I

(5 —3) a



B22 = x5a1—(y5—%) a27(257%) as = OJI5)A(76L y57%)yfc(257%)2 (161{) Ol
C

Bos = ysa; +asas — (25 — 3) as = aysX+azsy —c (25— 1) 2 (16k) 01

By = - (ys — %) a; — (x5 — %) a—- = -—a (y5 — %) X—a (:c5 — %) v—c (25 — %) Z (16k) 01
(25— 3) a3

Bas = —Tsa; —Ysaz — 2523 = —ars X —ay; §y —cz5 2 (16k) 01

Bog = (m5+%) a1+(y5+%) as—z5a3 = a(x5+%)§(+a(y5+%)yfc,252 (16k) (OB

By = (y5 + %) a; — Tsas — 25 as = a (y5 + %) X—axsy —cz5Z (16k) O1

Bos = —ysa; + (w5 + %) as — 25 as = —ays X +a (CL‘5 + %) V—c257Z (16k) OI1I

Bye = (25+3)ai—ysas+(z+3)ay = a(zs+3) X—ays§+c(zs+3) 2 (16k) 01

B3, = —zsar+ (ys +3) a2 + = —arsX+a(ys+3) y+c(es+1)2 (16k) 01
(25 +3) a3

B = —ysa; — T5as + (25 + %) as = —aysX —axsy +c¢ (z5 + %) Z (16k) Ol

By =  (sty)art(@+g)at = alp+g)X+a(esty)yt+e(sm+y)z (16K 01
(s5+ 1) o
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