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

This structure originally had the label ABC4D2E8_tP32_126_a b _h_e k. Calls to that address will be redirected here.
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Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype AgCoNy4(NH3)20s

AFLOW prototype label ABC4D2E8_tP32_126_a_b_h_e k-001
Strukturbericht designation J1g

ICSD 26767

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
—~params=a, C/a, 23,T4,T5,Y5, 25

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.
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Simple Tetragonal primitive vectors

a; = ax

az = ay

ag = cz

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ial—l—iag—&—iag = iai—l—iay—i—ici (2a) Agl
B, = Sa;+2ay+ 2 as = Sax+2ay+3c2 (2a) Agl
Bs = laj+lay+32ag = lax+tay+3cz (2b) Col
B, = %al—l—%ag—}-iag = %ax—i—%ay—i-icz (2b) Col
Bs = %al—l—%ag—l—zgag = iai—i—%ay—i—czSZ (4e) NH I
Bg = ial—l—iag—(%—%) as iai—&—%ay—c(zg—i)i (4e) NH I
B, = %314*%&2*23&3 = %af{Jr%ayfczgz (4e) NH I
Bgs = %al—i—%ag—i—(z;g—&—%) as = %ai—&—%ay—&—c(@,—i—i)i (4e) NH I
By = T4 Qg +x4a2+%a3 = arysX +aryy + zc2 (8h) NI
Bio = —(ma—3)a—(za—3) a+ = —a(wg—3)X—a(wg—3) §+ ez (8h) NI
133
Bi1 = —(m—%) a +x4a2+ia3 = —a(u—%)x—&—auy—i—ici (8h) NI
Bix = x4a1—(x4—%) ag—&—iag = amx—a(m—%)y—i—ici (8h) NI
Bz = —z4a] — Tqag + %ag = —aryX —axyy + %ci (8h) NI
By = (ma+3)a+(m+i)a+3a; = a(za+3) k+a(za+i)y+3cz (8h) NI
By = (m—i—%) al—x4a2+%ag = a(m—i—%)i—amy—i—%ci (8h) NI
Bisg —x4al+(az4+%) ag—i—%ag = —ax4§c+a(:£4+%) y—i-%ci (8h) NI
By, = Tsa + ysas + 25 as = arsX +aysy + czs Z (16k) Ol1I
Bis = —(zs—3)ai—(y5—3)a+ = —a(zs—3)%x—a(ys—3) §+czi (16k) 01l
25 a3

By = —(y —%) a; +z5as + 25 a3 = —a(y5—%)5(+am5y+cz5i (16k) Ol1I
By = Ysay — (a:5 — %) as + 25 as = aysX —a (a:5 — %) y+cz5Z (16k) OI1I
By: = — (25— %) a1 +ysar — = —a(zs—3) X+ays; 9 —c(e5— 1) 2 (16k) 01

(2 —3) as
By, = xsal—(ys—%) a2—(25—%) as = arsX —a y5—%)y—c(z5—%)2 (16k) OI
By = Ysai + x5 ag — (z5 — %) as = ays X +arsy — ¢ (Z5 — %) Z (16k) (01
Boyy = — (y5 — %) a; — (x5 — %) a— = -—a (y5 - %) X—a (J:5 - %) v—c (25 % (16k) Ol1I

25 — %) as
Bos = —T5a; — ysas — 25 as = —axsX —aysy —cz5 2 (16k) (OB
B = (ms—l—%) a1+(y5+%) as—z5ag = a(x5+%)i+a(y5+%)y—cz5i (16k) OI1
Byr = (y5 + %) a; — r5as — 25 as = a (y5 + %) X —arsy — c257Z (16k) 01



Bzg = —Ys ay + (1‘5 + %) ag — Z5Aasg = *ayg,),\( +a (SC5 + %) y — CZ5 2 (161{) Ol
C

B = (z5+3)ai—ysar+(z+3)as = a(rs+3) X—ays 9 +c(z5+3) 2 (16k) Ol

B3 = —zsar+ (y5 + 3) a2 + = —amsX+ta(ystg) yte(stg)z (16k) Ol
(o4 3) o

Bs: = —ysai—asas+ (3+3) a3 = —ays X —axsy +c (25 + 3) 2 (16k) OlI

B32 = (y5+%)a1+(z5+%)az+ = a(y5+%)i+a(x5+%)y+6(z5+%)2 (16k) Ol
z5+%) as
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