Copper (1) Azide [Cu(N3)s] Structure:
AB6_0P28 62 ¢ 6¢-001

This structure originally had the label AB6_oP28_62_c_6c. Calls to that address will be redirected here.
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Prototype CuNg
AFLOW prototype label AB6_0P28_62_c_6¢-001
Mineral name Copper (IT) Azide
ICSD 24340
Pearson symbol oP28
Space group number 62
Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB6_oP28_62_c_6c-001
--params=a, b/a, c/a, T1, 21, Ta, 22, T3, 23, Ta, 24, T5, 25, T6, 26, T7, 27

e Not to be confused with (Copper (I) Azide, CulNsj.

Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = :vlal—i-iag—i-zlag axl)*(—i—iby—i-czli (4¢) Cul
B, = —(ml—%) al—&—%ag—&— —a(xl—%)fc—i—%by—i—c(zl—i—%)i (4c) Cul
(z1 + %) as
B; = —r1a; + %32 — 2z a3 —ar1 X+ %by —cn 2 (4c) Cul
B, = (I1+%)a1+iagf(2’17%)a3 a(ler%)f(Jr%byfc(zlf%)i (4c) Cul
B; = $2a1+ia2+2233 a;vgi—i—iby—i—czQZ (4¢) NI
Bg = —(3?2—%)31+%32+ —a(:cg—%)fc—i—%by—i—c(zg—i—%)i (4c) NI
(22 + %) as
B, = —Toaj + %ag — 29 a3 —aro X + %by —C2 Z (4¢) NI
Bsg = ("1724’%)814’%&2*(22*%)33 a(ngr%)f(Jr%byfc(fo%)i (4¢) NI
By = x3a1+ia2+z3a3 axgi—i—%by—i—czgi (4c) N II
B = —(.’173—%) al—&—%ag—&— —a(arg—%)fc—i—%by—i—c(zg—i-%)i (4c) N II
(23+ 3) as
By = —r3a; + %ag — z3a3 —ar3 X+ %by —c23% (4¢) N II
B = (:nng%) a1+ia27(23f%) as a(acng%))*(Jribyfc(zgf%)i (4¢) N II
Bis = T4ay + iag + z4 a3 axsX + %by +cza 2 (4c) N III
By = —(za—3) a1+ 3as+ —a(zy—3) X+3by+c(zu+3)2 (4c) N I
(1) g
Bis = —z4a; + %ag — 2433 —azrs X+ %by — 242 (4¢) N III
Big = (m—l—%) a1+ia2—(z4—%) as a(u—i—%))‘(—i—iby—c(a—%)i (4c) N III
By = Tsag + iag + z5 as axs X + %by + cz5 2 (4c) NIV
Bis = — (w5 —3) ar+3ar+ —a(zs — 1) %+ 3by+c(z+3) 2 (4c) NIV
(25 +3) a3
By = —x5a; + %ag — 25 as —axs X + %by —cz5 Z (4c) NIV
By = (acg,—i—%)al—i—iag—(z —%)ag a(xg,—l—%))‘(—i—%by—c(zg,—%)i (4¢) NIV
By = J:Gal—l—iag—i—zgag a:r:gfc—i—%by—kczgi (4c) NV
By, = —(xe—%) al+%ag+ —a(xg—%)fc—k%by—kc(z(;—i-%)i (4¢) NV
(26 + %) az
Bos = —zgal + %32 — 2gas —axgX + %by —czg Z (4c) NV
Boy = (x(;—i—%)al—l—iag—(zﬁ—%)a;; CL(LL'@-I—%)}A{-F%I?S’—C(ZG—%)@ (4c) NV
By = z7ay + 5 as+ 27 a3 azr X+ 1by +car 2 (4c) N VI
Bog = —(937—%) al+%ag+ —a(x7—%)5<—|—%b}7+c(27+%)2 (4¢) N VI

(or + 1)



B27 = —X7ay —+ % Ay — zZ7as = 7(1.1‘75( —+ %by — Cz7 2 (4C) N VI

Bos = (x7+%)a1+ia2—(27—%)a3 = a(:w—i—%)i—i—iby—c(a—%)i (4c) N VI
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