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

This structure previously used the label(s) AB6_oP28_62_c_6c. Calls to these addresses will be redirected here.
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Prototype CuNg

AFLOW prototype label AB6_0P28_62_c_6¢-001
Mineral name Copper (II) Azide
ICSD 24340

CCDC 1600382

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/(l, C/av T1,21,X2, 22, T3, 23, L4, 24, L5, 25, L6y 26, LTy 27

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


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/VP85
https://aflow.org/prototype-encyclopedia/AB6_oP28_62_c_6c-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=24340&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1600382&DatabaseToSearch=Published
http://aflow.org/prototype-encyclopedia/AB3_tI32_88_c_df-001

Simple Orthorhombic primitive vectors

'gal
a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag axli—i—%by—i—czli (4¢) Cul
B, = —(xl—%) al—&—%ag—&— —a(xl—%)fc—i—%by—i—c(zl—i-%)i (4c) Cul
(214 3) a3
B; = —zria; + %ag — 21 a3 —ar1 X+ %by —c21 2 (4¢) Cul
By = (mi+3)ai+ias—(a1—1) a3 a(zi+3) &k+3b9—c(a1—13) 2 (4c) Cul
B; = xgal—l—iag—f—zgagg axgi—i—%by—i—c,z'gi (4c) NI
Bg = —(xg—%)al—&—%ag—&— —a(xg—%)fc—i—%by—!—c(zg—i-%)i (4c) NI
(22 + 3) a3
B, = —z9a; + %ag — 29 a3 —azre X + %by — 292 (4¢) NI
Bs = ($2+%)a1+%ag—(22—%)33 a(xg—i—%)f(—i—iby—c(zg—%)i (4c) NI
By = mgal—l—iaz—i—zgag ascgf(—i—%by—i—czgi (4c) N II
By = —(z3—3) a1+ 3as+ —a(zz3—3) X+ 3by+c(z+3)2 (4c) N II
(23 + 3) a3
Bi1 = —z3a; + 3a; — 2343 —az3 X+ 3b§ — cz3 2 (4¢) N II
Biz = (z3+3)ai+tas—(z3—3)as a(zs+3) &K+3by—c(3—13) 2 (4c) N II
Bz = Taa; + iag + z4 a3 arsX + iby +cza Z (4c) N III
Bis = —(wa—3)ar+3a+ —a(zs— ) %+ 309 +c(aa+3) 2 (4c) N III
(1 4+ 1)
By = —z4a; + %32 — z4a3 —azra X+ %by — 242 (4c) N III
Big = (m—l—%) a1—|—ia2—(24—%) as a(u—l—%)i—i—%by—c(@;—%)i (4c) N III
By = Tsa1 + 5 as + 25 a3 ars X+ 1by +ca5 2 (4c) NIV
Bis = —(zs—3) ar+3ay+ —a(zs—3) %X+ 3by+c(z+3)2 (4¢) NIV
(2 +3) as
By = —z5a; + %32 — 25 as —azxs X + %by —cz Z (4c) NIV
By = (l‘s-i-%) a1+ia2—(25—%) as a(x5+%)&+%by—c(z5—%)i (4c) NIV
By = $631+i32+26a3 a$6&+iby+626i (4¢) NV
By, = 7(1’67%) a1+%a2+ 7(1(:1;6*%)5{4’%()5’4’(3(264’%)2 (4c) NV
(26 + 3) as
Boz = —zga; + %32 — zg as —azrg X + %by —c26Z (4¢) NV
By (J:G—i—%)al—l—iag—(ze,—%)ag a(xg—l—%)fc—i—%by—c(zg—%)i (4c) NV
Bos = T7ap +ia2+z7a3 ax75<+ib§f+c,Z72 (4¢) N VI



Bas = —(zr—3) ar+3a+ = —a(z7—3) %+ 3by+c(zr+3)2 (4c) N VI

(2’7 + %) as
By = —r7a; + %ag — z7 a3 = —axr7X + %by —cCc27 2 (4¢) N VI
Bos = (aw—i—%) a1+iag—(z7—%) ag = a(gcy—l—%)fc—i—iby—c(zy—%)i (4c) N VI
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