Copper (I) Azide (CuNj3) Structure:
AB3 t132 88 ¢ df-001

This structure previously used the label(s) AB3_t132.88_d_cf. Calls to these addresses will be redirected here.
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Prototype CulNj

AFLOW prototype label AB3_tI132_88_c_df-001
Mineral name copper (I) azide
ICSD 30633

CCDC 1604878

Pearson symbol t132

Space group number 88

Space group symbol 141 /a

AFLOW prototype command aflow --proto=AB3_tI32_88_c_df-001
--params=a, c/a, 3, Y3, 23
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Other compounds with this structure
AgNg,, TlNg

e Not to be confused with Copper (IT) Azide, Cu(N3)2, an explosive.

o (Wilsdorf, 1948) gave the Wyckoff positions in setting 1 of space group P4;/a #88. We used findsym to translate this to
the standard setting 2.

Body-centered Tetragonal primitive vectors

a3\(al
a2
a3 = —%ai—l—%aA—i—%ci
a; = %ai—%ay—l—%ci
ag = %aiJr%ayf%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
Bl = 0 = 0 (80) Cul
B, = la;+3a; = 30y (8¢) Cul
B; = 1a = —1aX+1ay + tez (8c) Cul
B, = laj+iay+1iag = 10X+ tay+ icz (8c) Cul
By = %al + %az = %CZ (8d) NI
BG = %32 + %ag = %CL)A( (Sd) NI
Bs = %ag = %afi—l—iaff—ici (8d) NI
By = (yp3+z)ar+(rst+z3)at+ = arzX +aysy +cz32 (16f) NI
(z3 +y3) a3
Bio = (—ys+2z3+ %) a — = —azsX—a(ys —3) §+czs 2 (16f) N II
(23 — 23) ag — (23 +y3 — 3) a3
Bi1 = (333 + z3 + %) a; — = —a (y3 + %) X+a (56'3 + i) v+c (23 + i) Z (16f) NII
(Y3 — z3) a2 + (23 — y3) a3
B, = (fx3+23+%)a1+ = a(y3+i))‘cfa(x fi)erc(z;ngi)Z (16f) N II
(y3+23+%) as +
(7563 +y3 + %) as
Bizs = —(p3t+z)ar—(r3+23)a—- = —ax3X —aysy — cz3 2 (16f) NI
(z3 +y3) a3
By = (y3—23+%) a; + = angc—l—a(yg—l—%)y—czg,i (16f) NII
(r3 — 23) ag + (333 +ys + %) az
Bis = —(1‘3+237%)a1+ = a(yfi)f(fa(:c f%)yfc(zfi)i (16f) N II

(y3 - 23) az — (ff3 - y3) as


http://aflow.org/prototype-encyclopedia/AB6_oP28_62_c_6c-001

Big = (x5 — 23+ %) a1 — = —a(ys—131) %+a(z3+3)y—-c(zs—1)2 (16f) NII
(ngngf %) az +
(Is — Y3+ %) as
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