
Copper (I) Azide (CuN3) Structure:
AB3 tI32 88 c df-001
This structure originally had the label AB3 tI32 88 d cf. Calls to that address will be redirected here.
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Prototype CuN3

AFLOW prototype label AB3 tI32 88 c df-001

Mineral name copper (I) azide

ICSD 30633

Pearson symbol tI32

Space group number 88

Space group symbol I41/a

AFLOW prototype command aflow --proto=AB3_tI32_88_c_df-001

--params=a, c/a, x3, y3, z3

Other compounds with this structure
AgN3, TiN3

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

1

http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/L0WX
https://aflow.org/p/AB3_tI32_88_c_df-001
https://aflow.org/p/AB6_oP28_62_c_6c-001


• (Wilsdorf, 1948) gave the Wyckoff positions in setting 1 of space group P41/a #88. We used findsym to translate this to
the standard setting 2.

Body-centered Tetragonal primitive vectors

a1 = − 1
2a x̂ + 1

2a ŷ + 1
2c ẑ

a2 = 1
2a x̂− 1

2a ŷ + 1
2c ẑ

a3 = 1
2a x̂ + 1

2a ŷ − 1
2c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (8c) Cu I

B2 = 1
2 a1 + 1

2 a3 = 1
2a ŷ (8c) Cu I

B3 = 1
2 a1 = − 1

4a x̂ + 1
4a ŷ + 1

4c ẑ (8c) Cu I

B4 = 1
2 a1 + 1

2 a2 + 1
2 a3 = 1

4a x̂ + 1
4a ŷ + 1

4c ẑ (8c) Cu I

B5 = 1
2 a1 + 1

2 a2 = 1
2c ẑ (8d) N I

B6 = 1
2 a2 + 1

2 a3 = 1
2a x̂ (8d) N I

B7 = 1
2 a2 = 1

4a x̂− 1
4a ŷ + 1

4c ẑ (8d) N I

B8 = 1
2 a3 = 1

4a x̂ + 1
4a ŷ − 1

4c ẑ (8d) N I

B9 = (y3 + z3) a1 + (x3 + z3) a2 +
(x3 + y3) a3

= ax3 x̂ + ay3 ŷ + cz3 ẑ (16f) N II

B10 =
(
−y3 + z3 + 1

2

)
a1 −

(x3 − z3) a2 −
(
x3 + y3 − 1

2

)
a3

= −ax3 x̂− a
(
y3 − 1

2

)
ŷ + cz3 ẑ (16f) N II

B11 =
(
x3 + z3 + 1

2

)
a1 −

(y3 − z3) a2 + (x3 − y3) a3

= −a
(
y3 + 1

4

)
x̂+a

(
x3 + 1

4

)
ŷ+c

(
z3 + 1

4

)
ẑ (16f) N II

B12 =
(
−x3 + z3 + 1

2

)
a1 +(

y3 + z3 + 1
2

)
a2 +(

−x3 + y3 + 1
2

)
a3

= a
(
y3 + 1

4

)
x̂− a

(
x3 − 1

4

)
ŷ + c

(
z3 + 1

4

)
ẑ (16f) N II

B13 = − (y3 + z3) a1 − (x3 + z3) a2 −
(x3 + y3) a3

= −ax3 x̂− ay3 ŷ − cz3 ẑ (16f) N II

B14 =
(
y3 − z3 + 1

2

)
a1 +

(x3 − z3) a2 +
(
x3 + y3 + 1

2

)
a3

= ax3 x̂ + a
(
y3 + 1

2

)
ŷ − cz3 ẑ (16f) N II

B15 = −
(
x3 + z3 − 1

2

)
a1 +

(y3 − z3) a2 − (x3 − y3) a3

= a
(
y3 − 1

4

)
x̂− a

(
x3 − 1

4

)
ŷ − c

(
z3 − 1

4

)
ẑ (16f) N II

B16 =
(
x3 − z3 + 1

2

)
a1 −(

y3 + z3 − 1
2

)
a2 +(

x3 − y3 + 1
2

)
a3

= −a
(
y3 − 1

4

)
x̂+a

(
x3 + 1

4

)
ŷ−c

(
z3 − 1

4

)
ẑ (16f) N II
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