NbP (“40”) Structure:
AB tI8 141 a_b-001

This structure previously used the label(s) AB_tI8_141_a b. Calls to these addresses will be redirected here.
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Prototype NbP

AFLOW prototype label AB_tI8_141_a_b-001
Strukturbericht designation “40”

ICSD 76027

CCDC 1636665

Pearson symbol tI8

Space group number 141

Space group symbol 14y /amd

AFLOW prototype command aflow --proto=AB_tI8_141_a_b-001
--params=a, c/a
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e When ¢/a = 2, the atoms in this lattice are on the sites of the face-centered cubic lattice. Thus (Lu, 1991) use this lattice
for their structural stability studies, and arbitrarily assign this lattice a Strukturbericht designation of “40.” Note that
(Schonberg, 1954) gives the space group as 4122 #98 but, as (Villars, 1991) notes, the coordinates given increase the
symmetry to 14y /amd #141.

Body-centered Tetragonal primitive vectors

53

a; = —iaX+iay+ ez

as = %aif%ay+%ci

ag = 1aX+iay-—icz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B o= latimede = fa3+ Lea (@2 NbI
B, = laj+Zay+lag = jaX — jay + gz (4a) Nb I
B; = Sa;+2ay+lag = 109+ 3ca (4b) P
By = Sa;+2ay+ 2ag = saX+ jay + ez (4b) Pl
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