Westerveldite (FeAs, B14) Structure:
AB_oP8.62_c_c-005

This structure originally had the label AB_oP8_62_c_c.FeAs. Calls to that address will be redirected here.
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Prototype AsFe

AFLOW prototype label AB_oP8.62_c_c-005
Strukturbericht designation Bl14

Mineral name westerveldite
ICSD 42451

Pearson symbol oP8

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB_oP8_62_c_c-005
~Tparams=a, b/a’7 C/a7 T1,21,T2, 22

Other compounds with this structure
CoAs, NbS, PRu, PtSi

e The|B31 (MnP, AB_oP8_62_c_c) structure| is similar to this one. (Brandes, 1992) lists B31 as the primary structure, but
we include FeAs here for completeness.

e We use the data (Selte, 1972) reported at 14K.


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/P0GV
https://aflow.org/p/AB_oP8_62_c_c-005
https://aflow.org/p/AB_oP8_62_c_c-002

o FeAs (B14),|GeAs (B16), [FeB (B27), SnS (B29), [MnP (B31), and [n-NiSi (Bg) all share the same AFLOW label,
AB_oP8.62_c_c. The structures are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

a; = ax

az = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—i—zla;; = axli—i—%by—i—czli (4c) As1
B, = —(z71—3) ar+3as+ = —a(z1—3) X+3by+c(za1+3) 2 (4c) As1

(214 3) as
B; = —r1a; + % as; — z1 as = —ar1 X+ %by —cz1 2 (4¢) As1
B, = (xl—i—%)al—i—iag—(zl—%)ag = a(xl—i-%)f(—i—iby—c(zl—%)i (4c) As1
B; = xgal—l—iag—i—zgagg = ang(—i—%by—i—czgi (4c) Fel
Bg = —(l‘g—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—kc(@—i-%)i (4c) Fel

(22 +3) as
B, = —z9a; + % ar — zp a3 = —azre X + %by — 292 (4c) Fel
Bsg = ($2+%)a1+i32—(22—%)33 = a(xg—i—%))‘(—i—%by—c(zg—%)i (4¢) Fel
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