n-NiSi (By) Structure:
AB oP8.62 ¢ c-010

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

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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ONi
osi
Prototype NiSi
AFLOW prototype label AB_0oP8.62_c_c-010
Strukturbericht designation By
ICSD 30626
Pearson symbol oP8
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow —--proto=AB_oP8_62_c_c-010
--params=a, b/a,c/a,x1, 21, T2, 22

e (Toman, 1951) described this in the Pbnm setting of space group #62. We have used findsym to transform this to the
standard Pnma setting.

e FeAs (B14),|GeS (B16), [FeB (B27), SnS (B29), MnP (B31), and 1-NiSi (By) 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.
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Simple Orthorhombic primitive vectors

a2

al\J_a3

a; = aX
a; = by = )
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—i—zlag asr:lfc—i—%by—i—czli (4c) Nil
B, = —(z1—3)ar+3a+ —a(z1— ) %+ 309 +c(a+3) 2 (4c) Nil
(21 +3) as
B = —zi1a; + %az — 21 a3 —ar1 X+ %byfczli (4c) Nil
B, = (acl—i—%)al—i—iag—(zl—%)a;; a(xl—l—%)f(—i—%by—c(zl—%)i (4c) Nil
B; = Taa1 + 3 as + 2283 aza X+ 1by +c202 (4c) Sil
Bg = —(xg—%) a1+%ag+ —a(xg—%))‘c—kgby—kc(zz—l—%)i (4¢) Sil
(22 +3) as
B, = —z9a; + % ar — zp a3 —ars X + %by — 292 (4c) Sil
Bg = ($2+%)a1+i32—(22—%>a3 a(gcg—l—%)i—i—%by—c(zg—%)i (4c) Sil
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