MnCuP Structure:
ABC oP12 62 ¢.c_c-003

This structure originally had the label ABC_oP12_62_c_c_c. 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.

https://aflow.org/p/BN2H

https://aflow.org/p/ABC_oP12_62_c_c_c-003

Prototype CuMnP

AFLOW prototype label ABC_0P12.62_c_c_c-003
ICSD 72411

Pearson symbol oP12

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC_oP12_62_c_c_c-003

--params=a, b/a,c/a,x1, 21, X2, 22, T3, 23

Other compounds with this structure

CoNiSi, CrCoSi, CrNiSi, DyMnGe, ErMnGe, FeCoSi, FeNiSi, HoMnGe, MnCoSi, MnNiSi, NbCoAs, NbFeAs, NbNiAs, ScCoSi,
ScNiSi, SmMnGe, TaCoAs, TaFeAs, TaNiAs, TiCoAs, TiCoSi, TiNiAs, TiNiSi, TmMnGe, UCoGe, VCoSi, VNiSi, ZrFeP,
CuMnP,As;_,

e This is our prototype for the ternary form of the CosSi (C7)|structure. See that page for similar binary compounds.

e MnCuP and laudite (CuAsS) have the same AFLOW label, ABC_oP12_62_c_c_c. The structures are generated by the
same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/BN2H
https://aflow.org/p/ABC_oP12_62_c_c_c-003
https://aflow.org/p/A2B_oP12_62_2c_c-001
https://aflow.org/p/ABC_oP12_62_c_c_c-017

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = $131+%32+Zla3 = amlfc—k%by—kczli (4c) Cul
B, = (1 —3)ar+3a+ = —a(z1— ) x+3by+c(n+3)2 (4c) Cu I
(=1 +3) as
B; = —zi1a; + %32 — 21 a3 = —axr1 X+ %by—czli (4¢) Cul
By, = (ml—i—%)al—l—iag—(zl—%)ag = a(wl—l—%)&—i—iby—c(zl—%)i (4c) Cul
By = $281+iag+2283 = angc—kibff—kczgi (4¢) Mn I
Bg = f(ng%) a1+%a2+ = fa(ng%)chr%berc(zqu%)Z (4c) Mn I
(22 +3) as
B, = —T9a; + % ap — 2o as = —azre X+ %by — 292 (4c) Mn I
Bsg = ($2+%)al+i32—(22—%>a3 = a(xg—l—%)fc—i—%by—c(zg—%)i (4c) Mn I
By = x3a1+ia2+z3a3 = ax35<+ib§f+cz;32 (4¢) PI
Bio = —(z3—3) ar+3a,+ = —a(z3— ) %x+3by+c(z+3)2 (4c) PI
(23 +3) as
Bi1 = —x3a; + %ag — 23 a3 = —ax3 X+ %by—CZg),i (4c) PI
B, = (1‘34—%)&14—%32—(23—%)&3 = a(xg—l—%)&—!—%by—c(zg—%)i (4c) PI
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