FeB (B27) Structure:

AB oP8 62 ¢ c-003

This structure previously used the label(s) AB_oP8_62_c_c.FeB. Calls to these addresses will be redirected here.

Cite this page as:

e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

Prototype

AFLOW prototype label
Strukturbericht designation
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

BFe

AB_oP8.62_¢_c-003
B27

33577

1606338

oP8

62

Pnma

https://aflow.org/prototype-encyclopedia/ GH4J

https://aflow.org/prototype-encyclopedia/AB_oP8_62_c_c-003

aflow --proto=AB_oP8_62_c_c-003
--params=a,b/a,c/a,x1, 21, T2, 22

Other compounds with this structure
CoB, CuCe, HfGe, MnB, NiDy, NiGd, NiHo, NiLu, NiTm, NiY, PdTh, PtDy, PtEr, PtGd, PtHo, PtLu, PtNd, PtPr, PtSm,
PtTb, PtTm, PtY, PuSi, ThSi, TiSi, USi, ZrSi

e (Hermann, 1937), assigns the Strukturbericht designation B15 to this structure. This was superseded by the current B27
structure in (Gottfried, 1937). Here we follow (Parthé, 1993), who prefers the B27 designation.


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/GH4J
https://aflow.org/prototype-encyclopedia/AB_oP8_62_c_c-003
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=33577&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1606338&DatabaseToSearch=Published

o FeAs (B14),|GeS (B16), [FeB (B27), SnS (B29), MnP (B31), and 1-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
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Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = J:lal—l—iag—i—zlag = a:r:lfc—i—%by—kczli (4c) B1
B, = —(z1—3)ar+3a+ = —a(z1—3) %+ 3by+c(n+3)2 (4c) BI

(21 +3) as
B = -7 a1+%a2721 as = faxlchr%byfczli (4c) B1
B, = (ml—i—%)al—l—iag—(zl—%)a;; = a(xl—l—%)i—i—%by—c(zl—%)i (4c) B1
Bs = Z‘Qal—l—iag—f—Zgag = a.’Iig)’\(—Fiby—i-CZgi (40) Fel
Bg = —(932—%) a1+%ag+ = —a(@—%)ﬁ—k%bff—kc(zz—l—%)i (4¢) Fel

(22+3) a3
B, = —T9a; + % ar — zp a3 = —azre X+ %by — 292 (4c) Fel
Bg = (mg—i—%)al—l—iaz—(zg—%)ag = a(gcg—l—%)f(—i—%by—c(zg—%)i (4c) Fel
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