NiBisg Structure:
A3B_0oP16.62_3c_c-003
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Prototype BisNi
AFLOW prototype label A3B_oP16.62_3c_c-003
ICSD 08821
CCDC 1622819
Pearson symbol oP16
Space group number 62
Space group symbol Pnma

AFLOW prototype command  aflow --proto=A3B_oP16_62_3c_c-003
--params=a, b/a,c/a, 1, 21, T2, 22, T3, 23, T4, 24

Other compounds with this structure
RhBij
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e Some authorities designate RhBi3 as the prototype for this structure.

e NiBi3 has the same AFLOW label, A3B_oP16.62_3c_c, as D016 NH4l5. 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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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 3 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) Bil
B, = (-3 ar+3a+ = —a(z1— ) x+3by+c(n+3)2 (4¢) Bil

(=1 +3) as
B = —zi1a; + %32 — 21 a3 = —ar1 X+ %by —cz1 2 (4¢) Bil
By, = (a:l—i—%)al—l—iaz—(zl—%)ag = a(wl—l—%)&—i—%by—c(zl—%)i (4c) Bil
By = $281+i32+2283 = amgk—k%by—kczgi (4¢) Bill
Bsg = f(ng%) a1+%a2+ = fa(ng%)f(Jr%berc(zqu%)Z (4c) BiII

(22 +3) as
B, = —T9a; + %3.2 — 29 a3 = —azre X + %by —c29% (4¢) BiII
Bs = ($2+%)al+i32—(22—%>a3 = a(xg—l—%)fc—i—%by—c(zg—%)i (4c) BiII
By = T3 a +ia2+z3a3 = ax35<+ib§f+cz;32 (4¢) Bi II1
Bio = f(ng%) a1+%a2+ = fa(ng%)chr%berc(z;;Jr%)i (4c) Bi III

(23 +3) as
Bi1 = —x3a; + %ag — 23 a3 = —ax3 X+ %by —cz3 % (4c) Bi I1I
Biz = (z3+3)ai+tar—(—3) a3 = a(zs+3) X+ 50y —c(3—3) 2 (4c) Bi ITI
Bz = 134&14’%&24—2483 = a:c45<+ib§/+CZ4Z (4¢) Nil
By = —(:r —%) a1+%a2+ = —a(x4—%)i+%by+c(z4+%)i (4c) Nil

(22 +3) as
Bis = —x4a1 + %ag — 2433 = —axs X+ %by —cz4 7 (4c) Nil
Big = (ma+3)ai+tar—(u—3)a = a(zs+3) X+ 50y —c(aa—3) 2 (4c) Ni I

References

[1] H. Fjellvig and S. Furuseth, Structural properties of Nij_sRh;Bis, J. Less-Common Met. 128, 177-183 (1987),
doii0.1016,/0022-5088(87)90204-9.

First cited in


http://aflow.org/prototype-encyclopedia/A3B_oP16_62_3c_c-002
https://doi.org/0.1016/0022-5088(87)90204-9

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|


http://dx.doi.org/10.1016/j.commatsci.2024.112988

