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¢ L=,
Prototype RhTa
AFLOW prototype label AB_oP12.51 ei_fj-001
ICSD 105938
Pearson symbol oP12
Space group number 51
Space group symbol Pmma

AFLOW prototype command aflow --proto=AB_oP12_51_ei_£fj-001
——params=a, b/a, c/a, Z1,22,X3,23,T4, 24

Other compounds with this structure
Nblr, Talr, NbRh

o (Giessen, 1964) give the actual composition as (Tag 79Rhg.21)Rh, with similar compositions for the related compounds.

e (Pearson, 1967) and others refer to this as a;-TaRh.

o (Giessen, 1964) give the structure in the Pmcm setting of space group #51. We used FINDSYM to transform this to the
standard Pmma setting.
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 1a1+ 21 a3 = FaX 4 c21 2 (2e) Rh1
B, = % a; — 21 a3 = %af{ —cz1 2 (2e) Rhl1
B; = ial—i—%ag—l—zgag = iaf{—i—%by—i—czgi (2f) Ta I
By, = %al—i—%ag—zgag = %afc—i—%by—czgi (2f) Ta I
B = T3a; + z3as = arsX + cz3 7z (4) Rh II
Bsg = — (1’3 - %) a; + z3 a3 = —a (1’3 — %) X+ c232 (4i) Rh II
B, = —T3a; — z3as = —axr3X — cz3 7% (4i) Rh II
Bs = (z3+3) a1 — 2323 = a(zs+3) X —cz32 (44) Rh II
By = T4ay +%a2+z4a3 = amfﬂ—%bfﬂ—cmi (4) Ta II
Bio = f(x4f%) a1+%a2+24a3 = —a ($47%) )‘(+%by+cz42 (4) Ta II
Bi1 = —z4a; + %32 —Zz4a3 = —axs X + %by—c&;i (49 Ta Il
B, = (m—l—%) 31—1-%32—2433 = a(u—i—%) )“c—l—%by—cij (43) Ta II
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