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Prototype Mo3gNdsOq4

AFLOW prototype label A3B17C16_cP144_222_d _cei_fi-001
ICSD 424717

CCDC 1735410

Pearson symbol cP144

Space group number 222

Space group symbol Pn3n

AFLOW prototype command aflow --proto=A3B17C16_cP144_222_d_cei_£fi-001
—Tparams=a, I3, T4, T5, Y5, 25, L6, Y6, 26

e There is considerable disorder in this structure.
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— The Nd I (2¢) site is occupied 92.7% of the time, while the Nd IIT (48i) site is occupied 1.21% of the time. These
atoms nearly overlap, so we can think of them as forming an Nd I/IIT complex, where most of the time the (2c) site
is occupied, but on rare occasions the atom occupies one of the (48i) sites. For modeling purposes it is easier to
assume the (2¢) sites are fully occupied and the (48i) sites are vacant, with the (2¢) atoms having a very large
thermal parameter U.

— The Mo I (2d) site is occupied 96.4% of the time.
— 95.2% of the O II (48i) sites are filled.
— The Nd IT (12d) and O I (16f) sites are fully occupied.

e These occupancies make the observed stoichiometry Nds 19Mg3z014.96. If we ignore the Nd III atoms and fully occupy the
other sites we have Nd5sMg3O1¢, the claimed stoichiometry, and the structure would be nearly identical to CesMo3O1¢.

e We use the data taken at 110K.

Simple Cubic primitive vectors

a; = aXx

az = CLS’

ag = az

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (8¢) Nd I
B, = la;+1a sa%+ 30y (8¢) Nd T
Bs %al —|—%a3 %afi—i— %ai (8c) Nd I
B4 = %324—%33 %ay*k%ai (8C) NdI
Bs = 1a; laz (8c) Nd I
B = laj+lag+Llag 30X+ 30y + a2 (8¢c) Nd I
By tay tay (8c) Nd I
Bs = % aj %CL X (8(3) Nd I
By 3a)+ 1a; a9+ taz (12d) Mo I
Bio = laj+2a,+ Lag lax+3ay+ taz (12d) Mo I
Bll %al + %ag %af\( + %ai (12d) Mo I
Bi2 = ja1+3ay+2ag 10X+ 309+ a2 (12d) Mo I
Bis = %al + %aQ %a}“{ + %a V (12d) Mo I
B = Saj+lar+lag 3a%+ tay + 3az (12d) Mo I
B15 %al + %33 %ai + ia/i (12d) Mo I
Bis = Saj+lay+tag 3a%+tay + taz (12d) Mo I
By = %aQ + %ag iay -+ %ai (12d) Mo I
Bis = laj+lay+2a; lax+ tay + 2a2 (12d) Mo I
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