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A11B16C5_cP64 208 _bfh _adm_ce-001
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Prototype Na;11016Us
AFLOW prototype label A11B16C5_cP64_208_bfh_adm_ce-001
ICSD 15137
Pearson symbol cP64
Space group number 208
Space group symbol P45,32

AFLOW prototype command aflow --proto=A11B16C5_cP64_208_bfh_adm_ce-001
—Tparams=a, T, T8, Ys, 28

e (Bartram, 1970) say the atoms were “arbitrarily placed” at the Wyckoff positions listed, with zg = 0. This gives a U;-O3
distance of 2.38A. They then set zg = —0.02 (0.52 using our origin), giving a distance of 2.19A, which they consider
“more reasonable,” but the other U-O distances remain at 2.39A. If we find a refinement of this structure we will update
this page.
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Simple Cubic primitive vectors

a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) 01
B, = laj+iay+1iag laX+ tay+ a2 (2a) OI
B; = jar+tar+tag 0%+ tay + az (4b) Na I
B, = %a1+%a2+%a3 %achr%aqu%ai (4b) Nal
By = 3a;+tay+32ag 3a%+ tay + 2a2 (4b) Na I
Bg = laj+2a,+ 2a; 10X+ 3ay+ 2a2 (4b) Na I
B; = 3a;+2ay+ 2ag S3ax+3ay+32az (4¢) Ul
Bs = laj+lay+2ag lax+ tay + 2a2 (4c) Ul
By = %314—%324—%33 ia}‘(—i—%ay—l—%ai (4c) Ul
Bio = Sa;+jay+ ;as Sa%+ jay + a2 (4c) Ul
By = %32 + %33 %ay + %ai (6d) O1II
Bix = la;+1a; lax+ Laz (6d) Ol
Bis = la;+1a lax+ iay (6d) on
By = +ay say (6d) on
Bis = 1a lax (6d) on
Bis = 1aj laz (6d) Ol
By = ta + a3 1aX+ a2 (6e) Ul
Bis = a1+ a3 %ai + %ai (6e) Ul
By = fa;+ a ja%+ jay (Ge) Ul
Bao = sa;+32ay sax+3ay (6e) UII
By = %ag +7a3 %ay + %ai (6e) vl
By = 5+ a3 %ay + %ai (6e) Ul
By = la,+1la, lax+ iay (6f) Na IT
Boy = 3a;+1a 3%+ iay (6f) Na II
Bos = %ag + 5 a3 iay + %ai (61) Na II
By = Sas+ % as 309 + 302 (6f) Na II
Bar = la;+1a; lax+ taz (6f) Na II
Bos = 1a;+3a; lax+ 3az (6f) Na II
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