NaPt30, Structure:
AB4C3_cP16.223_a_e_c-001
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Prototype NaO,4Pts

AFLOW prototype label AB4C3_cP16_-223_a_e_c-001
ICSD 27052

CCDC 1602399

Pearson symbol cP16

Space group number 223

Space group symbol Pm3n

AFLOW prototype command aflow --proto=AB4C3_cP16_223_a_e_c-001
--params=a

Other compounds with this structure
(Seril,w)Pd304, Ag3PdO4, Can304, Cde304, CdPt304, EU.Pd304, LiPth47 Nan;;O47 NaPt304, NiPt304, SI‘Pd304

e The ICSD entry is from (Waser, 1950) and is identical to the information published in (Waser, 1951).
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Simple Cubic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Na I
B, = sa;+jax+ 3 as 30X+ 30y + a2 (2a) Nal
B; = la;+1a; 10X+ a2 (6¢) Ptl
By - Sar b bay fax+ ba 6) el
By = %al +i32 %af{—&—iay (6¢) Pt1
Bs = fa;+ 2 ay zaX+jay (6¢) Pt1
B, = la,+1ay 3043+ jaz (6¢) Pt 1
Be - Lot 2ay Loy + daz 6) Pl
By = ja1+ jas+ jas 10X+ jay + a2 (8e) Ol
Bio = Sa;+2ay+ ;as jax+%ay + jaz (8e) Ol
Bix = 3a;+tay+ 2ag Sax+tay+ a2 (8e) 01
B2 = 1a1+2ay + 2 ag j0%X+2ay + a2 (8e) Ol
Bis = Sa;+2ay+ 2 ag Sa%+%ay+ 3az (8e) Ol
B4 = ja1+jax+ 3 as 10X+ jay + a2 (8e) Ol
Bis = laj+3ay+1ag lax+3ay+ taz (8e) OI
Bie = Sa 4+ jax+ jas jaX+ jay + jaz (8e) Ol
References

[1] J. Waser and J. E. D. McClanahan, The Crystal Structure of NaPt3Os, J. Chem. Phys. 19, 413-416 (1951),
doii10.1063/1.1748239.

[2] J. Waser and J. E. D. McClanahan, The Structure of NaPt3O,, Experientia 6, 379-380 (1950).

First cited in

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|


https://doi.org/10.1063/1.1748239
http://dx.doi.org/10.1016/j.commatsci.2024.112988

