RbPaFg (V) Structure:
A6BC_0C32 .67 no_c_g-001

Cite this page as:
e 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.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/PLRV

https://aflow.org/prototype-encyclopedia/A6BC_0C32_67_no_c_g-001

Prototype RbPaFg

AFLOW prototype label A6BC_0C32_67no_c_g-001
ICSD 36078

CCDC 1607877

Pearson symbol 0C32

Space group number 67

Space group symbol Cmme

AFLOW prototype command  aflow --proto=A6BC_oC32_67_no_c_g-001
--params=a, b/a,c/a, 22,3, 23, T4, Y4, 24

Other compounds with this structure
SI‘TbF6

e (Burns, 1968) assign the protactinium atom to the (4b) Wyckof! site, but give coordinates for the (4e) site. We use these
coordinates and assign the Wyckoff position appropriately. The axis orientation has been adjusted by AFLOW.


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/PLRV
https://aflow.org/prototype-encyclopedia/A6BC_oC32_67_no_c_g-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=36078&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1607877&DatabaseToSearch=Published

Base-centered Orthorhombic primitive vectors

Lag
a; = %afc - %by
a; = %a}“{ + %by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4c) Pal
B, = %al + %32 %afc (4¢) Pal
By = %al‘i’%aQ‘i’ZQag %afcfiberczQz (4g) Rb1
By = ial—i—%ag—zQag, %a‘—i—%by—czQA (4g) Rb 1
Bs (1‘34-%) al+($3+%) as+z3as a(l‘g,-i—%) i—%by—&-cz;),i (SD) FI
Bg = —(l‘3—%) al—($3—i) as + —a(xg—%))“(—ibA—i—cng (811) FI
Z3asg
B, = —(:rf—i) al—(:rf—%) as — —a(m —%))‘(—l—iby—czdi (8n) FI
Z3 as
Bs = (z3+1)a+(z3+2)ay—23a3 a(zs+3) X+ 1by —cz32 (8n) FI
By = (T4 —ya) a1 + (24 +ya) a2 + ars X +bys ¥ +c242 (160) FlI
Z4 a3
B = (—:v4+y4—|—%) a; — —a (£C4— %) X—bysy+cz4 2 (160) FII
(z4+ys—3) az+ 2483
Bi1 = — (.234 + Ys — %) a; + —a (1‘4 — %) X+ by4 Y —Cz4 2 (160) FII
(—334 +Ya + %) az —z4a3
B2 = (4 +ya) a1 + (24— ya) @z — arsX —bys ¥y —c242 (160) F I
Z4 Q3
Biz = —(v4—y4)ar — (24 +ys) az — —aryX —bysy — c21 % (160) F I
Z4 Q3
B14 = (:L‘47y4+%) a; + a(z4+%) >“<+by4§f—0242 (160) FII
($4 + Ya + %) az —z4a3
By = (a:4—|—y4—|—%) a; + a(m—i—%) X—bysy +czaz (160) FII
(4 —ya+3) az+ 2403
Big = —(za+ya)ar— (z4a—1y1)az+ —azs X +bys ¥+ cza2 (160) F 1
Z4 A3
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