KBO, (F513) Structure:
ABC2 hR24 167 e e 2e-001

This structure previously used the label(s) ABC2_hR24 167 _e_e_2e. Calls to these addresses will be redirected here.
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Prototype BKO-
AFLOW prototype label ABC2_hR24_.167_e_e_2e-001
Strukturbericht designation F513
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ICSD
CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

16005
1596666
hR24
167

R3c

aflow --proto=ABC2_hR24_167_e_e_2e-001

--params=a,c/a,x1,Ta, T3, Tyq

Other compounds with this structure

NaBOQ7 NaB82

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

aj
az

ag

Basis vectors

B, =

Bs =
B, =
B; =

B, =
Bs =
By =
Bio =
Bix =
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Bis =
Bis =
Bis =
Bis =
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Lattice
coordinates

ja1+ziay— (21— 3) as =

Cartesian

coordinates
1) as+ 1 a3 = %a(4x1—1)x—£ (Adzy —1) g+ Lez
ta(dwy — 1) X+ %a(llxl —1)§y+ jcz

Jai+gas+mag = —a(z1 — §) R+ je2
—mar+ (11 +3) a+3ay = —la(de +3) %+ a (120 +1) §+ 52
Say—ziax+ (21 + 3) as = —la(dz1—1) R —@a(l%l +5) y+3c2
(z1+3) a1+ Faz —a1a; = a(z1+3) %+ %ay+ Sez

)32+%a3 = éa(4x271)£f%a(4x2—1)y+%cz
t1a;+zay— (22— 1) a3 = %a(4x2—1)2+§a(4x2—1)y—i—ici
—(332—%) al—l—iag—i—azgag, = —a(mg—%)&—&—ici
—wpar+ (va+3) ar+ fag = —fa(dwa+3) K+ Ya (1202 + 1) §+ 52
Sai—zpant+ (2t i) ay = —la(der—1) % La(1220+5) g+ Sei
(e2+3) ar+ faz—woay = ars+ 1) %+ Bag+ Sea

— (z3— %) as + fa3 =  fa(daz—1) % — La(dzs—1) §+ c2
tar+xza; — (z3 — 3) ag = %a(4333—1)5<—|—§a(4x3—1)y—|—ici
5) a1+ jas + zza = —a(z3—1) X+ 1c2
—wgar+ (w4 ) as+ fay = —la(dws+3) X+ Pa (12w + 1) §+ ez
fai—z3a+ (v3+3) as = —ta(dzs—1) X—Q—‘Qa(uxg +5) §+ 52

Wyckoff
position
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type
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Bis = (x3+%) a1+%a2fx333 = a(:z:3+%)§c+?3ay+%ci (6e) (OB
Big = Taa; — (m4 — %) ap + iag = %a (dzy — 1) X — %a (dzy — 1)y + ici (6e) O1II
By = ial +x4a9 — (x4 — %) as = %a(4x4 -1)x+ %a (deg — 1)y + %ci (6e) O1II
By = —(u—%) a1+ia2+x4a3 = —a (m—%) i—&—%ci (6e) O1II
Bys = —mar+ (zati)as+3ay; = —la(ai+3) %+ La(12z4+1) §+3cz (6e) o11
Bos = %al — x4a9 + (x4 + %) as = —éa (dzy — 1) X —ga (1224 +5) y+ %ci (6e) O1II
By = (m—i—%) al—l—%ag—mag = a(m—i—%) fc—i—%ay—i—%ci (6e) oIl
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