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

This structure originally had the label ABC2_.hR24_167_e_e_2e. Calls to that address will be redirected here.
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Prototype BKO,

AFLOW prototype label ABC2_hR24_167_e_e_2e-001
Strukturbericht designation Fb5q3

ICSD 16005

Pearson symbol hR24

Space group number 167


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/L33F
https://aflow.org/p/ABC2_hR24_167_e_e_2e-001

Space group symbol R3c

AFLOW prototype command aflow --proto=ABC2_hR24_167_e_e_2e-001
--params=a,c/a, 1, Ta, T3, Tyq

Other compounds with this structure
1\13,BOQ7 NaB82

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

Rhombohedral primitive vectors

B~/ a1
a1 = lax—LBay+lea vy
a; = %ay + 3¢z %&,ﬁ;
a3 = —%ai—%ay—l—%ci S @
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = zra; — (1 —3) as + Lag = la(e —1) % La@x - 1) g+ Lez (6e) B 1
B, = Laj4aiay— (21— 1) ay = la(e —1) %+ La@a —1) g+ Lez (6¢) B 1
B; = —(xl—%) al—l—iag—i—xlag = —a(xl—f)x—&—zcz (6e) BI
By, = —x1a; + (l’l—l—%) ag—i—%ag = %a(élxl +3) %+ 24a(12m1+1) y+% Z (6e) BI
Bs = Saj—zax+ (v1+1)a = —ta(dz1—-1)% %‘ga (1221 4+ 5) §+ 3¢ (6e) BI
Bsg = (:clJr%) a1+%agf:c1a3 (;ElJr ) +§ay+%ci (6e) BI
B, = xgal—(:rz—%) a2+ia3 = éa(4m2—l))‘<—§a(4x2—l)Sf—i—ici (6e) KI
Bg = ial +.Z'232—<.’I}2—%) as = éa(4x2—1)x+§a(4x2—l)y—i—ici (6e) KI
By = —(]}2—%) al—l—iag—i-xgag = —a(@—i)i—&—ici (6e) KI
By = —roag + (l‘g + %) as + %ag = % (dzoy + 3) X+ ‘[ a(l2z9+1)y %ci (6e) KI
Bi1 = %al — X9 ag + (1’2 + %) as = % (dzg — 1) X—i (1229 4+ 5) § +%ci (6e) KI
Bi2 = (z2+3) a1+ 2a; — 204y = a(zs+ 3 )x—l—?ay—&—%ci (6e) KI
Bis = x3a; — (v3 — 5) az + jas = %a(4x3—1)x—§ (dzs— 1)y + Lez (6e) OI
By = t1a;+zzar — (23— 1) a3 =  fa(dzs—1) %+ %a(llngl) y+icz (6e) Ol
Bis = —(xg—%) a1+ia2+x3a3 = —a (Ig,—i) X+ gcZ (6e) 01
Big = —x3a; + (xg + %) as + %ag = %a (4z3 + 3) X+ ‘2/;@ (1223 + 1) y+% Z (6e) OI1I
Bir = Sa, —wzay+ (w3 + 1) ay = —la(dws —1) %—La(12x3 +5) §+ 3¢ (6e) 01
Bis = ($3+%) a1+%a2—ac3a3 = (:vg—i— )x—i—?ay—k%ci (6e) (OB
By = Tia, — (x4 — %) as + %33 = %a(4x4 -1)x- %a (des — 1)+ %ci (6e) O1II
By = ial + 2429 — (x4 — %) as = %a (dxg—1) X+ ?a (dzy — 1)y + ici (6e) oIl
By, = —(za— 1) ar+1as+ 3423 = —a(zg— 1) X+ 1c2 (6e) oIl
By, = —z4a; + (x4 + %) as + %ag = % (dzy + 3) f{—i—ﬁ (1224 + 1) y+ %ci (6e) O1II
By = %al —xz4a9 + (x4 + %) as = %a (dxg — 1) X—Q—\/;a (1224 +5) § +%ci (6e) OII



B24 = (I4+%) a; + %32 — T4 as = a(:z:4+%) i+?ay+ CcZ (66) OlIl

Sl
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