Rinneite (K3NaFeClg) Structure:
A6BC3D hR22 167 f b e a-001

This structure originally had the label A6BC3D_hR22_167_f b_e_a. Calls to that address will be redirected here.
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Prototype ClgFeK3Na,

AFLOW prototype label A6BC3D_hR22_167_f_b_e_a-001
Mineral name rinneite

ICSD 170745


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/PYAM
https://aflow.org/p/A6BC3D_hR22_167_f_b_e_a-001

Pearson symbol hR22
Space group number 167
Space group symbol R3c

AFLOW prototype command aflow --proto=A6BC3D_hR22_167_f_b_e_a-001

--params=a, c/a, 3, Ta, Y4, 24

Other compounds with this structure
CagLiOSOG, CagLiRuOG, SI“3NiIIO67 K4CdClG

e We use the data taken at 293K.

Rhombohedral primitive vectors

a3 = %af{ % v+ %ci
az = % ay +5c2
ag = —%afc L y+%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al + %ag + %33 = ici (2a) Nal
B, = %al + %ag + %ag = %ci (2a) Na I
B; = 0 - 0 (2b) Fe I
B, = %al + %ag + %ag = %ci (2b) Fel
B; = J;gal—(xg—%) ag—&—%ag = éa(4x3—1)x—§a(4x3—l)y—i—ici (6e) KI
Bs = Laj+aza— (r3—3) a3 =  la(des—1) %+ La(day—1) g+ Lez (6¢) K1
B, = f(ng%) a1+ia2+x3a3 = 7G(I3**)X+ 2ciz (6e) KI
Bs = —xgal—l—(xg—f—%) ag—i—%ag = —% (dzs + 3) X—|—i (1225 + 1) ‘—l—%ci (6e) KI
By = %al —x3ag + <$3+%) as = %a(élacg -1) X—Q—‘Qa(12m3+5) y+% Z (6e) KI
Bio = (.1334-%) al+%az—$333 = a(x3+1)x+%ay+ﬁcz (6e) KI
Bi1 = Tqa) + ygas + 24 a3 = %a (xg — 24) X — %ga(m —2ys+24) ¥+ (12f) Cll
sc(Tatys+24) 2
B2 = zZga; + x4 + Y4 a3 = —3a(ys—z) X+ f a(2vy —ys —24) §+ (12f) Cl1
%C(M + Y4+ 24) Z
Bz = Yaay + 2489 + 1423 = —%a(x;; — Ys) )Ef%a(x4+y4 —224) ¥+ (12f) Cll
sc(Ta+ys+24) 2
By = —(u—-3Ya—(u—23)a—- = ia(zg—2) %+ ‘ég (g —2ys+24) § (12f) ClI
(24— 1) ag §¢ (224 + 2ys + 224 — 3) 2
Bis = —(mu—3)a—(za—3)a—- = —%a(y4—24) x—%a(2x4—y4—24) y— (12f) Cll
(24— 1) a3 Lo (2my +2ys + 224 — 3) 2
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