NasMnsClg Structure:
A8B3C2_hR13.166_ch_e_c-001
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Prototype ClgMn3zNagy

AFLOW prototype label A8B3C2_hR13_.166_ch_e_c-001
ICSD 1846

CCDC 1591819

Pearson symbol hR13

Space group number 166

Space group symbol R3m
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AFLOW prototype command aflow --proto=A8B3C2_hR13_166_ch_e_c-001
--params=a, c/a,x1,Ta, Ta, 24

Other compounds with this structure
CagPth& NaQCd;gClg, NaQFegClg, NagMggClg, a-Na2T13C18

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

Rhombohedral primitive vectors

<
a; = %ai—%ay—i—%ci ° v
az = %G}A’ + %Ci 4
ag = —%a&—?ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 1 a3 = cx1 % (2¢) Cll
B2 = —X1A] —X1Ay — X1 aAs = —CI1 Z (2(}) ClI
B3 = To A +Toag + T2 Aas = CXo Z (2C) Na I
B, = —Zoa] — Topag — To a3 = —Ccxo Z (2¢) Na I
By = %ag—&—%ag = —iafc—i-gay—&—%ci (3e) Mn I
Bg = fa+ 3 ag = —%a&—!—lci (3e) Mn I
B, = %a1+%a2 = fax+‘fay+ zCZ (3e) Mn I
Bs = Tyaay +Taa9 + 2483 = %a (x4 — 24) X+ f a(xs—2z4) ¥+ (6h) Cl1I
(2.%‘4 + 24)
By = zqga1 +x4a2 + 14a3 = —%a (l‘4 —2’4) X+ %a ($4 —24) v+ (Gh) ClII
tc(2mg + 24) 2
Bio = Tga1 + z4a9 + x4 a3 = —%a (x4 —24) § + 10 (224 + 24) 2 (6h) ClII
B11 = —Z4A] —T4aA2 —Ty4aA3 = %a (1‘4 — 24) X — ?a (.134 — Z4) 5’ — (Gh) ClII
fc(2wy + 24)
Bi2 = —Tsa; —Tgaz — 2483 = —%a (x4 — 24) X—% (354 — )y (6h) Cln
(21‘4 + 24)
Bz = —X4a1 — 249 — T4a3 = % (.134 — Z4) C (2.134 + 24) (Gh) ClII
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