Huntite [CaMg3(COg3),] Structure:
A4BC3D12 hR20 155 ad b e 2d{-001
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Prototype

AFLOW prototype label
Mineral name

ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

C3CaMg3012

A4BC3D12_hR20.155_ad_b_e_2df-001
huntite

201729

hR20

155

R32

aflow --proto=A4BC3D12_hR20_155_ad_b_e_2df-001

——params=a, C/C% Y3,Y4,Y5,Y6, X7, Y7, 27
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Other compounds with this structure
EuA13(B03)4, GdAlg(B03)4, HOA]3(BOg)4, LaAlg(B03)4, NdAlg(BOg)4, PI‘A13<B03)4, SmAlg(B03)4, ’I‘bAlg(B(}3)47 TmAlg(B03)4,
YAl3(BOs3)4, YbAI3(BO3)4

e We have shifted the origin away from that used by (Dollase, 1986): the C-I atom is now on the (1a) Wyckoff position.

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

Rhombohedral primitive vectors

a; = %a&—%ay—i—%ci
a; = %ay + 32
ag = —%a&—?aff—l—éci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1la) CI
B, = %al + %ag + %ag = %Ci (1b) Cal
Bs = y3az — Y3 as = lays X + @Ws y (3d) ClI
By = —ysai + Y3 as = —ays3 X (3d) cn
Bs = Yyzar —ysag = lays % — @ays y (3d) CII
Bg = Ygag — Yg a3 = %ay4 X+ @ay;; y (3d) Ol
B7 = —Yq Q7 + Yq Qs = —ayq b'e (Sd) Ol
Bs = Yaar — ysas = Tays Xk — §Gy4 y (3d) OI
By = Ysaz — ysag = lays X + @ayg) y (3d) oIl
Big = —Ysai + Ys as = —ays X (Sd) O1II
B11 = Ysa — Ysaz = %ayg, )A( — ?a% y (Sd) O II
B, = %al + yg as — yg as = %a (2ye +1) X+ ga (6ye — 1) ¥+ %ci (3e) Mg I
Bz = —ygai + %a2 + ys as = —ay6ﬁ+ ?ay—f— %Ci (36) MgI
B14 = Ys A1 — Yp A2 + %ag = i(l (2y6 — 1) X — 1—‘/2§a (6y6 + 1) S’ + %Ci (36) Mg 1
Bis = Tral +Yyrag + z7as = %a (I77Z7) X — %ga (567 *2y7+27) v+ (Gf) O III
tc(zr+yr+27) 2
Big = zra] + r7as +yras = —%a (yr — z7) X+ %a (2x7 —yr—27) ¥+ (6f) O III
%c (w7 +yr+27) 2
Bir = yray + zyag + x7 as = —%a (7 —y7) X— %a (x7 +yr —227) §+ (61) O III
tc(zr+yr+27) 2
Bis = —Zr7ap —Yyraz — I7ag = %a (w7 —27) X+ \/Tga (x7 —2y7 +27) § — (6f) O II
%c (@7 +yr+27) 2
B19 = —Yyray —Traz — Zrag = —%a (y7 - 27) X — ?a (2337 —Yr — 2’7) y — (6f) O III
tc(zr+yr+27) 2
Bao = —ZT7a; — z7az — yrag = —a(er—yr) X+ %a (x7 +yr —227) ¥ — (6£) O I
%C $7+y7+27) Z
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