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AFLOW prototype label
Mineral name

ICSD

Pearson symbol

Space group number

Space group symbol
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AB2_hR27.146_3a2b_6b-001
carlinite
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AFLOW prototype command

aflow --proto=AB2_hR27_146_3a2b_6b-001

__Para-ms=a7c/a7$1a X2, X3,T4,Y4,24,T5,Y5,25,T6,Y6, 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29,

210, Y105, 2105 T11, Y11, #11

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

Rhombohedral primitive vectors

ap = %ak—%ay—l—%ci
as = %ay + %CZ
ag = f%afcf%ayqtéci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1ay +xas = cx1 % (1la) S1I
B, = To Ay + T ag + T as = CToZ (1a) SII
B3 = r3al +Tzag + r3as = 61‘32 (la) S III
B, = Tgar +Ysaz + 2423 = fa(zy—24) X— %ga($4*2y4+24) v+ (3b) SV
sc(@a+ys+24) 2
Bs = zZga; + 248 + Y4 a3 = —5a(ys—24) X+ %a (224 —ys — 24) Y+ (3b) S IV
%6(374 +ys+24) Z
Bs = Yaar +z4az + T4a3 = *%a (T2 —ya) X— ?a (T4 +ya —224) T+ (3b) S IV
sc(Ta+ys+24) 2
By = ZTsai + yYsaz + 25 ag = %a(xg,—z;))&—%ga(x5—2y5+zs)y+ (3b) SV
sc(ms 4+ ys +25) 2
Bs = zsa; + rsaz +ysas = —%a(yr)—zs)fi+§a(2$5—y5—z5)§’+ (3b) SV
%0(15 +ys + 25) 2
By = Ysar + z5 ag + x5 ag = —%a(xg,—yg,)%—ga(x5+y5—2z5)y+ (3b) SV
sc(ms+ys + 25) 2
By = Tea + Yg a2 + 2 as = %a (g — 26) X — \/?ga (v6 —2ys + 26) ¥ + (3b) T11
%C(Iﬁ + Yo + 26) 2
Bix = z¢ a1 + e az + Yo a3 = —3a(ys — z) X+ %a@% — Y6 —26) ¥+ (3b) T11
tc(w6+ yo + 26) 2
B, = Yo a1 + 26 A2 + T as = —%CL (6 — Ys) )’\(—%CL (x6 +ys — 226) T+ (3b) T11
%C(xﬁ + Y6 + 26) Z
Bz = z7ay +yras + 27 ag = la(wr—2) % — La(wr—2yr +2) §+ (3b) TIII
sc(zr+yr+27) 2
By = zZray + Trag + yras = —%a (y7 - 27) X+ %a (2$7 — Y7 — 2:7) v+ (3b) T1 11
sc(@r+yr+27) 2
Bis = yrai + zraz + 7 ag = —ta(zr—yr) X— %a (w7 +y7 —227) §+ (3b) T
sc(zr+yr+27) 2
Bis = rsa; +ysaz + zsas =  ga(rs—2s) X— \/Tga (8 —2ys +28) ¥ + (3b) T1III
sc(ws 4 ys + 23) 2



B17 = zgay +xgaz + Yg a3z = 7%& (yg — ZS) X+ ‘[a (2568 —Ys — Zg) y + (Sb) T1 III
zc(ws + ys +238) 2

—

Bis = yYs aj + 2g as + rgas = —%a (zs —ys) % V3 30 (zs +ys — 228) T+ (3b) TI 111
3¢ (zg + ys + 2g) Z

Bis = Tgaj + yg as + 29 as = la(zg—2) X — \éga( Tg—2Yyo+29) ¥+ (3b) TIIV
%0(179 + Yo + 29) Z

By = zgaj + Tgas + yg as = —%a (yo — 2z9) X+ %a (229 —yo — 29) ¥ + (3b) T1 IV
3¢(zo+yo + 20) 2

By, = Yo a1 + 29 ag + Tg as = —%a (xg —yo) X — \éga (o +yo — 229) §+ (3b) T1 IV
%C( o+ Yo+ 29) 2

Bax = T10a1 + Y10 A2 + 210 A3 = %a (z10 — 210) X — (3b) TV

%a (710 — 2910 + 210) ¥ +

%C( T10 + Y10 + 210) Z

B2z = z10a1 + T10 a2 + Y10 A3 = —2a(yi0 — z10) X+ (3b) TV

¥2a (2210 — Y10 — 210) ¥ +
3¢ (w10 + Y10 + 210) 2

3
)

B2y = Y10@1 + 210 @2 + T10 A3 = —3a(x10 — y10) X — (3b) TV

(10 + Y10 — 2210) § +
¢ (z10 + Y10 + #10)
1

Bas = r11a; +yi1az + 211 a3 = sa(xin —2z11) X — (3b) T1 VI

5
N> ey

a
1
3

2
%a(fu —2y11 +211) ¥+
sc(zin 4y +211) 2
B2 = z11a1 + 11 a2 + Y11 a3 = —3a(yin — 211) X+ (3b) T1 VI
?a(%fn —y11—211) ¥+
%C(fll +y11 +211) 2
Ba7r = y11a1 + 211 a2 + 11 a3 = —3a(v11 —ynn) X — (3b) T1 VI
%a@?n +y11 — 2211) ¥+
%C (11 +y11 + 211) 2
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