Carlinite (T1,S) Structure:
AB2 hR27 146 3a2b _6b-001
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Prototype
AFLOW prototype label

ST,
AB2_hR27.146_3a2b_6b-001

Mineral name carlinite
ICSD 59735
CCDC 1623535
Pearson symbol hR27
Space group number 146
Space group symbol R3

AFLOW prototype command

aflow --proto=AB2_hR27_146_3a2b_6b-001

——params=a,c/a,x1, X2,X3,T4,Y4,24,T5,Ys5,25,L6,Y6,26,L7, Y7, 27, L8, Y8, 28, L9, Y9, 29,

210, Y10, 2105 L11, Y11, 211

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

Rhombohedral primitive vectors

%
a; = %ai—%ay—i—%ci
az = %ay %ci
ag = —%a&—%ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ri1a1 +xiay +x1as = cr1Z (13) S1I
B2 = To A + Toag + o as = CI9o Z (la) S1II
B; = r3a; + r3as + r3as = cx3Z (1la) S III
By, = Tgay +ysag + 24 ag =  a(xy—24) X — ‘/Tga(x4—2y4+24) v+ (3b) SIV
sc(atys+21) 2
B5 = Z4 a1 +:1:4a2—|—y4 as = —§a (y4 —24) )A(+ ?a (2564 — Ya —2’4) y+ (Sb) S IV
%C(IM +ya + 24) 2
Be = yaay + z4az + x4 a3 = —%a(x4—y4)*_§G($4+y4—22’4)5’+ (3b) S 1V
sc(gtys+21) 2
By = Tsa + ysas + 25 as = %a(m5—25)k—%ga(x5—2y5+z5)§/+ (3b) SV
%C(Is +ys + 25) 2
Bs = Zsar +T5a2 + Y5 az = —%a(ys—ZS)i‘*‘%a@%—%—zs)3’+ (3b) SV
%C(% +ys +25) Z
By = Ys a1 + 25 a2 + Tsas = —%a(az5—y5)i—%a(az5+y5—2z;))y+ (3b) SV
%0(175 +ys + 25) Z
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