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AB4CD_hR42 146 _2b_8b_2b_2b-001
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Prototype LiO4PZn

AFLOW prototype label AB4CD_hR42_146_2b_8b_2b_2b-001
ICSD 83652

Pearson symbol hR42

Space group number 146

Space group symbol R3


https://aflow.org/p/BGS4
https://aflow.org/p/AB4CD_hR42_146_2b_8b_2b_2b-001

AFLOW prototype command aflow --proto=AB4CD_hR42_146_2b_8b_2b_2b-001
~Tparams=a, C/a’7 T1,Y1,21,22,Y2,22,23,Y3, 23, T4, Y4,24,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27,
T8, Y8, 28, L9, Y9, 29, T10, Y105 210, L11, Y11, 211, 12, Y12, 212, L13, Y13, 213, 14, Y14, 214

Other compounds with this structure
LiAlSiO4 (a-eucryptite)

e LiZnPO, has been observed in a variety of structures. We list those which have known crystal structures:

— la-LiZnPOy
— 101-LiZnPOy,, and
— rhombohedral LiZnPOy| (this structure).

e (Bu, 1996) note that this structure is very close to phenakite (Be2SiOy, S13), the main difference being the lack of an
inversion site.

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

Rhombohedral primitive vectors

a; = %af{—?ay—i—%ci
ag = %ay + %CZ
ag = ,%ag, %ay + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; +yjaz + z1as = %a(ml—zl)&—%ga(xl—le +Zl)y+ (3b) Lil
(@1 4y1+21) 2
B, = z1a; + 1 as + vy a3 = f%a(ylle))‘(+§a(2x17y1721)y+ (3b) Lil
%C(xl +y1+21) 2
Bz = y1 a1 + 21 ag + 1 as = —la(z - 1)5{—?(1(331 +y1—22) y+ (3b) Lil
sc(zi+y+21) 2
B4 = To ay +y2a2+22 as = %a("EQ*ZQ) X — \/Tga(:cg *2y2+22) 5’+ (Sb) Lill
%0(552 + Y2+ 22) 2
Bs = zzai +x2a + Y2 a3 = —3a(y2— =) X+ %a(%z—yz—@) y+ (3b) Lill
%0(532 + o+ 22) Z
Be = Y2 a —|—22 ag +2132 as = —%a (1‘2 —yg) i—%a (1‘2 +y2 —222) 5’—"- (3b) Ll II
%C(Iz + Y2+ 22) 2
B, = r3a + yzas + 23 as = %a(xg—z;g))‘(—%ga(xg—2y3+23)y+ (3b) Ol
tc(ws+ys+23) 2
Bsg = z3a; + r3as +ys as = —%a(ys—z?,)i+§a(2$3—y3—23)5’+ (3b) 01
%0(173 +ys +23) 2
By = yzai + zzaz + x3 as = —%a($3—y3)&—§G($3+y3—223)5’+ (3b) 01
s¢(z3+ys+ 23) 2
B = Tqa] +Ygaz + 24as3 = %(l (1‘4 —24) X — ‘/Tga (.134 —2y4+2’4) v+ (3b) oIl
(T4t ys+2) 2
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