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AB4C hP72 184 d 4d d-001
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ICSD 91671
CCDC 1651197
Pearson symbol hP72
Space group number 184
Space group symbol Pé6ec

AFLOW prototype command

aflow --proto=AB4C_hP72_184_d_4d_d-001

——para.ms=a,c/a,x1, Y1,21,%2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

e The aluminum and phosphorous atoms can be disordered, leading to what we call the (Al,P)O4-5 structure.

This is one of the large-pore AIPOy structures. It is stable up to 34.4GPa (Lv, 2012).

The AIPO4-5 matrix can contain a wide variety of molecules, leading to structures such as (AIPO4)s-NCg.

e Space group P6cc #186 is polar, allowing an arbitary origin of the z-axis. Here we set z; = 0 for the Al (12d) site.

Hexagonal primitive vectors

a3 = %a}“{ - @ay
as = %afi + §a§f
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1ay +y1az + 21 a3 la(er+u1) X~ La(rr—y) §+ea s (12d) All
B, = —y1a; + (r1 —y1) a2 + 21 a3 %a (x1—2y1) X+ fa;cly—l-czlz (12d) All
Bs = —(z1—wy)a —may+zas —3a(2x1 —y1) Xfiaylerczlz (12d) All
B, = —z1a; — Yy as + 21 as %a(wl +y1) X+ ‘f a(xy—y1)y+eanz (12d) All
Bs = y1a; — (21 —y1) a2 + 21 a3 % (—x14+2y1) X — @axly—&—czlz (12d) All
Bg = —y1) a1 + 1 a2 + 21 ag %a 2z — 1) X+ fayly—l—czlz (12d) All
B, = —yra; — 1 as + (zl—i-%) as —%a(ml +y1) X— ﬁa(xl —y1) ¥+ (12d) All
cl(z 21 Z
1+ 2) Z
Bs = —(z1—y1) a tyrax + % (— $1+2y1)x+‘fax1y+c(zl+ ) (12d) All
(214 3) a3
By = ziai+(z1—y1) a2+(zl+%) as %a(Q:cl —y1) X— gaylerc(zl +%) Z (12d) All
Bio = ylal—i—xlag—l—(zl—i—%) a %a(;vl—i—yl))‘(—l— V3 (xl—yl) v+ (12d) All
¢(=1+ 1) 2
Bix = (z1—wy)ai—yiax+(z1+3) as $a(xy —2y) X — Laajly +c(z+3) 2 (12d) AlT
Bix = —zrra; — (1 —y1) a2 + f% (2z1 — 1) X+ ‘[ayl y+ec (zl + ) (12d) All
(1+3)a
Bis = T2a; +Y2az + 22 a3 3a(z2 4 y2) X — ?a(fﬂz —Y2) ¥+ czo 2 (12d) 01
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