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Prototype LiO4PZn

AFLOW prototype label AB4CD_oP28_33_a_4a_a_a-001
ICSD 79537

Pearson symbol oP28

Space group number 33

Space group symbol Pna2,

AFLOW prototype command aflow —--proto=AB4CD_oP28_33_a_4a_a_a-001
—Tparams=a, b/a7 c/a, Z1,Y1,%21,%2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26, L7,
Y7, 27

Other compounds with this structure
LiCOPO4, LINIPO4

e LiZnPO4 has been observed in a variety of structures. We list those which have know crystal structures:

— «-LiZnPOy
— 01-LiZnPOy, (this structure) and
— rhombohedral LiZnPOy4.

o (Jensen, 1995) find that the lithium site is 8
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Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 ag = ar1 X +by y + cz1 Z (4a) Lil
B, —x1a; —yyas + (zl + %) as = —ar1X—-bypy+ec (21 + %) Z (4a) Lil
B; = (acl—l—%) al—(yl—%) ast+ziag = a(ml—&—%) i—b(yl—%) V+enz (4a) Lil
By = —-(m-Ya+pm+i)a+t = —a(@—3)x+b(pn+3)I+c(a+3)2 (4a) Lil
(214 3) as
By = Toay + Yo ag + 20 a3 = aro X+ bys y + c20 Z (4a) Ol
Bg = —Zgoa; — ypas + (zz—i-%) as = —a:cgfc—bygy—f—c(zQ—i—%) Z (4a) Ol
By = (z2+3)ai—(y2— 1) axtzma; = a(za+3) X—b(yo— 1) y+cni (4a) 01l
By = —(m-Batmrhaur = alm-)ropi) i) G ol
(22 +3) as
By = T3a; + yzas + 23 a3 = ax3X +bysy + cz3 z (4a) OlII
Bio = —w3a; —Ysaz + (23 + 3) as = —arsX —bysy +c(z+3) 2 (4a) on
Bi1 = (373—‘1-%) al—(y —%) as+zz3ag = a<$3—‘r%) &—b(yg—%) v +c23Z (4a) oIl
B2 = —(ms—-Ha+(p+ti)at+ = —a(zs—3) X+b(ys+3) I+c(s+3)2 (4a) O 11
(23+3) a3
Bz = Tga) + ygas + 24 a3 = axs X +bysy + cz4 (4a) O III
By = —zjai—ysac+ (mu+3)a; = —aza X —bya§ +c(za+3) 2 (4a) O I
B = (m—l—%) al—(y —%) ast+zgaz = a(m—&—%) &—b(y —%) V+eczz (4a) O III
Bie = —(mu—3a+(m+i)a+ = —a(@i—3)f+b(mu+i)9+c(aa+3)z  (4a) O III
(21 +3) as
By = Tsaj + ysas + 25 as = axs X+ bys ¥ + cz5 (4a) (ONAY
Bis = —z5a; —ysazs + (25 + 1) a3 = —azs X —bys § +c (25 +3) 2 (4a) OV
By = (x5—|—%) al—(y5—%) as+zsag = a(%—&—%) i—b(y5—%) ¥V +cz52 (4a) o1V
Bao = —(z5—3)ai+(ys+3)a+ = —a(zs—3)%+b(ys+3)9+c(z+3)2 (4a) 01V
(z5+ %) a3
By, = Tgai + yYgas + 2¢ as = axeX + byg ¥ + c26 Z (4a) PI
B, —Tga; — Ygas + (26 + %) as = —argX —bysy + ¢ (zg + %) Z (4a) PI
Bos = (a:6—|—%) al—(y —%) art+zgag = a(x6+%)§<—b(y —%)y—l—czﬁi (4a) PI
Bas = —(z6—3)ai+(we+3)a+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (4a) PI
(26 + 3) as
By = Tray + yras + z7as = axr7 X + by ¥ + cz7 (4a) Zn 1
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