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Prototype LisO4P
AFLOW prototype label A3B4C_oP16_31_ab_2ab_a-002
ICSD 257439
Pearson symbol oP16
Space group number 31
Space group symbol Pmn2q

AFLOW prototype command  aflow --proto=A3B4C_oP16_31_ab_2ab_a-002
-—params=a, b/a, c/a,y1, 21, Y2, 22, Y3, 23, Y4, 24, T5, Y5, 25, T6, Y6, 26

Other compounds with this structure
LiQCOSiO4, LigFeSiO4, LIQMHSIO4

e LisPOy exists in three known phases (Popovié¢, 2003):

— a-LizgPOy, stable from 1170°C to the melting point at 1220°C, has an uncertain crystal structure.
— (-Li3gPOy4 (this structure) is the ground state and is stable up to 500°.

— -LisPO4 (LipCdSiOy4 structure)|is the intermediate phase, and is metastable at room temperature.

Simple Orthorhombic primitive vectors
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a; = axX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1as + 21 ag = by1 ¥ +cz1 z (2a) Lil
B = la-pat(u+i)a = 20X =y yte(aty)z (22) Lil
B; = Y2 g + 29 a3 = bys § +cz0Z (2a) OI
By, = %al—y2a2+(22+%) as = %ai—bygy—i—c(zz—i—%)i (2a) 01
B; = ysas + 23 as = bysy + cz3 2 (2a) OII
Bg = %a17y3a2+(23+%) as = %a}“(fbygy+c(23+%)2 (2a) o1l
B, = Ysas + 24 a3 = bys§ +cz4 Z (2a) PI
Bs = laj-part(uti)ay = 3aX —bya§+c(z+3) 2 (2a) P
By = Tsay + ysas + 25 ag = ars X + bys y + cz5 Z (4b) Lill
B = 7(:1:57%) a; — ysas + = fa(x5f%))‘(fby5y+c(zs+%) Z (4b) Lill
(2 +3) as
Bii = (z5+3) ai—ysas+(z+3) a3 = a(zs+3) X—bysy+c(zs+1)2 (4b) Lill
B2 = —Z5a1 + Y5 az + 25 ag = —axs X +bys ¥ +cz52 (4b) Li Il
Bz = Teay + Ye as + 26 as = axg X+ bys y + cz¢ Z (4b) O III
Bua = — (w6 — 3) a1 —ysaz + = —a(ze—3) X—bys§ +c(z+3) 2 (4Db) O III
(26 + %) a3
Bis = (z6+3) ai—ysas+(z+3) a3 = a(ze+3) X—bysy +c(z+ 1) 2 (4b) O III
Big = —xgaj + ygas + 2 as = —argX+bysy + cz62 (4b) O III
References

[1] N. 1. P. Ayu, E. Kartini, L. D. Prayogi, M. Faisal, and Supardi, Crystal structure analysis of Liz POy powder prepared by wet
chemical reaction and solid-state reaction by using X-ray diffraction (XRD), Ionics 22, 1051-1057 (2016), doi;10.1007/s11581-
016-1643-z.

[2] L. Popovié¢, B. Manoun, D. de Waal, M. K. Nieuwoudt, and J. D. Comins, Raman spectroscopic study of phase transitions in
Lig POy, J. Raman Spectrosc. 34, 77-83 (2003), doi:10.1002/jrs.954.


https://doi.org/10.1007/s11581-016-1643-z
https://doi.org/10.1007/s11581-016-1643-z
https://doi.org/10.1002/jrs.954

