LiNbgO15F Structure:
ABC6D15_0P46_51_f b_2e2i_cef4i2j-001

This structure originally had the label ABC6D15_0P46_51_f_d_2e2i_aef4i2j. Calls to that address will be redirected here.
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Prototype FLiNbgO15

AFLOW prototype label ABC6D15_0P46_51 _f_b_2e2i_cef4i2j-001
ICSD 2910

Pearson symbol oP46

Space group number 51

Space group symbol Pmma

AFLOW prototype command  aflow --proto=ABC6D15_oP46_51_f_b_2e2i_cef4i2j-001

——params=a,b/a,c/a, 235245 R5, 26,27, L8y 28, L9, 29, L10, 210, L11, 11, L12, 212, L13, £13,
L14, 214, T15; 215

e (Lundberg, 1965) suggests that the lithium atoms are either on the (2d) site or are statistically distributed on a (4f) site
with approximate coordinates (0.08,1/2,0.10). For simplicity we place the atoms on the (2d) site.

e The X-ray scattering of an F~ ion is almost identical to that of O~2, and Lundberg was not able to distinguish between
them. She arbitrarily designated the (2f) site she called O4 as the location of the fluorine ion and we follow this, but in
reality we have no idea if the F~ ions are located on this site, are ordered on another site, or are statistically distributed
on the oxygen sites.

e The ICSD entry does not place the lithium atoms.
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Simple Orthorhombic primitive vectors

a; = aX
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1 ay 1oy (2Db) Lil
B, - La, +1a, lagk+Lby (2b) Lil
B; = 1ag ica (2¢) OI
B, = la;+1a; lax+ ez (2¢) Ol
Bs = a1 +z3a3 10X+ cz32 (2e) Nb I
Bg = Sa; — 2343 Saxk —cz32 (2e) Nb I
B; = 1a; + 2443 j0X+cz (2¢) Nb II
Bs = 3a; — 2z a3 3a%k —cz 2 (2e) Nb IT
By = 1a1+ 25a3 10X+ cz5 2 (2e) O1II
Bio = Ja; -z a3 Jax —cz52 (2¢) on
Bix = i1a;+1ar+ 243 1aX+1b9 + ez (2f) FI
Bi2 = 3a; + ay — z a3 $ax+ by —cz2 (2f) FI
Bz = 1a1+ a4 27a3 10X+ 10y + ez i (2f) O 111
By = Sa;+ a; —27a3 Sax+ 1by —car i (2f) O 111
Bis = rgay + zgas axg X + c2g Z (4) Nb III
Bis = —(zs — 3) a1 + 2s a3 —a(zs— 1) X+ czs2 (41) Nb I1I
Bir = —rga; — zgag —axg X — 28 % (4i) Nb III
Big = (zs + %) a1 — zs a3 (zs+ 3) czg % (44) Nb IIT
By = Tgaj + zg as axgX + cz9 Z (4) Nb IV
Bao = —(zg — 3) a1 + 29 a3 —a(zg— 1) X+ czo 2 (4i) Nb IV
B2 = —ZTga; — zgag —argX — 29 Z (4i) Nb IV
Ba = (z9 + %) a; — zg ag a(zg + %) X —cz9Z (4) Nb IV
Bos = T10a1 + 210 a3 ario X + cz10 (4i) O1v
B2y = — (210 - 3) a1 + 21023 —a(x10—5) X +czi02 (41) 01V
Bys = —ZT10@1 — 210 A3 —ar10X — cz10 2 (41) o1V
Bag = (z10+ %) a1 — zi0 a3 a(z0+3) X—czi02 (4) o1V
By = x11 a1 + 211 a3 ar11 X+ cz112 (4i) ov
Bos = — (211 — %) a1 + 211 a3 —a(z1 — §) R+c21 2 (4i) oV
Bay = —zi11a; — 211 a3 —ar11 X — cz11 2 (41) oV
Bz = (z11+ %) a1 —z11 a3 a(rn+3) X—conz (41) oV



B3, = T1p a1 + 212 a3 = ari2 X+ cz12Z (4) O VI
B3z = — (w12 — %) a1 + 21083 = —a(z12— §) R+ c2122 (4i) O VI
Bss = —T128; — Z12a3 = —axri12X — 212 Z (4i) O VI
B3y = (z12+ 3) a1 — z12a3 = a(r12+3) X—cz22 (41) OV
Bss = T13 a1 + 213 as = ax13X +cz13% (4) O VII
Bse = — (213 — 3) a1 + z13 a3 = —a (13— 3) R+ 2132 (41) O Vil
B3 = —T13a; — z13 a3 = —ari13X — cz13Z (4i) O VII
Bss = (z13+ 3) a1 — z13a3 = a(ri13+3) X —cz132 (41) O VIl
B3y = Tiaay + % ar + z14 a3 = aris X + %by +cz14 2 (4) O VIII
By = —(ru—3)ar+iar+zua3 = —a (214 — 3) X+ 309 + 2142 (4)) O ViII
By = —r14a1 + 52y — 21423 = —ar1y X+ 50§ — cz142 (4j) O VIII
By = (z1a+3) a1+ Sax — 21183 = a(z1a+35) X439 —cz142 (4j) O VIII
Bys = Tisa;1 + 3 as + 215 a3 = aris X+ 30§ +czi52 (4j) OIX
By = —(z15—3)ai+gastzsa; = —a (15— 5) X+ 309 +c215 2 (4) O IX
By = —r15a1 + 5 a9 — 215 a3 = —aris X+ 50§ — 2152 (4)) 0 IX
By = (z15+ 3) a1 + 3 a2 — z15 a3 = a5 +3) X+ 30y —cz152 (4)) 01X
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