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Prototype LissSis

| AFLOW prototype label A22B5_cF432_196_abcd6efgdh_2efg-001
ICSD 24596

CCDC

Pearson symbol cF432

Space group number 196

Space group symbol F23

AFLOW prototype command  aflow --proto=A22B5_cF432_196_abcd6efgdh_2efg-001
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Other compounds with this structure
L122G65, LiQQPb5, Li228n5, Li22T15

e The ICSD and other authorities use LissPbs as the prototype for this structure, but (Goward, 2001) suggests that the
true structure of that compound is [Li;7Pbs, changing the space group from F32 #196 to F'43m LissSis as the prototype.

e This is one of the few crystal structures where all of the Wyckoff positions in its space group are occupied.

Face-centered Cubic primitive vectors

a; = %a v+ %a Z
az = iaX+iaz
ag = saX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Lil
B, = %314‘%32—’-%33 = %ai—l—%ay—i—%ai (4b) LiII
Bs = Jar+ia+tag = 0%+ tay + az (4c) Li I
B, = Sa;+32ay+ 2as = S3ak+3ay+3az (4d) Li IV
Bs = T5a; + T5as + T5as = arsX +axrsy + axrs (16e) LiVv
Bg = Tsa; + Ts5as — 3T5 ag = —axrsX —arsy + axs Z (16e) LiVv
B, = Tsa; — 3Ts as + Ts ag = —axsX+arsy —axsz (16e) Liv
Bg = —3xsa; + x5as + x5 as = axsX —arsy — axsz (16e) Liv
By = Tga + Tgas + Tgas = argX + argy + axg z (16e) Li VI
Big = Tgai + Tegas — 3Tg as = —axgX —argy + axg Z (16e) Li VI
Bi1 = Tga] — 3Tg Az + Tg as = —axgX +argy —axgZ (16e) Li VI
B, = —3xga; + xgas + Tgas = axegX —argy — axe (16e) Li VI
Bz = T7a; +x7ay + x7as = ax7X+arr?y + axr (16e) Li VII
B4y = T7a] +x7as — 3wy as = —azx7 X —ax7y + axr Z (16e) Li VII
By = T7a; — 3x7as + r7as = —ar7X+ar7y —axrz (16e) Li VII
Big = —3x7a; +x7as + x7as = ax7X —axr7y —axr (16e) Li VII
By = Tga; + rgas + xrg as = argX +argy + axrg z (16e) Li VIII
Bigs = Tgaj + rgas — 3rgas = —argX —axgy + argz (16e) Li VIII
By = rga; — 3rgas + rgas = —arg X +arsy — axsgz (16e) Li VIII
By = —3xga; + xgas + rgas = axgX —argy — axrgz (16e) Li VIII
By = Tga; + Tgas + xg as = axg X+ argy + axrg (16e) Li IX
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