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Prototype LizMnNy

AFLOW prototype label A7BC4_cP96_218_bcefi_ad_ei-001
ICSD 154076

Pearson symbol cP96

Space group number 218

Space group symbol P43n

AFLOW prototype command aflow --proto=A7BC4_cP96_218_bcefi_ad_ei-001
~Tparams=a, T's, T, L7, T8, Y8, 28, L9, Y9, 29

Other compounds with this structure
LizPNy, Liz VN4

Simple Cubic primitive vectors
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a; = ax

az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 = 0 (2a) Mn I
B, = laj+ilay+1lag = lax+Ltay+ a2 (2a) Mn I
B; = las+1a; = lay+iaz (6b) Lil
B - Lot - Jax + bas CONE
Bs = jai+ga = J0%+ 30y (6b) Lil
Bg = 1as = 1ay (6b) Lil
B, = 1a = lax (6b) Lil
Bs = 1 ag = 302 (6b) Lil
By = l1a,+1la, = ilax+ iay (6¢) LiII
Bio = 3a;+1ay = 3%+ Lay (6¢) Lill
B = 1as+ 1ag = 109+ iaz (6¢) Li II
Bix = %ag + %33 = %ay + %ai (6¢) Lill
Bis = la;+1lag = lax+ taz (6c) Li IT
Bis = l1a;+3a; = lax+ 3az (6¢) LiII
Bis = 1a1+ 1a; = 10X+ taz (6d) Mn II
Big = 3a;+ 3 ag = 3a%+ taz (6d) Mn IT
Bir = la,+1la, = lax+ tay (6d) Mn II
Bis = la;+3a = lax+ 3ay (6d) Mn II
By = 1as+ 1aj = lay+ taz (6d) Mn II
Bao = %az + 233 = %ay + %ai (6d) Mn II
By, = Tsa; + T5as + T5as = ars X+ axrsy + axs 2 (8e) Li III
B2 = —Irsa; — x5as + Tsag = —arsX —axs ¥ + axs z (8e) Li III
B2z = —r5a; + x5a3 — Ty ag = —ax5 X+ axsy — axs Z (8e) Li III
Boy = Tsa; — Tsay — Ty as = arsX — arsy — axs Z (8e) Li III
B = (mtdat(med)mt = almd)tealned)yralmez (0 LI

(w5 +3) a3
Bg = —(es—3)a—(m-3)a+ = —a(rs—3) X—a(es—3) y+ (8e) Li 1l

(zs-+ 1) = (s 1) 2
Byr = (%—I—%) al—(x5—%) as — = a(%—&—%)i—a(%—%)y—a(%—%)z (8e) Li III
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