LiFegGeg Structure:
A6B6C_hP39_191_i0_ehjk_ad-001
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Prototype FegGegLi

AFLOW prototype label A6B6C_hP39_191_io_ehjk_ad-001
ICSD 41384

CCDC 1611167

Pearson symbol hP39

Space group number 191

Space group symbol P6/mmm
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AFLOW prototype command aflow --proto=A6B6C_hP39_191_io_ehjk_ad-001
--params=a, ¢/a, 23, 24, 25, T6, T7, T8, 28

Other compounds with this structure
LiNiGGe6, LINIGSIG

e All of the LiFe,Ge, structures are Kagome compounds with the iron, germanium, and lithium/germanium layers all
having trihexagonal tiling|

Hexagonal primitive vectors

a2

AL a3
a3 = %afc - ?ay
az = %afc + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (1a) Lil
By = la+2a,+ Jag = lag+Lay+ Lez (2d) LiII
B; = 2a;+Lay+ Lag = sa% = Fay + zcz (2d) Lill
By, = z3 a3 = cz3 % (2e) Gel
Bs = —2z3 a3 = —C23% (2e) Gel
Bg = %a1+%a2+z4a3 = %ai—&—?ay—f—cz;;z (4h) Ge II
Br = jai+zart+uag = %af{—%ay—f—cai (4h) Ge Il
Bs = 2a;+1ay — 223 = %aﬁ_%ay_“‘lz (4b) Ge Il
By = laj+2a,—za = lag+Bay —cz2 (4h) Ge II
By = 1a; + 25a3 = 1a%k — ?ay—i—czgz (61) Fe I
B, = fas+ 25a3 = Ta%k+ ?ay—i—c%z (61) Fe I
B, = la;+1a)+ 2543 = 3aR+cz52 (61) Fe I
Bis = 1a, — 2543 = Ta%x+ %ayfc%i (61) Fe I
By = fa; —z5a3 = 1ax—BEay —cz 2 (61) Fe I
Bis = sa;+ 3a; —25a3 = 3aR —cz5 2 (61) Fel
Bis = T ay = fazeX — Laxgy (6)) Ge III
Byi; — T a9 = laze %+ Larey (6)) Ge III
Big = —Zga) — T ag = —arg X (6)) Ge III
By = —Tga = —sazg X + @axg v (63) Ge ITI
B2 = —Z6 Az = —jaxg X — @ax(; y (6)) Ge III
By = Teai + Tgas = argX (6) Ge III
By = Tra; + % as = %amﬁfc — @aawy + %ci (6k) Ge IV
By = r7as + & ag = fawr X + ?aawy—i— sc2 (6k) Ge IV
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Boy = —r7a; — Trag + % as —ax7 X+ %ci (6k) Ge IV
Bos = —z7a; + %ag —%axw‘c—i— @amy—l— %02 (6k) Ge IV
Bog = —x7as + %ag —%amﬂ?— ?aaﬁy—l— %ci (6k) Ge IV
By = T7a] + x7as + % as = ar; X + %ci (6k) Ge IV
Bos = rga; + 2xgas + 2z as = %axsfc+ @azserczSZ (120) Fe II
By = —2rga; — xrgas + 2z as = —%a:rg>”<+ @axgy—i—czggi (120) Fe 1I
B3y = Tga; — Tgas + 2gas —V3Baxs § + czs 2 (120) Fe II
Bs;, = —xga; — 2xgas + 2g ag = —%aa:g X — ?axg V+cni (120) Fe II
B3, = 2xg a1 + wrgas + 25 as = %a:rsfc - @azserczSi (120) Fe II
Bss = —rga; + xrgas + zgas = V3axg § + czg 2 (120) Fe 11
B3y, = 2rga; + Tgas — zg as = %awg X — ?axg ¥ —czg2 (120) Fe I1
Bss = —rga; — 2xgas — 2g as = —%axg X — ?axs Y —c22 (120) Fe II
B3 = —xga) + xgas — 23 as = V3axg§ — czg 2 (120) Fe II
Bs; = —2xrga] — Tgay — 23 A3 = —%amg X+ ?axg ¥ —czZ (120) Fe 11
B3z = Tga; + 2xgas — 2g as = %axg X+ ?axg V—czg2 (120) Fe II
By = Tga; — Tgag — 23 a3 = —V/3axrgy — czg % (120) Fe 11
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