Hollandite (BaMnyOy4) Structure:
AB4C8 m(C26.12 a 2i 4i-001
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AFLOW prototype command aflow --proto=AB4C8_mC26_12_a_2i_4i-001

——params=a,b/a,c/a,ﬂ,mg,zz,xg, 23,X4,24,T5,25,L6, 26, L7, 27

e (Miura, 1986) gives the structure in the 12/m setting of space group #12. We used FINDSYM to change this to the

standard C2/c setting.
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = Toay + Toag + 20 a3 = (axq + czacos f) X+ czosin Sz (41) Mn I
B; = —Toa] — To Ay — 29 A3 = —(azg 4 czocos B) X — czosin S 2 (4) Mn I
B, = r3a] + r3as + z3as = (axs 4 czzcos B) X + czgsin f 2 (4i) Mn II
B; = —T3a; — T3ay — 2343 = — (axz3 + czzcos B) X — czzsin Bz (4i) Mn II
Bg = Tga1 + 2409 + 2423 = (axq + czqcosf) X+ czysinfz (41) Ol1
B, = —Tga] — TgAg — 24 A3 = —(azy 4+ cz4co8B) X — cz48in S 2 (4i) Ol
Bg = Tsay + Tsas + 25 as = (axs 4 cz5cos B) X+ czssin f 2 (4i) OlII
By = —Zsa] — Ty as — 25 as = — (axs + cz5cos B) X — cz5sin B2 (4i) OlII
By = Tga + Tgag + 26 a3 = (axg + czgcos B) X + czgsin S 2 (41) O III
B = —Tga| — Tg Ay — 26 A3 = — (axg + czgcos B) X — czgsin S 2 (4) O III
B, = T7ap +x7as + z7as = (ax7 4 czrcos B) X+ czrsin f 2 (4i) o1V
Bis = —x7a] — T7ay — 27 as = — (ax7 4+ czrcos B) X — czrsin B2 (4i) o1V
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