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Prototype BagNdO17Tiy

AFLOW prototype label A6B2C17D4_hP58_194_ab2f_e_th2k_2f-001
ICSD 96629

CCDC 1655979

Pearson symbol hP58

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A6B2C17D4_hP58_194_ab2f_e_fh2k_2f-001
--params=a, ¢/a, 23, 24, 25, 26, 27, 28, T9, L105 210, T11, 211

Other compounds with this structure
B36Y2T14017, Ba.6Y2R,h2Ti2017

e (Xiaojun, 2002) refer to this as a “perovskite-related” structure.

e The tables in (Xiaojun, 2002) do not properly label several of the Wyckoff positions in the structure. We inferred the
correct Wyckoff positions from the given coordinates. The resulting distances between atoms agree with those found by
the authors and with the ICSD entry.
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By = —zi0a1+zi0as+ (210 + %) ag = V3azio§ + ¢ (210 + %) Z (12k) O III
Ba = 2T10 a1 + 19 a2 — 210 a3 = %awlo X — ?awlo Yy —cz10Z (12k) O III
Bs = —Z10a1 — 2x10 Az — 210 A3 = —%axlo X — ?amlo y —cz10% (12k) O III
Bys = —Z10a; + T10ag — 210 a3 = V3ax10§ — cz10% (12k) O I
Bu = —2z10a1 —Ti0a2 — (Zlo - %) az = f%azloi + §GI10 y—c (210 — %) Z (12k) O III
Bss = zi0a; +2r10a2 — (210 — %) a3 = %amloi + ?amloy —c (210 - %) Z (12k) O III
B = TipQ] — T1p A — (zm — %) as = —V3Bazy — ¢ (z10 — %) Z (12k) O III
By = T11 a1 + 2711 ag + 211 as = %axnfc—k @amny—i—czni (12k) (ORAY
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Bso = —z11a1—2711a2+ (211 + %) ag = —%amu X — ?axll v+ec (211 + %) Z (12k) o1V
Bs: = 2z11a1+z11as+ (zn + %) a3 = %axn X — ?axn y+ec (211 + %) A (12k) o1V
Bszs = —znai+ena+ (zn+i)a; = V3azi1 § +c (211 + 3) 2 (12k) o1V
Bz = 2x11a1 + 211 a2 — 211 A3 = %amn X — @amu y—cz1Z (12k) (ONAY
Bsys = —x11a1 — 2711 A — 211 A3 = —%axll X — ?amll y —cz11 % (12k) o1V
Bss = —x11a; + 1182 — 211 a3 = \/gaﬂinf’—czni (12k) o
Bse = —2rpia;—xnag— (211 - %) az = *%axn X+ @afcu y—c (2’11 - %) z (12k) OV
Bsy = z11a;+271a0 — (zu — %) a3 = %axu X+ ?axu y—c (211 — %) Z (12k) O1v
Bss = apnai—zpna— (s11—3) a3 = —V3az1§ —c(211—3) 2 (12k) o1V
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