LuMnOs3 Structure:
ABC3_hP30_185_ab_c_ab2c-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/YGS5

https://aflow.org/p/ABC3_hP30_185_ab_c_ab2c-001

_ C
bl LA 3 XA )
[ IX I XX
[ NI A

Prototype LuMnOg

AFLOW prototype label ABC3_hP30_.185_ab_c_ab2c-001
ICSD 54767

Pearson symbol hP30

Space group number 185

Space group symbol P63cm

AFLOW prototype command aflow --proto=ABC3_hP30_185_ab_c_ab2c-001
—~params=a, C/a, 21,22, 23,24, X5, 25, L6, 26, L7, 2T

Other compounds with this structure
DyMnO3, EuMnOg, LuFeO3, GdAMnOg3, HoMnOg3, InMnQOg3, TmFeO3, YMnOs3

Hexagonal primitive vectors
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a; = %afc — éay
as = %af( + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as cz1 Z (2a) Lul
B, = (z1 + %) as c (zl + %) Z (2a) Lul
B; = Z9 a3 cz2 Z (2a) Ol
B, = (22 + %) as c (212 + %) Z (2a) Ol
By = %31—1-%32—1-2333 %afc—&—fgay—i—cz;)j (4b) Lu II
Bs = Zai+lagt (2 +1)as lag—Bagte(z+1)a (4b) Lu II
B, = %a1+%a2+(23+%) as %aich %aerc(z;g,Jr%) Z (4b) Lull
Bsg = %al—l—%ag—l—zga;; %ai—?ay—i—cz;;i (4b) Lu II
By = za;+ 2as+ 24a3 sax+ Lay + cz 2 (4b) oIl
Bio = 2ai+iar+ (24t 1) a %ai—%a}‘w—c(zéﬁ—%) 7 (4b) 01l
Bii = tai+2ay+ (244 3) ag sak+Lay+c(u+3)2 (4b) Ol
B, = %al—l—%ag—l—mag %ai—%ay—i—cai (4b) O1II
Bis = T5aq + 25 as %ax5 X — ?a% V+cz5Z (6¢) Mn I
Bis = Tsas + 25 as %aa% X+ §a$5 ¥ +cz52 (6¢) Mn I
By = —Tsa] — Ty as + 25 as —axs X+ cz52 (6¢) Mn I
Big = —x5a; + (25 + %) as —%aacg)x + @awsy +ec (25 + %) 2 (6¢) Mn I
By = —T5ag + (z5 + %) as —%awg,fc — @a%y +ec (z5 + %) Z (6¢) Mn I
Bis = Tsa; + x5 ag + (Z5+ %) as aa:5>“<+c(25+ %) Z (6¢) Mn I
By = Tgaj + zg as %axﬁ X — ?a% ¥+ cze2 (6¢) O III
By = ZTg a9 + 26 a3 %axg X+ ?awa v+ c26Z (6¢) O III
By, = —Tga] — T Ay + 26 A3 —axgX + c262 (6¢) O III
By, = —zgar + (26 + 3) a3 —Lazgk + ?ax(;y +c(26+1) 2 (6¢) O III
By = —zgas+ (26 + 3) a3 —tazgk — @a%y +c(2+ 1) 2 (6¢) O III
By = Tga + Tgag + (zg + %) as argX +c (ZG + %) Z (6¢) O III
Bos = xr7a; + z7as saxr X — @aaw § 4 czr 2 (6c) o1V
Bog = T7ag + z7as %a:zw X+ @am ¥ +czr 2 (6¢) (ONAY
By = —T7a; — T7ag + z7as —axr7X + czr Z (6¢) o1V
Bos = —x7a; + (z7 + %) as —%axﬂ?c + @axvy +ec (Z7 + %) Z (6¢) o1V
By = —zrag+ (27 + 1) ag —lawrk — Lavrg+c(o+1) 2 (6¢) 01V
Bso = zra; +z7as+ (27 + 1) a3 avrX+c (27 +3) 2 (6¢) 01V
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