LuMnOs3 Structure:
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Pearson symbol

hP30

Space group number 185

Space group symbol

AFLOW prototype command

Pb6scm

aflow --proto=ABC3_hP30_185_ab_c_ab2c-001
—~params=a, C/av 21,2, 23,24, T5,25,T6, 26, L7, 27

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

Hexagonal primitive vectors

al

a3
a; = %af{ — ?ay
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c Z (2a) Lul
B, = (z1 + %) as = c (21 + %) Z (2a) Lul
B; = Z9 a3 = cz2 Z (2a) 01l
B, = (zz + %) a = c (212 + %) Z (2a) (O
By = %al—i—%ag—i—zgag = %afc—&—%ay—i—cz?,i (4b) Lu II
Bs = Za+layt(z+i)a = lag—Bagte(z+1) 2 (4b) Lu II
B, = %a1+%a2+(23+%) as = %a)“(Jr %ay+c(23+%) Z (4b) Lull
Bsg = %al—i—%ag—l—zgag, = %ai—?ay—i—cz;:,i (4b) Lu II
By = za;+ 2as+ 24a3 = sax+ Lay + cz 2 (4b) oIl
Bio = %a1+%a2+(z4+%) as = %af{—%ay—kc(z‘;—i—%) Z (4b) O1Il
Bii = %a1+2a2+(z4+%) as = sak+Lay+c(u+3)2 (4b) Ol
B, = a1 +1 3 az + 24 a3 = %af( — ?Bay +cz4 Z (4b) O1II
Bis = T5aq + 25 as = %am5 X — ?a% v+ c25Z (6¢) Mn I
B = T5as + z5 as = éax5 X+ fa:z:5 ¥ +czs2 (6¢) Mn I
By = —Tsa] — Tsag + 25 as = —azrs X+ cz52 (6¢) Mn I
Big = —x5a; + (25 + %) as = —%a:cr X+ fcwcg,y +c (z %) 2 (6¢) Mn I
By = —T5ag + (z5 + %) a = —>ax5 X — aa:5y + c( 25 %) Z (6¢) Mn I
Bis = T5aq +I532+(25+%) a = aa:5x+c(25+ ) Z (6¢) Mn I
By = Tgal + zg a3 = %amG X — @a% ¥+ cze2 (6¢) O III
By = Tgas + 2 a3 = éaxg X+ ‘faacﬁ v+ c2Z (6¢) O III
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B24 = xﬁal—l—x@ag—i—(zﬁ—l—%) as = angc—&—c(zs—ké)i O III
1

B2y = —Tga; — Tgag + 2 as = —axg X + 26 Z (6¢)
(6¢)
(6¢)
(6c)
Bos = r7ay + z7as = 5017 X — @a:ﬁ y+czr (6¢) (ONAY
(6c)
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(6c)

By = —Tgai + (zG + %) as = —%a%i + @G%}A’ +c (26
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Bos = —Xgag + (26 + 5) as = —5ar6X — 5Pargy +c (26
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Bog = T7as + z7as = %ax7 X+ @am y+czr 6¢ o1V
By = —xr7a; — Tr7as + z7as = —ar7 X+ 27 Z 6¢ o1V
Bos = —r7a; + (z7 + %) as = —%cwwfc + ?aawjf +c (Z7 + %) Z 6c (ONLY
Boy = —x7ag + (27 + %) as = f%a:wf( - @am}“f' +c (27 + %) Z 6¢c (ONAY

o1V

B3g = ac7a1+x7a2+(z7+%) as = ax7§(+c(27+%)2
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