SroMnTeOg Structure:
AB6C2D mP20.14_a_3e_e_b-001

This structure originally had the label AB6C2D_.mP20_14_a_3e_e_d. Calls to that address will be redirected here.
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https://aflow.org/p/QXEE

https://aflow.org/p/AB6C2D_mP20_14_a_3e_e_b-001

Prototype MnQOgSryTe

AFLOW prototype label AB6C2D_mP20_14_a_3e_e_b-001
ICSD none

Pearson symbol mP20

Space group number 14

Space group symbol P2, /c

AFLOW prototype command  aflow --proto=AB6C2D_mP20_14_a_3e_e_b-001
—Tparams=a, b/a7 C/a7 67 X3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

Other compounds with this structure

BasLalrOg, BagRuOg, BasLulrOg, BasNalrOg, BasYIrOg, CsosRbDyFg, DyaMnNiOg, EusMglrOg, EusMnNiOg, EusZnlrOg,
GdzMgIrOG, GdQMI’lNiOﬁ, GngHII‘O(j, HOQI\/IIﬂ\HOG7 LaQMnCoOG, LaQMnFeOG, LaQMI’lNiO(}, LHQMHNiO(}, 1\1(121\/[gh‘067 NdQMIlNiOG,
NdyZnlrOg, ProMglrOg, ProMnNiOg, PraZnlrOg, SmoMglrOg, SmaMnNiOg, SmoZnlrOg, SroCalrOg, SroCdTeOg, SroErRuOg,
SraInlrOg, SrpLulrOg, SroMglrOg, SroMnReOs g, SroSclrOg, SroTmRuOg, SroYIrOg, SraYbRuOg, Ca(Cay/oNd; /2)2NbOg

e This is the ground state structure of the double perovskite SroMnTeOg. Above 250°C it transforms into the SroNiTeOg
structure. Above 550°C it transforms into the [SraNiWOg structure, and above 675°C it transforms into the |cubic
perovskite F2; structure. (Ortega-San Martin, 2004).

e (Ortega-San Martin, 2004) give the structure in the P2;/n setting of space group #14. We used findsym to transform
this to the standard P2 /c setting, which uses a different set of basis vectors.
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Simple Monoclinic primitive vectors

a2

al
J\a3
ay; = aX
az = by
ag = ccosfBX+csinfz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Mn I
B, = %a2+%a3 = %ccosﬂ:‘ch%ber%csinﬂi (2a) Mn I
B; = 1a = lax (2b) Te I
B4 faj+iay+iag 1(a+ccosfB) X+ by + tesin Bz (2b) Te I
Bs = x3a; + yzaz + z3 a3 = (axs + czzcos B) X+ bys§ + czgsin 5z (4e) OI1I
BG = —X3ai + (y3 —+ %) ag — = — (al‘g +c (23 — %) COS ﬂ) )A( 4+ (46) O I
z3— %) ag b(ys+3) 9 —c(zs—3)sinBz
B, = —x3a; —Yysas — 23 as = —(axs+czgcosf) X —bysy — czzsinfBz (4e) Ol1I
Bs = asai—(y3—3) ac+(23+3)a; = (ax3 +c (23 + 3) cos B) % — (4e) 01
b(ys—3) ¥ +c(e+3)sinfz
By = Tqa)] +Ygaz + z4a3 = (aa:4 + cz4 COS ﬁ) X+ by4 ¥+ czasin 5z (4@) O1II
Bio = —zsa; + (y4 + %) as — = — (ax4 +c (24 — %) cos ﬂ) X+ (4e) O1II
(24— 3) a3 b(ya+3)y—c(za—3)sinBz
By, = —Tia; —Yysas — 2483 = —(axg+czgcosf) X —bys§ — czasin B2 (4e) 01l
Biz = wjai—(ya—3) ax+(za+3)as = (azs+c (24 + 5) cosB) % — (4e) 011
b(y4— %) Sf—l—c(zél—l—%)sinﬁi
B13 = Tsal + Ys as + 25 as = (az5 + cz5 cos ﬂ) X+ by5 5’ + cz5 Sinﬂ Z (46) O III
By = —rsa; + (y5 + %) as — = — (CME5 +c (25 — %) cos ﬁ) X+ (4e) O III
(z —%)33 b(yg,—i—%)y—c(z —%)Sinﬁi
Bis = —I5a; — Ys5as — z5as = —(axs+czscosf) X —bys§ —czssin 2 (4e) O III
Big = z5a;— (y5 — %) as + (2’5 + %) as = (CLJJ5 +c (25 + %) COSﬁ) X — (48) O III
b(y5— %) §'+c(25+%)sinﬁ2
By = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys § + czgsin S Z (4e) Sr1
Bis = —xga; + (yG + %) as — = — (ax6 +ec (26 — %) cos B) X+ (4e) Sr1
26— 3) as b(ys+3) ¥ —c(z—3)sinB2
Big = —ZTga1 — Yo A2 — 26 A3 = —(awg +czecos ) X — by ¥ — czesinf2 (4e) Sr 1
B20 = Te alf(yﬁ — %) a2+(zﬁ+ %) as = (az6+c(26+ %) COSﬂ) X — (46) Srl
b(y(;* %) erc(zﬁJr%)sinﬁi
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