High Pressure MngTeOg Double Perovskite Structure:
A3B6C mP20 14 ae_3e b-001
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Prototype Mn3OgTe

AFLOW prototype label A3B6C_mP20_14_ae_3e_b-001
Pearson symbol mP20

Space group number 14

Space group symbol P2 /c

AFLOW prototype command aflow --proto=A3B6C_mP20_14_ae_3e_b-001
—-params=a, b/a7 C/a7 /8, T3,Y3,23, T4, Y4, 24,5, Y5, 25, L6, Y6, 26

e This is a high pressure phase of MnsTeOg, prepared 8 GPa and 1173 K. The data was taken under ambient conditions.
e The normal state of Mn3TeOg is the rhombohedral Mgs;TeOg| structure.

e (Arévalo-Loépez, 2019) give the structure in the P2, /n setting of space group #14. We used AFLOW to transform this to
the standard P2;/c setting. This involves a rearrangement of the primitive vectors and shifted the origin from the Te I
site to the Mn I site.

Simple Monoclinic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Mn I
B, = %a2+%a3 = %ccosﬂf(Jr%ber%csinBZ (2a) Mn I
B = 1ay = lax (2b) Te I
By, = %al—k%ag—&—%ag = %(a—i—ccosﬁ)fc—&—%by—&—%csinﬁi (2b) Te I
B = T3a; +yszas + 23 as = (axs + czzcos B) X+ bys § + cz3sin S Z (4e) Mn II
Bsg = —z3a; + (y3 + %) as — = - (axg +c (23 — %) coS 6) X+ (4e) Mn II
(23— %) a3 b(ys+3) 9 —c(z3—3)sinBz
B, = —r3za; — Yz as — z3as = —(axs+czgcosf) X —bysy — czzsinfBz (4e) Mn II
Bs = asai—(y3—3) ac+(23+3) a3 = (ax3 +c (23 + 3) cos B) % — (4e) Mn II
b(y — %) Sf—l—c(z;),—l—%)sin,@i
By = Tga; + ygas + 24 a3 = (axy + cz4co8B8) X+ bys § + cz48in S 2 (4e) Ol
Bio = —zqar+ (ya+3) a2 — = —(azg+c (24 — 3) cos B) X+ (4e) Ol
(24—%) as b(y4+%)y—c(24—%)sin52
By1 = —r4a) —Ygas — z4 a3 = —(axg+czgcosf) X —bys§ — czasin B2 (4e) (0N
B, = x4a;— (y — %) as+ (24 + %) ag = (aa:4 +c (24 + %) COS,B) x— (4e) Ol
b(y4— %) y+c(Z4+%)sinﬁ2
B13 = Tsal + Ys as + 25 as = (a1'5 + cz5 COSB) )A(+by5y+CZ5 Sinﬂi (46) O1II
By = —zs5a; + (y5 + %) as — = — (axg, +c (25 — %) cos ﬁ) X+ (4e) O1II
(z —%) as b(y5+%)y—c(z5—%)sinﬁ2
Bis = —T5a; — Y5 as — 25 Az = —(axs+czzcosf) X —bys§ —czssin 2z (4e) O1II
Big = z5a;— (y5 — %) as + (2’5 + %) as = (Cll‘5 +c (25 + %) COSﬁ) X — (4@) OlIl
b(y5— %) S’+c(z5+%)sinﬁ2
By = Tgai + yYgas + 26 as = (axe + czgcos B) X+ bys § + czgsin 5z (4e) O III
Bis = —xga; + (yG + %) as — = — (ax6 +ec (26 — %) cos B) X+ (4e) O III
(26 — 3) as b(ys+3) ¥ —c(z—3)sinB2
By = —Tga; — Ygas — 2¢ A3 = —(axg+czgcosf) X —bygy — czsin Bz (4e) O III
B20 = Tegal — (yﬁ — %) as + (2’6 + %) as = (a:lfg +c (2’6 + %) COSﬂ) X — (46) O III

b(y f%) erc(zﬁJr%)sinﬂﬁ
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