SroNiTeOg Structure:
AB6C2D_mC40_12_ac_gh4i_j_bd-001

This structure originally had the label AB6C2D_mC40_12_ad_gh4i_j bc. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype NiOgSryTe

AFLOW prototype label AB6C2D_mC40-12_ac_gh4i_j_bd-001
ICSD 91792

Pearson symbol mC40

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=AB6C2D_mC40_12_ac_gh4i_j_bd-001
—Tparams=a, b/CL, c/a, 67 Ys5,Y6, L7, 27, T8, 28, L9, 29, L10, 10y L11, Y11, 11

Other compounds with this structure
SrgNiTeOG7 CSQRbDyG

e At high temperatures SroNiTeOg transforms into the [cubic perovskite £2; structure.
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Base-centered Monoclinic primitive vectors

a; = saX — by
a; = lax+iby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Ni
B, = fa;+ 1 a = fax (2b) Te I
B; = 1a; = lccosBR+ fesinfBz (2¢) Nill
B, = laj+iay+1iag = 1(a+ccosB) X+ Scsin B2 (2d) Te 11
Bs = —ys a1 + s a = bys ¥ (4g) Ol
Be = Ysai — Y5 az = —bys ¥y (4g) (O
By = —ygai + ygas + %33 = %ccosﬁi—l—byﬁy—l— %csinﬂi (4h) oIl
Bs = ygal—ygag—i—%ag = %ccosﬁi—byﬁy—i—%csinﬁi (4h) OII
By = T7ay +x7ag + zras = (ax7 + czrcos f) X+ czrsin Sz (41) O III
By = —T7a; — Tras — z7as = —(ax7 4+ czrcos ) X — czrsin f 2 (41) O III
B.1 = Tga] + rgas + zg as = (axg + czgcos B) X + czgsin f 2 (4i) (ONAY
By = —xga] — Tg Ay — 25 A3 = — (axg + czgcos B) X — czgsin B2 (4i) o1V
Bz = Tgay + Tgag + 29 as = (axg + czgcos ) X + czosin S (41) ov
By = —Tga; — Tgay — 29 as = — (axg 4 czg cos ) X — czgsin S 2 (4i) oV
By = T1pa1 + T1g Az + 210 A3 = (azx19 + cz10cos B) X + cziposin Bz (4i) O VI
Big = —Zjpa1 — T10a2 — 210 A3 = — (@10 + cz10 cos B) X — cz198in B2 (41) O VI
By — (z11 — y11) a1 + = (amy; +czi1cosB) X+ by ¥ + cziysin B2 (83) Srl
(r11 +y11) a2 + 211 a3
Bis = —(z11 +yn) a1 — = —(az11 +czr1cos B) X+ by § — (83) Sr 1
(x11 —y11) a2 — 211 a3 cz118in Bz
Big = — (211 —y11) a1 — = —(ax11 +cz11c088) X —by;1 y — (8j) Srl
(x11 + y11) a2 — 211 a3 cz118in Bz
By = (11 +y11) a1 + = (az11 +czi1co8B) X — by ¥ +czi1sin Bz (8j) Srl

(11 — y11) Az + 211 a3
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