Post-perovskite (MgSiOs) Structure:
AB3C_0C20.63_c_ct a-001

This structure originally had the label AB3C_0C20_63_c_cf_a. Calls to that address will be redirected here.
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Prototype MgO3Si

AFLOW prototype label AB3C_0C20.63_c_cf_a-001
ICSD 158959

Pearson symbol 0C20

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow --proto=AB3C_oC20_63_c_cf_a-001
—Tparams=a, b/a7 c/a, Y2,Y3,Y4, 24

Other compounds with this structure

AINHf;3, AINTi3, AINZrz, AsCCrs, AsCV3, CaBrlng, CalrO3, CaPtO3, CaRhOj3, CeYbSes, FeNaF3, GeCV3, GeNVjy, LaYbSs,
LaYbSQ3, LuNdSeg, LLIPI'S(337 MgGeOg, Nalr03, NaMgF3, NaNiFg, NdYbSB3, 1\11()ZI‘37 PCVg, PNCI‘g, Pl\I\/v37 POZI‘3, PbTHg,
PrYbSes, ScUS3

e This structure was determined by a combination of x-ray diffraction measurements and atomistic simulations of MgSiOg
at a pressure of 121 GPa and a temperature of 300 K. This approximates the conditions at the Earth’s core-mantle
boundary.


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/BCSA
https://aflow.org/p/AB3C_oC20_63_c_cf_a-001

e An earlier version of this page (Hicks, 2021) inadvertently switched the positions of the silicon and magnesium atoms,
producing an incorrect structure with the AFLOW label AB3C_0C20_63_a_cf_c. Searches for that structure will redirect
here. We apologize for the error.

e The ground state structure of MgSiOj is lenstatite (S43).

Base-centered Orthorhombic primitive vectors

a133 a2
a; = zaX—3by
as = %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
By = 0 = 0 (4a) Sil
B = 3 a3 = icz (4a) Sil
By = —yaai +y22s + 7 a3 = by § + c2 (4c) Mg I
By = y2a; —yoaz + 5 ag = ~by2 ¥ + 3c2 (4c¢) Mg I
B; = —ysa; +yzas + 1 a = bys§ + tcz (4c) Ol
Be = ysay —ysas + 5 ag = —bys§ + 3c2 (4¢) Ol
Br = —Yysa1 +Yysaz+ 2423 = bys ¥ + cz4 2 (8f) O1II
Bs = yaas —ysas+ (24 + 1) ag = —bysy+c(zat3) 2 (8f) O 1II
By =  —yiaityias—(m—3)a = bys§ —c(za—3) 2 (8f) 011
By = Yaay —ysas — 243 = —bys§ — cz4 2 (8f) O1I
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