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Prototype MgoO4Si

AFLOW prototype label A2B4C_oP28_62_ac_2cd_c-001
Strukturbericht designation S1s

Mineral name forsterite

ICSD 64744

CCDC 1626923

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B4C_oP28_62_ac_2cd_c-001
—Tparams=a, b/a7 C/aa X2, 22,X3,23,T4,24,T5,25,L6,Y6, 26

Other compounds with this structure
A12B604, FGQSiO4 (fayalite), FGQSiS4, MggGeO4, MgQGeS4, MggGeS4, MHQGGS4, TmQZnS4
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This structure is the magnesium end-point of olivine, (Mg,Fe)2SiOy.

We use the structural data taken by (Hazen, 1976) at 23°C.

For olivine structures where the (2a) and (2c) sites have different species, see the monticellite structure page.

(Hazen, 1976) reports the structure in the Pbnm setting of space group #62. We have transformed this into the standard
Pnma setting.

Simple Orthorhombic primitive vectors

22
a; = axXx
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Mg I
B, = fa;+ 3 ag = faX+ ici (4a) Mg I
B; = 1a, = iy (4a) Mg 1
B, = %al—f—%az—}—%ag = %a&—i—%by—i—%ci (4a) Mg I
By = Toay + iag—l—zgag = asr:gfc—i—%by—i—czQi (4c) Mg II
Bg = —(z2—3)ar+3a+ = —a(za— ) x+3b9+c(2+3) 2 (4c) Mg II
(22 +3) as
B, = —z9a; + % ar — zp a3 = —azre X + %by — 292 (4c) Mg II
Bsg = ((E2+%) a1+iaz—(22—%) ag = a(xg—l—%))‘(—i—%by—c(zg—%)i (4c) Mg II
By = r3a1 + 5 as + 23a3 = arzX+ 1by +c232 (4c) 01
Bio = —(ch—%) al+%ag+ = —a(xg—%)f(—kgby—kc(z?,—l—%)i (4¢) Ol
(z3+3) a3
B.1 = —z3a; + %32 — 23 a3 = —azxr3 X+ %by—cz::,i (4c) (OB
Bz = (z3+3)ai+tar—(—3)as = a(zs+3) X+3by—c(s—13) 2 (4c) Ol1I
Bis = T4a1 + 5 as + 2483 = ars X+ 1by +c22 (4c) on
By = —(za—3) ar+3a+ = —a(zs—3) %+ 3by+c(au+3)2 (4c) OlII
(22 +3) as
By = —z4a; + % ar — z4 a3 = —axrs X+ %by — 242 (4¢) O1II
Big = (m—i—%) a1+iag—(z4—%) ag = a(m—l—%)i—i—%by—c(zé;—%)i (4c) OII
By = T ap —|—ia2—|—z5a3 = a.r55(+ib§’+6252 (4¢) Sil
Bis = —(zs—3) ar+3a,+ = —a(zs—3) %X+ 3by+c(z+3)2 (4c) Sil
(z5+ %) a3
Big = —z5a; + %ag — z5as = —axrsX + %by—cz5i (4c) Sil
By = (m—l—%) al—l—iag—(%—%) ag = a(xs—l—%)fc—l—%by—c(%—%)i (4c) Sil
By = Tgai + yYeas + 2¢ as = axg X + bys ¥ + cz¢ Z (8d) O III
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Bex = — (26— %) a1 —ysas + = —a(v6—5) K—bysy +c(26+3) 2 (8d) O III
Z6 + %) as

Bes = —zga + (Y6 + 3) a2 — z6 a3 = —azgX+b(ys+3) § —c22 (8d) O I

B = (ot Dm-(o-Ham- = alwtDx-bae--clo-z G om
(26 — 3) as

Bas = —Tg a1 — Y Az — 26 A3 = —azeX — bye ¥ — cz6 2 (8d) O I

Bes = (z6+3) aitysar—(z—3) a3 = a(ze+3) X+bysy —c(zs— 1) 2 (8d) O III

By = Teap — (yg — %) as + zg as = argX —b (y6 — %) V+cziz (8d) O III

Bys = —(ws—5)ai+(ys+3)a+ = —a(we—3)%+b(ys+3)9+c(ze+3)2  (8d) O III
(26 + %) as
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