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Prototype GdoMoz 019

AFLOW prototype label A2B3C12_0P68_32_2¢_3c_12¢-001
ICSD 9486

CCDC 1594474

Pearson symbol oP68

Space group number 32

Space group symbol Pba2

AFLOW prototype command aflow --proto=A2B3C12_oP68_32_2c_3c_12c¢-001
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Y15, 215, L16, Y16, £16, L17, Y17, 217
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Other compounds with this structure
Dyg(MOO4)3, ]3112(1\/[004)37 HOQ(MOO;L)?,, Lag(MOO4)3, Tb2(MOO4)3

e GdsMo3045 takes on several different forms with changing temperature (Yuan, 2001):

— below 159°C it is in the orthorhombic ground state 5’-Gda(MoQOy )3 structure. (Shown here)
— In the range 159-850°C it is in the monoclinic a-Gd2(MoQOy)s| structure.
— Above 850°C it is in the tetragonal 5-Gda(MoQy)s structure.

e (Keve, 1971) call this the S-phase, but we will follow the nomenclature of (Yuan, 2001), who call it the §’-phase.
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Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yas + 21 a3 = ax1 X+ by ¥+ cz1 (4¢) Gd 1
B, = —x1a; —yi as + 21 a3 = —ar1 X —by1 § +c21 2 (4c) Gd1I
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B, = (x2+%) alf(ygf%) as+29as a(x2+%) f{*b(ygfé) V+cani (4c) Gd II
Bsg = —(xg—%) al—i—(yg—i—%) a+ = —a(xg—%))‘(—i—b(yg—&—%)y—&—c,@i (4¢) Gd II
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B.1 = (xg—l—%) al—(yg—%) as+23as a(:rg—k%) )‘(—b(y —%) V+ecziz (4¢) Mo I
Biz = —(zs—3)ai+(y3+3)a+ = —a(ws3— 1) X+0b(ys+3) §+cz2 (4c) Mo I
23 a3
Bz = T4a1 +ysas + 24 ag = ars X +bysy + cz4 7 (4¢) Mo II
By = —x4a] —Ygag + 24 a3 = —axyX —bysy +cza 2 (4c) Mo II
Bis = (m—i—%) al—(y —%) as+ 24 as a(m—&—%) )?:—b(y —%) V+czz (4c) Mo II
Big = —(ma—3)ai+(yat3z)a+ = —a(wg— %) X+b(ya+3) §+cuz (4¢) Mo IT
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