GagMgs (DS,) Structure:
A2B5_0I28_72_j_atj-001

This structure previously used the label(s) A2B5_0I28_72_j bfj. Calls to these addresses will be redirected here.
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Prototype GagMgs
AFLOW prototype label A2B5_0128_72_j_afj-001
Strukturbericht designation Dg,
ICSD 103794
CCDC 1661729
Pearson symbol ol28
Space group number 72
Space group symbol Ibam

AFLOW prototype command aflow --proto=A2B5_o0I28_72_j_afj-001
~Tparams=a, b/a7 C/CL, T2,T3,Y3,T4,Y4

Other compounds with this structure
ASQCU5, IHQMg5, TIQMg5, MHQG65

e We corrected an error in the Mg IIT (8j) coordinates and shifted the Mg I atoms from the (2b) to the (2a) site.
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Body-centered Orthorhombic primitive vectors

1\<aa32
a; = —taX+3by+ 3c2
ag = %a}?f%by+%ci
ag = %af{—i— %by — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = jai+ jap = 1c% (4a) Mg I
B, = 3 3a; + 3 3 ay — %CZ (4a) Mg I
B; = laj + (xg 1) ag + 22 a3 = ary X + ¢ (8f) Mg II
B, = 1a;— (32— 1) ax —z2a3 = —azy X + jc (8f) Mg II
B; = 3a; — (22— 3) ay —zpa3 = —aza X+ 3c2 (8f) Mg II
Bg = Sai+ (22 +3) ay +azay = ary X+ 2c2 (8f) Mg I
Br = ysai +xzaz + (v3 +y3) as = ar3X +bysy (8i) Gal
Bs = —ysai—m3ay—(r3+y3)az3 = —ar3X —bys ¥ (8j) Ga I
By = (y3+%) al—(afza—%) az — = —az3 X +bys § + 5c2 (8)) Gal
(z3 —y3) a3
Bio = —(ys—3) ar+(zs+3)a+ = az3X —bys§ + 5c2 (8)) Gal
(z3 —y3) a3
B = ysa; +x4as + (rq4 +y4) ag = ary X +bysy (8j) Mg 111
B2 = —ysa; — xrgaz — (T4 + ys) a3 = —arsX —bys y (8)) Mg I
Bis = (ati)ar—(za—%)a— = —azs X +bys § + 3¢k (8)) Mg 111
(T4 —ya) a3
By = — (y4 — %) a; + ($4 + %) as + = azsX —bys ¥ + %Ci (SJ) Mg IIT
(r4 —ya) a3
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