MnGagSbhs Structure:
A2BC2 012045 c_a_c-001

This structure originally had the label A2BC2_0I120_45_c_b_c. Calls to that address will be redirected here.
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Prototype GasMnSbs

AFLOW prototype label A2BC2_0120_45_c_a_c-001
ICSD none

Pearson symbol 0l20

Space group number 45

Space group symbol Iba2

AFLOW prototype command aflow --proto=A2BC2_0I20_45_c_a_c-001

—~params=a, b/aa C/a7 21,%2,Y2,22,%3,Y3, 23

e The Mn site has an occupation of 0.9365.
e We shifted the origin so that the Mn atom is at the (4a) site rather than the (4b) site.

Body-centered Orthorhombic primitive vectors

a; = —jaX+ by + jcz
as; = %ai—%by—&—%ci
az = %ai—i—%by—%ci
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a1 + 21 as = c Z (4a) Mn I
B2 = (Zl + %) a; + (Zl + %) a9 = C (2’1 + %) Z (48,) Mn I
B = (y2 + 22) a1 + (2 + 22) a2 + = aro X+ by § +c202 (8c) Gal
(z2 +y2) a3
By = —(y2—2z)a;—(x2—2)ay— = —aro X —bys § +c20 2 (8c) Gal
(z2 +y2) a3
B; = (—y2+2z2+3) a1 + = avaX —by2 ¥ +c(22+ 1) 2 (8c) Gal
(z2+ 224 3) az + (z2 — y2) ag
Bg = (yz + 29 + %) a; + = —azro X+ by y +c (22 + %) 2 (8c) Gal
(—!EQ + 22+ %) ax—(r2 —y2) a3
B7 = (y3 + 2’3) a; + (1‘3 + 2’3) as + = ars b'4 + by3 }7 + cz3 V7 (8(3) Sb1
(z3 +y3) a3
Bs = —(ys—=23)a;—(z3—23)as— = —ax3X —bysy +cz32 (8c) Sb 1
(z3 +y3) a3
By = (—ys+23+3) a1 + = arsX —bysy +c(23+ 1) 2 (8c) Sb I
(z3+ 23+ 5) az + (x5 — ys3) a3
By = (yg + 23 + %) a; + = —arsX+bysy +c¢ (23 + %) Z (8¢) Sb I

(*173 + 23 + %) ar—(r3 —y3) a3
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