PtSny (D1,) Structure:
AB4 0C20.41 a 2b-001

This structure originally had the label AB4_0C20_41_a_2b. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/MALE

https://aflow.org/p/AB4.0C20.41_a_2b-001
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Prototype PtSny

AFLOW prototype label AB4_0C20.41_a_2b-001
Strukturbericht designation D1,

ICSD 105793

Pearson symbol 0C20

Space group number 41

Space group symbol Aea?2

AFLOW prototype command aflow --proto=AB4_oC20_41_a_2b-001
—~params=a, b/a7 C/a7 21,%2,Y2,22,23,Y3, 23

Other compounds with this structure
AuSny, IrSny, PdSny

e The published atomic positions have x3 = y3, x3 = y2 and zo = —z3. This puts the system into space group Ccce #68,
very similar to PdSny.

e To get space group Aba2 #41 we shifted the yo and 23 positions slightly. Even then we could not place this in space
group Aba2 until we adjusted the tolerance. The original structure can be recovered using the command:

e aflow --proto=AB4_0C20_41_a_2b:Pt:Sn --tolerance=0.001 --params=a,b/a,c/a,x2,y2,22,X3,Y3,23


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/MALE
https://aflow.org/p/AB4_oC20_41_a_2b-001
https://aflow.org/p/AB4_oC20_68_a_i-001

e (Schubert, 1950) give the lattice constants in kX units. We used the factor of 1.00202A /kX from (Wood, 1947) to convert
to Angstréms.

Base-centered Orthorhombic primitive vectors

a2 a3
a; = aX > o
az = 1by—lea ° [ ;
ag = 1by+icz T ° °
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1ag + z1a3 = c21%Z (43,) Pt 1
B, = %alf(zlf%) a2+(zl+%) a3 = %aiJr%berczli (4a) Pt1
Bs = asa;+(y2—22) as+(y2+22) a3 = axs X+ by ¥ + cz0 Z (8b) Sn I
B, = —ZToaj] — (yg + 2’2) as — = —aro X —bys ¥ +c202 (8b) Sn I
(y2 — 22) a3
Bs = (z2+3)ai—(po+tzm—3) at+ = a(za+3)&—b(ya—2)F+cni (8b) Sn I
(—y2+ 22+ 3) a3
Bg = —(z2—3) a1 + = —a(zy— ) X+0b(y2+3) §+cxi (8b) Sn I
(yz—zz-ﬁ-%) ap +
(yz + 22 + %) ag
By = x3 a1+(y3 — 23) 32+(y3 + 23) as = ax3 X+ bysy + cz3 (8b) Sn II
Bs = —zga; — (ys + z3) ag — = —ar3X —bysy +cz32 (8b) Sn II
(ys — 23) a3
By = (z3+3)ai—(y3+z—3) act+ = a(zs+3) &x—bys— 1) §+casz (8b) Sn II
(—ys + 23 + %) ag
B = —(l‘3—%) a; + = —a(.l?g—%) )’\(—Fb(yg—‘r%) Y +cz3z (8b) Sn II
(ys —2z3+3) as +
(213 + 23 + %) as
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