PdSns Structure:

AB3.0C32 64 d fe-001
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Prototype
AFLOW prototype label

ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

PdSn3

413279
0C32
64

Cmce

AB3_0C32_64_d_fg-001

https://aflow.org/p/J38S
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aflow --proto=AB3_oC32_64_d_fg-001
--params=a,b/a,c/a, x1, Y2, 22, 3, Y3, 23

Base-centered Orthorhombic primitive vectors

a; = zaX—3by
a; = %ai—i—% y
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B r1a; + 1 as ar1 X (8d) Pd1I
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B2 = 7(1‘17%) a; — (1‘1*%) as + = —a (.Tlfé) §(+%Ci (Sd) Pd 1

383
B; = —r1a; — T ay = —ar1 X (8d) Pd1
B, = (1‘14—%) al—i—(xl—i—%) ag—‘r%ag = a(l‘l—i-%) fc—i-%ci (8d) Pd 1
Bs = —Y2a1 +y2a2 + 2223 = by2 § + cz2 2 (8f) Sn 1
Bg = (yg—i—%) al—(yg—%) as + = %aﬁ—bygy—i—c(zQ—i—%)Z (8f) Sn I
(22+3) a3
By = —(pp—3)a+(pts)a— = t1ax+byy —c(22—3) 2 (8f) Sn I
(22— 1) g
Bs = Y2 a; — Y2 ag — Z2 Az = —byg y — CZ9 2 (8f) SH I
Bo = (z3—wy3)ar+(zztys)axt+ = ar3X + bys ¥ + cz3 Z (16g) Sn IT
Z3as
B = (—zs+ys+ 1) a — = —a(z3— %)X —bysy+c(z+3) 2 (16g) Sn II
(m3+y3— %) ag + (23+%) ag
Bi1 = —(x3+y3—%) a; + = —a (xg— %) 5<—|—by3§f—c(z;»,— %) Z (16g) Sn II
(st ) e (- )
Biz = (m3+y)a+(r3—ys)aa— = arsX —bysy — cz3 Z (16g) Sn IT
Z3as
Bizs = —(w3—y3)a—(z3+ys)az— = —ar3X —bysy — cz3% (16g) Sn IT
zZ3ag
B14 = ($37y3+%) a; + = a(x3+%) )A(+by3yfc(23f %) Z (16g) Sn II
(x3+y3+%) az — (Z3 - %) ag
Bis = (zs+ys+ 1) ar+ = a(zs+3) K—bysy+c(zs+1i)2 (16g) Sn II
(ra =0+ 1) 2t (o + )
Big = —(w3+ys)a—(z3—y3)az+ = —ar3X +bysy + cz3% (16g) Sn IT
zZ3ag
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