PdSns Structure:
AB3_0C32.64_d_fg-001
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Prototype PdSng

AFLOW prototype label AB3_0C32_64_d_fg-001
ICSD 413279

CCDC 1728311

Pearson symbol 0C32

Space group number 64

Space group symbol Cmece

AFLOW prototype command aflow --proto=AB3_oC32_64_d_fg-001
--params=a, b/a, c/a,x1,y2, 22, T3, Y3, 23

Base-centered Orthorhombic primitive vectors

a; = sax—3iby
as = %aﬁ+%by
ag = cZz

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = T1a; + 1 a = ar1 X (8d) Pd1
B, = —(l‘l—%) a; — (l‘l—%) as + = —a (1‘1 —%) )2+%Ci (8d) Pd 1
3 a3
B3 = —Ti1a —T1a = —axiy X (Sd) Pd 1l
B, = (acl—l—%) a1+(x1—|—%) 3.2—‘1-%33 = a(xl—i—%) fc—i—%ci (8d) Pd1I
Bs = —y2a1 + Y282 + 2283 = bys § + c20 Z (8f) Sn 1
Bg = (y2—|—%) al—(y —%) as + = %ai—bygy—l—c(z*g—ké)i (8f) Snl
(22+3) a3
Br = —(p—3)a+@pts)a—- = tak+by§—c(x2—3) 2 (8f) Sn I
(22— 3) a3
Bs = Y2a1 — Y2 az — 22 a3 = —by2 ¥ —cz2 2 (8f) Sn I
By = (1}3 — yg) a; + ($3 + yg) as + = ax3X +bysy + cz3 (16g) Sn II
Z3 as
Bio = (—zs+ys+3) a1 — = —a(z3—3) X—bysy+c(zs+3) 2 (16g) Sn II
(rs o~ 1) an t (s + 1)
Bi: = —(xg—i—yg—%) a; + = —a (.’L‘g— %) &+by3y—c(23— %) Z (16g) Sn II
(-2 +ys+3) a2 — (23— 3) 2
Bz = (z3 +y3) a1 + (z3 — y3) a2 — = arsX —bysy —cz3 2 (16g) Sn II
Z3 as
Biz = —(z3—y3)ar—(r3+ys)az— = —ar3X —bysy — c23% (16g) Sn II
Z3 as
By = (z3 —ys+3) a1 + = alrs+3) X+bysy —c(z3—3) 2 (16g) Sn I
(z3+ys+ 1) az— (23— 3) a3
B15 = (I3+y3+%) a1+ = a(x3+%) )A(*by3y+0(23+%) 2 (16g) Sn II
(3 —ys+3) a2+ (23 + 3) 23
Bis = —(zs+ys)a;—(zs—y3)az+ = —ax3X+bysy +cz32 (16g) Sn II
Z3z as
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