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AB2 0P12 61 _a_c-003
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Prototype PdSes

AFLOW prototype label AB2_0P12.61_a_c-003
ICSD 16693

CCDC 1597246

Pearson symbol oP12

Space group number 61

Space group symbol Pbca

AFLOW prototype command  aflow --proto=AB2_oP12_61_a_c-003
--params=a, b/a, c/a, T3, Y2, 22

Other compounds with this structure
PdS,

e |3-HgOs, |AgF5, and [PdSes| have the same AFLOW prototype label, AB2_0P12_61_a_c. The structures are generated by
the same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Simple Orthorhombic primitive vectors

al

e

a3 = ax

as = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (4a) Pd I
B, = la;+3a; = lax+ ez (4a) PdI
B; = la)+1a; = by + ez (4a) PdI
B, = %al + %ag = %afc + %by (4a) Pd 1
B; = Toay + Yo as + 20 a3 = aroX + bys y + czo Z (8c) Sel
Bg = 7(:1:27%) a; —ysas + = fa(xzf%)f(fbygerc(zQJr%)i (8¢) Sel

(22 +3) as
B, = —x2a1+(y2+%) as — = —axgi—i-b(yz—l-%)y—c(zz—%) Z (8¢) Sel

(22— 3) as
Bs = (z2+3)ai—(y2— 1) az—za; = a(za+3) X—b(ya— 1)y —ci (8c) Se I
By = —Tga; — ysag — 22 a3 = —aro X —bys § —c20 2 (8¢) Sel
Bio = (z2+3) aitpar—(n—1%)a; = a(za+3) K+byy—c(ea—1)2 (8c) Se I
Bii = zeai—(y2— 1) ax+(za+3)as = aroX—b(y2—3) §+c(z2+1)2 (8c) Se I
Biz = —(z2—3)ai+(y2+3)a+ = —a(wy—3) X+b(y2+3) §+cxi (8c) Se I

zg a3
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