TasPdSeg Structure:
AB6C2.mC18_12_a_31.1-004

This structure previously used the label(s) AB6C2.mC18_12_a_3i_i. Calls to these addresses will be redirected here.
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Prototype PdSegTas

AFLOW prototype label AB6C2_.mC18_12_a_3i_i-004
ICSD 61005

CCDC 1624559

Pearson symbol mC18

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=AB6C2_mC18_12_a_3i_i-004
—--params=a, b/a,c/a, B, T2, 22, X3, 23, T4, 24, T, 25

Other compounds with this structure
NbgPdSﬁ, NbgPdSG@, T&QPdSﬁ

o (Keszler, 1985) gave the structure in the I2/m setting of space group #12. We used FINDSYM to change this to the
standard C2/m setting. Because of this change our primitive vectors are linear combinations of the original ones, and the
lattice has been rotated.
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Base-centered Monoclinic primitive vectors

ar =  lax—1lby
az = lax+iby
ag = ccosfBX+csinfz %‘l
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Pd1
B, = Toay + Toag + 20 a3 = (axq + czacos f) X+ czosin Sz (4i) Sel
B; = —ZTpa; — Toag — 29 a3 = —(axg 4 czacos B) X — czo8in S 2 (4) Se I
B, = r3a) + r3as + z3as = (axs + czzcos B) X+ czgsin f 2 (4i) Se I1
B; = —T3a; — T3as — 2343 = — (aws + czgcos B) X — czgsin f 2 (4i) Se 11
Bg = Ty4a1 +Tga9 + 2423 = (axq + czqcosf) X+ czysin Sz (4i) Se III
B, = —Tga] — Tg Ay — 24 A3 = —(axy 4+ cz4co8B) X — cz48in 2 (4) Se III
Bsg = Tsay + T5as + 25 as = (axs 4 cz5cos B) X+ czssin f 2 (4i) Ta I
By = —Tsa; — Tsas — 25Aas = — (aws 4+ cz5cos B) X — czssin f 2 (4i) Ta I
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