
B2Pd5 Structure:
A2B5 mC28 15 f e2f-001
This structure previously used the label(s) A2B5 mC28 15 f e2f. Calls to these addresses will be redirected here.
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Prototype B2Pd5

AFLOW prototype label A2B5 mC28 15 f e2f-001

ICSD 43513

CCDC 1612997

Pearson symbol mC28

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B5_mC28_15_f_e2f-001

--params=a, b/a, c/a, β, y1, x2, y2, z2, x3, y3, z3, x4, y4, z4

Other compounds with this structure
Au2Ca5, C2Fe5, C2Mn5, Co2Nd5, Co2Pr5, Co2Sm5, Ir2Dy5, Ir2Er5, Ir2Gd5, Ir2Ho5, Ir2La5, Ir2Lu5, Ir2Nd5, Ir2Pr5, Ir2Sm5,
Ir2Tb5, Ir2Tm5, Ir2Y5, Pd2Ca5, Pd2Eu5, Pd2Yb5, Pt2Ca5, Pt2Eu5, Pt2Yb5, Rh2Er5, Rh2Eu5, Rh2La5, Rh2Nd5, Rh2Sm5,
Ru2Dy5, Ru2Er5, Ru2Gd5, Ru2Ho5, Ru2La5, Ru2Lu5, Ru2Nd5, Ru2Pr5, Ru2Sm5, Ru2Tb5, Ru2Tm5, Ru2Y5

• Although the earliest entry in the ICSD for this structure refers to B2Pd5, they designate C2Mn5 as the prototype for
this system.

• The ICSD lists Sm2SCl4 under this structure, but we find the two forms sufficiently different to justify listing that as a
new prototype.
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• B2Pd5 and Nb2O5 share the same AFLOW prototype label, A2B5 mC28 15 f e2f, but have substantially different
environments around each atom. The structures are generated by the same symmetry operations with different sets of
parameters (--params) specified in their corresponding CIF files.

Base-centered Monoclinic primitive vectors

a1 = 1
2a x̂− 1

2b ŷ

a2 = 1
2a x̂+ 1

2b ŷ

a3 = c cosβ x̂+ c sinβ ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = −y1 a1 + y1 a2 +
1
4 a3 = 1

4c cosβ x̂+ by1 ŷ + 1
4c sinβ ẑ (4e) Pd I

B2 = y1 a1 − y1 a2 +
3
4 a3 = 3

4c cosβ x̂− by1 ŷ + 3
4c sinβ ẑ (4e) Pd I

B3 = (x2 − y2) a1 + (x2 + y2) a2 +
z2 a3

= (ax2 + cz2 cosβ) x̂+ by2 ŷ + cz2 sinβ ẑ (8f) B I

B4 = − (x2 + y2) a1 − (x2 − y2) a2 −(
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2

)
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(8f) B I

B5 = − (x2 − y2) a1 − (x2 + y2) a2 −
z2 a3

= − (ax2 + cz2 cosβ) x̂− by2 ŷ − cz2 sinβ ẑ (8f) B I
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(8f) B I

B7 = (x3 − y3) a1 + (x3 + y3) a2 +
z3 a3

= (ax3 + cz3 cosβ) x̂+ by3 ŷ + cz3 sinβ ẑ (8f) Pd II

B8 = − (x3 + y3) a1 − (x3 − y3) a2 −(
z3 − 1

2

)
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= −
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ax3 + c
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x̂+ by3 ŷ −

c
(
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2

)
sinβ ẑ

(8f) Pd II

B9 = − (x3 − y3) a1 − (x3 + y3) a2 −
z3 a3

= − (ax3 + cz3 cosβ) x̂− by3 ŷ − cz3 sinβ ẑ (8f) Pd II

B10 = (x3 + y3) a1 + (x3 − y3) a2 +(
z3 +
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2

)
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=
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ax3 + c
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(8f) Pd II

B11 = (x4 − y4) a1 + (x4 + y4) a2 +
z4 a3

= (ax4 + cz4 cosβ) x̂+ by4 ŷ + cz4 sinβ ẑ (8f) Pd III

B12 = − (x4 + y4) a1 − (x4 − y4) a2 −(
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(8f) Pd III

B13 = − (x4 − y4) a1 − (x4 + y4) a2 −
z4 a3

= − (ax4 + cz4 cosβ) x̂− by4 ŷ − cz4 sinβ ẑ (8f) Pd III
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z4 +

1
2

)
a3

=
(
ax4 + c

(
z4 +

1
2

)
cosβ

)
x̂− by4 ŷ +
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(8f) Pd III
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