BsPds Structure:
A2B5 mC28_15_f e2{-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 BoPds

AFLOW prototype label A2B5.m(C28_15_f e2{-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/aa C/CL, 57 Y1,%2,Y2,22,T3,Y3, 23, T4, Y4, 24

Other compounds with this structure

AuQCa5, CQFG5, CQMH5, COQNd5, COQPI5, COQSII]5, II‘QDy5, II'QEI'5, II‘QGd5, II‘QHO5, II‘QL&5, II‘QLU5, II‘QNd5, II‘QPI‘5, II‘QSH15,
ITQbe,, Irngg,, II‘2Y5, PdgCag” PdQEUE,, PdQYb5, Ptha5, Pt2EU5, PtQng), RhQEI‘g,, RhQEU5, Rthag,, hang,, R,hQSng,7
RUQDyg), RU.QEr57 RUQGd5, 1{1121‘1057 1{112]'42157 RUQLU5, RllQNd5, RUQPI‘5, Ru28m5, RllgTb5, RUQTHI5, RUQY5

e Although the earliest entry in the ICSD for this structure refers to BoPds, they designate CoMng as the prototype for
this system.

e The ICSD lists SmoSCly under this structure, but we find the two forms sufficiently different to justify listing that as a
new prototype.
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e ByPds and NbsOj|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

S31
a; = %afc — %by
as = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —yp a; +y1a2+ia3 = iccosﬂi+by1y+icsinﬂi (4e) Pd1I
B, = ylal—ylaQ—l—%ag = %ccosﬁi—byly—i—%csinﬁi (4e) Pd1
Bs = (z2—w)art(z2ty)at = (axa + czpcos B) X+ by2 ¥ + czo8in B 2 (8f) BI
Z2ag
B4 = —(ZEQ—Fyz) aj —(CCQ—yQ) ag — = —((IJSQ—FC(ZQ—%) COSﬂ) >“<+by2y— (8f) B1
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z — %) ag c(z2— 3)sinfBz
Bs = —(z2—y)ar—(xa+y2)az— = —(ame+czacosf)X—bysy —czosinfz (8f) BI
Z9 asg
Bg = (x2 +y2) a1 + (22 — y2) a2 + = (aza +c(z2+ 5) cos B) X —by2§ + (8f) B1
(32“'%) as 6(22—1—%) sin 82
B7 = (1‘3 — yg) a; + (.Z‘g + yg) as + = (a.Tg + cz3 cos B) X+ by3 5’ + cz3 Sinﬂi (8f) Pd II
Z3asg
Bs = —(zs+ys)ar—(z3—y3)as— = — (amg +c (23 - %) cos 5) X+bysy — (8f) Pd II
1 1 . N
z3—§) as c(zg—§)smﬂz
Bg = —(z3—wys)ar—(x3+ys)az— = —(axz+czzcosf)X—0bysy — czzsinfz (8f) Pd II
Z3 as
B = (r3+ys) ar + (23 —y3) aa + = (axs +c(z3+ 3)cosB) X —bys§ + (8f) Pd IT
(Za+%) as 0(23—1—%) sin 8 Z
Bi1 = (x4 —yq) a1 + (x4 +y4) a2 + = (axy + czqcosB) X+ bys§ + cz4sin 2 (8f) Pd 111
Z4 A3
B = — (.134 + y4) a; — ($4 — y4) as — = — ((IJC4 +c (2’4 — %) cos 5) X+ by45’ — (8f) Pd II1
1 1 . N
(24— 3) a3 c(z4— 3)sinfBz
Bis = —(za—ys)ar—(za+wys)as— = —(axg+czgcosf)X—bysy —czqsinfz (8f) Pd III
Z4 asg
Bia = (zatwya)ar+(wa—ys) as+ = (azq +c (24 + 5) cos B) X —bys§ + (8f) Pd I
(Z4+%) as 6(24—1—%) sin 82
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