BoPds Structure:
A2B5 - mC28_15_f e2{-001

This structure originally had the label A2B5_.mC28_15_f_e2f. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/CZ5K
https://aflow.org/p/A2B5.mC28_15_f_e2{-001

Prototype BoPds

AFLOW prototype label A2B5_mC28_15_f_e2f-001
ICSD 43513

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/a7 67 Y1,T2,Y2,22,T3,Y3,23,T4,Y4, 24

Other compounds with this structure
CQMH5

e ByPds and NbyOj|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

a; = lax—iby
164 174

as = 50X+ 50§

ag = ccosfBX+csinfz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 a; +y1a2—|—ia3 = %ccosﬁf{—kbyly—i—icsinﬁi (4e) Pd1I
B, = ylalfylang%ag = %ccosﬁifbyler%csinﬂi (4e) Pd1
B; = (x2 —y2) a1 + (2 + y2) as + = (axe + czacos B) X+ bya § + czo8in 5z (8f) BI
Z9 asg
By = —(zot+y)a—(xa—y2)az— = —(axg—&-c(z'g—%)cosﬁ) X+bys ¥ — (8f) B1I
1 1 . N
(22— 3) a3 c(z2—3)sinBz
Bs = —(z2—wy)a—(z2+y2)az— = —(axa+czacosf) X —byz§y — czosinfBz (8f) Bl
Z2 as
Bg = (x2+y2) a1 + (22 — y2) a2 + = (axg +ec (22 + %) coS 5) X—bys ¥+ (8f) BI
(z2+%) az C(Zz—f'%) sin 3z
B, = (x3 —y3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys § + cz3sin B2 (8f) Pd II
Z3ag
Bs = —(m3+ys)a—(r3—y3)ax— = — (azs +c (23— ) cos B) X+ bys § — (8f) Pd 1l
1 1 . ~
z3— 3) as c(z3— 3)sinfz
By = —(z3—ys)ar—(r3+ys)as— = —(awg+czzcosP)X—bysy —czzsinfz (8f) Pd II
zZ3ag
Bio = (r3+ys3) ar + (x5 —y3) aa + = (axs +c(z3+ %) cosB) X —bys§ + (8f) Pd Il
(Z3+%) az 0(23+%)sin52
By = (x4 —ya) a1 + (z4 +y4) az + = (axg + czacosB) X+ bys§ + cz4sin Sz (8f) Pd III
Z4 Ag
Bio = —(r4+uys)a—(rg—wys)ag— = — (ax4 +ec (24 — %) coS 6) X+bysy — (8f) Pd II1
1 1 . N
z4—§) as c(z —§)s1nﬁz
B13 = — (IE4 — y4) a; — (1‘4 + y4) ag — = - (CLSC4 + cz4 COS 5) X — by4 y — CZy sinﬂﬁ (8f) Pd III
Z4 a3
By = (x4 +yq) a1 + (x4 — y4) a2 + = (ax4 +ec (24 + %) coS 5) X—bysy + (8f) Pd 111
(z4+%) az c(z;;—i—%) sin 3z
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