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Prototype AsoNd

AFLOW prototype label A2B_.mP12_14_2e_e-012
ICSD 1730

CCDC 1591781

Pearson symbol mP12

Space group number 14

Space group symbol P2;/c

AFLOW prototype command aflow —-proto=A2B_mP12_14_2e_e-012
—~params=a, b/aa C/a7 67 T1,Y1,%21,22,Y2,22,T3,Y3,23

Other compounds with this structure
CeAss, CePso, LaAss, PrAsy, PrPs

e Acanthite (AgsS), baddeleyite (ZrOs, C43), and NdAss all have the same AFLOW prototype label, A2B_.mP12_14 2e_e.
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Monoclinic primitive vectors

- a2
a; = aX al
Az = by
ag = ccosfX+csinfz
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = T1a; +yias + 21 as = (axy +cz1co8B8) X+ by1 § + cz1 sin B2 (4e) As1

B2 = —r1a; + (yl + %) ag — = — (axl +c (Zl — %) COS 6) X + (46) As1
(1~ 3) o b+ 2) 9 (21 - 3)sing

B; = —x1a; — Yy as — 21 a3 = —(ax1+czrcosf) X—by1§ —czisinfBz (4e) As1

By, = zia;1— (y1 — %) as+ (z1 + %) ag = (aml +c (z1 + %) COSB) X — (4e) As 1
b(y1 — %) y—l—c(zl —i—%)sinﬁi

B = Toay + Yo as + 20 a3 = (axe + czaco8 B) X+ bya § + czo8in S 2 (4e) As II

Bg = —zoa; + (yg + %) as — = - (axg +c (22 - %) cos ﬂ) X+ (4e) As 11
(2 1) o o+ 2) 9 (22 - 3)sin g

B, = —Toay — Yy as — 29 a3 = —(axa+czacosf) X —bys § — czasin B2z (4e) As 11

Bs = ma—(y2—3) ac+(22+3) a3 = (azg + ¢ (22 + 3) cos B) % — (4e) As TI
b(y — %) Sf—l—c(zQ—l—%)sinﬁi

Bg = r3al + Yz as + z3as = (azg + cz3 cos ﬂ) X+ byg 5’ + cz3 Sinﬂ Z (46) Nd1I

By = —x3a; + (y3 + %) as — = - (amg +c (23 — %) cos ﬁ) X+ (4e) Nd I
(23—%) as b(yg—i—%)y—c(zg—%)sinﬁi

By1 = —r3a; —y3as — 23 as = —(axz+czzcosf) X —bysy —czzsin Bz (4e) Nd I

Bz = zzai—(ys—3) as+(zs+3)ag = (ax3 +c (23 + 3) cos B) X — (4e) Nd I

b(yg—%) y+c(23+%)sinﬁ2
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