a-NasPrOs Structure:
A2B3C_mC48_15_aef 3f 2e-001

This structure previously used the label(s) A2B3C_.mC48_15_aef _3f_2e. Calls to these addresses will be redirected here.
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Prototype NayOs3Pr

AFLOW prototype label A2B3C_mC48_15_aef_3f_2e-001
ICSD 154706

CCDC 1671329

Pearson symbol mC48

Space group number 15

Space group symbol C2/c

AFLOW prototype command  aflow --proto=A2B3C_mC48_15_aef_3f_2e-001
—~params=a, b/a7 C/Cl, Bv Y2,Y3,Y4,T5,Ys5, 25, L6, Y6, 26, L7, Y7, 27, L8, Y8, 28

Other compounds with this structure
LiQMnO3, LingO3, LigRUOg, LiQSnO37 LigTiO37 Nagce()3, NagCrOg, Na21r03, NaQRuOg, NagPdO;;, NagPrO3, Na2PtO37
NaQSnO;,», NaQTb03, NaQZI‘Og
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e NayPrOj can be found in three forms (Okuma, 2024):

— As monoclinic a-NagPrOg/ (this structure),
— As orthorhombic 3-NasPrOs, in the |3-NasPtOg3 structure, or

— As 7-NagPrOsg, in the rock salt (B1) structure, with the sodium and praseodymium mixed on the alkali site.

e (Hinatsu, 2006) found that the site we have labeled Na-II is actually 2/3 sodium and 1/3 praseodymium, statistically
distributed, while the site we label Pr-I is 1/3 sodium and 2/3 praseodymium.

e Some authors, including the ICSD, use LisSnOg as the prototype for this structure.

Base-centered Monoclinic primitive vectors

al@z_a3
a; = %&f( - %by
a, = %af{ + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Na I
B, = %33 = %ccosﬁfc—l—%csinﬁi (4a) Nal
B; = —yoar + Y282+ 1 a3 = lccosBR+by2 § + tesin Bz (4e) Na II
By, = y2a17y2a2+%a3 = %CCOSBi*by2y+%CSinﬂ2 (4e) Na II
B; = —y3a; +y3a2+ia3 = iccosﬁi—i—bygy—i—icsinﬁi (4e) Prl
Bg = ygal—y3a2+%a3 = %CCOSﬁ)’\(—byg,y-i-%CSinﬁi (46) Prl
B, = —ysa; +ygas + %ag = %ccosﬁi—kbyély—l- icsinﬁi (4e) Pr1I
Bs = y4a1—y4a2—|—%a3 = %ccosﬁi—by4y+%csinﬁ2 (4e) Pr1I
By = (x5 —ys) a1 + (x5 + y5) az + = (axs + czscos B) X+ bys§ + cz5sin 5 (8f) Na III
Z5 ag
Bio = —(z5+ys)a;—(v5—ys5)ap— = — (az5+c (25 — 1) cos B) X+ bys § — (8f) Na III
1 1 . N
(25*5) az C(Z5*§)SIH/BZ
Bii1 = —(x5—ys)ar—(x5+ys)az— = —(axs+czscosf) X—bys§ —czssinfiz (8f) Na III
25 as
Bz = (z5+ys)ar+(ws—ys) ast+ = (axs + c (25 + 5) cos B) X —bys § + (8f) Na IIT
(Z5+%) as 6(25—1—%) sin 82
B13 = (176 — yg) ap =+ (ZL‘6 =+ y6) ag + = (CLIG =+ Czg COS B) b'e =+ by6 5’ + CZg sinﬂi (8f) O I
26 A3
Bis = —(z6+uys) a1 — (z6 —ys) a2 — = — (am6+c(z6 — %) COSB) X+bygy — (8f) Ol
(26 — 3) as ¢ (2 — L) sin B2
Bis = —(xs—ys)ar—(v6+ys) aa— = —(axg+czgcosf) X—bygy — czsin Bz (8f) Ol1
26 A3
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Bis = (76 +y6) a1 + (76 — yo) az + = (aze +c (26 + 5) cos B) X — by § + (8f) 01

(ZG+%) az C(ZGﬁL%)SiHﬂZ
Bir = (vr—yr)ai+(vr+yr)az+ = (awy+czrcosf) X +byr § + czrsin f2 (8f) 011
Z7 as
Bis = —(zrtyr)a—(z7—y7)aya— = — (ax7+c(27— %) cosﬁ) X+byry — (8f) OII
1 1 . N
z7—§) as c(z7—§)s1nﬁz
Bio = —(zr—yr)ar—(zr+yr)aa— = —(axy+czrcosf) X—by;y —czrsinfz (8f) O1I1
27 ag
By = (x7+y7) a1 + (x7 —y7) as + = (agc7 +ec (27 + %) coS 5) X—byry+ (8f) OlII
(27 + 3) a3 c(z7+3)sinBz
By, = (s —ys) a1 + (vs + ys) as + = (axs + czgcos B) X+ bys§ + czgsin 5z (8f) O III
zZg as
B2 = —(zs+ys)ar—(zs—ys)az— = — (axg +c (28 — ) cos B) X+ bys § — (8f) O I
1 1 . ~
(ZB_E) az 0(28—5) sin 32
Bas = —(xs—ys)a;—(xs+ys)as— = —(axg+czgcosf) X —bysy —czgsinfz (8f) O III
zZg as
B24 = (1‘8 + yg) a; + (.Z‘g - yg) as + = (axg +c (2’8 + %) COS B) X — byg y + (8f) O III
(ZS+%) az c(ZgﬁL%)sinﬂi
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