NayPrOs Structure:
A2B3C_mC48_15_aef 3f 2e-001

This structure originally had the label A2B3C_.mC48_15_aef 3f_2e. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/NFQU

https://aflow.org/p/A2B3C_mC48_15_aef_3f_2e-001

Prototype NaoOsPr

AFLOW prototype label A2B3C_mC48_15_aef_3f_2e-001
ICSD 154706

Pearson symbol mC48

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B3C_mC48_15_aef_3f_2e-001
~Tparams=a, b/a’ C/a, 6, Y2,Y3,Y4,T5,Ys5, 25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28

Other compounds with this structure
LizSHOg, NaQCI'Og, NaQTb03

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 use Li;SnOg3 as the prototype for this structure.
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Base-centered Monoclinic primitive vectors

a; = lax—iby Ao
az =  tax+lby —
ag = ccosfBX+csinfBz . ‘e :‘K,”’ .
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Nal
B, = 1a; = lccosfR+ esinfz (4a) Na I
Bs = —ysa; + ysas + iag = %ccosﬂ)‘chbyger icsinﬂi (4e) Na II
B, = Yo — Yo as + %ag = %ccosﬁi—bygy—i— %csinﬁi (4e) Na II
By = —Yysaj +ysas + iag = %CCOSﬁ)’\(—i-byg,y-i- icsinﬁi (46) Prl
Bsg = ygal—y3a2+%a3 = %ccosﬁk—by39+%csinﬁi (4e) Prl
By = —ysa; +ygas + iag = %ccosﬁi+by4y+ icsinﬂi (4e) Pr1I
Bg = Ysay; — Yysag + %ag = %ccosﬁ)‘(—by4y+ %csinﬁi (4e) Pr II
By = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys§ + czssin 5z (8f) Na III
Z5 a3
Bio = —(@s5+ys)ar—(v5—ys) az— = — (azs +c (25 — 1) cos B) X+ bys § — (8f) Na III
z5— 3) as c(z5— 1) sinBz
Bii = —(z5—ys)ar—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8f) Na III
Z5 ag
B2 = (v5 +ys) a; + (x5 — ys) as + = (azs +c (25 + 5) cos B) X — bys § + (8f) Na III
(25 +3) a3 c(z5+ 3)sinfBz
Biz = (76 —ys) a1+ (76 +ys) a2+ = (aze + cze cos B) X+ bys § + czesin 32 (8f) 01
Zg as
By = —(v6+ys)ar— (v6—ys) az— = — (awg 4+ c (26 — 3) cos B) X+ by § — (8f) 01
Z6 — 3) as c(z6—3)sin Bz
Bis = —(x6—ys) a1 —(z6+ys) aa— = —(axg+czgcosf) X—bysy — czesinfz (8f) Ol
%6 a3
Bis = (w6+ys) a1+ (v6—ys) a2+ = (axe + c (26 + 3) cos B) X — by § + (8f) 01
(26 +3) a3 c(z6+ %) sin Bz
By = (x7 —y7) a1 + (x7 +y7) a2 + = (axy + czrcosB) X+ byr § + czrsin 5z (8f) OII
Z7 as
Big = —(zr+yr)ar—(z7—yr)az— = — (az7 +c (27 — 3) cos B) X+ byr § — (8f) on
Z7—%) as C(Z7*%)Sin52
Big = —(zr—yr)ar—(zr+yr)az— = —(aw7+czrcosfB) R—byr§ —carsinfBz (8f) 01l
Z7asg
B2 = (v7tyr)ar+(vr—yr)az+ = (axr +c (27 + 3) cos B) X —byr § + (8f) oIl
(27+3) a3 c(zr+3)sinBz



By, = (s —ys) a1 + (zg + ys) as + = (axg + czgcos B) X+ bys § + czgsin S Z (8f) O III

Zgas
Ba: = —(zs+uys)a;—(zg—ys) aa— = — (aws 4+ c (28 — 3) cos B) X+ bys § — (8f) O III
1 1 . ~
(28 — 3) a3 c(zs— %) sinBz
Bas = —(xs—ys)ar—(xs+ys)aa— = —(axg+czgcosf) X —bysy —czgsinfz (8f) O III
Zg as
By = (zs +ys) a1 + (x5 — ys) az + = (azs +c(z8 + 3) cos ) X —bys § + (8f) O I
(s +3) as c(zs+ %) sin Bz
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