B-NagCuP,O7 Structure:
AB2C7TD2 mC48_15_a_f e3f £-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/9DDX

https://aflow.org/p/AB2C7D2_.mC48_15_a_f_e3f_f-001

@Cu
@Na
[ Jo)
oP
Prototype CuNayO7P5
AFLOW prototype label AB2C7D2_m(C48_15_a_f_e3f_f-001
ICSD 80418
Pearson symbol mC48
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=AB2C7D2_mC48_15_a_f_e3f_£-001

__params=a7b/a7c/a767y27x37y3a 23, T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
LiQCuPQO’f

e NayCuP307 exists in two forms (Erragh, 1995):

— Light blue a-NasCuP-07 is stable up to 843K.

— Above 843K it transforms into |dark blue S-NayCuP2O7, which is metastable at room temperature.

e We use the data taken at 295K.

Base-centered Monoclinic primitive vectors
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a; =  lax—lby
as = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Cul
B, = 1a; = lccosBR+ esinpz (4a) Cul
Bs = —ysay +y232+i33 = iccosﬁi—i—bygy—l—icsinﬁi (4e) Ol
By, = ygal—ygag—l—%ag = %ccosﬁi—bygy—i—%csinﬁi (4e) (O]
B; = (x3 —y3) a1 + (x3 + y3) a2 + = (axs + czzcos B) X+ bys§ + czgsin 5z (8f) Nal
Z3 as
Be = —(v3+y3)a—(r3—y3)a— = — (az3+c (23 — 1) cosB) X+ byz § — (8f) Na
1 1 . ~
z3—3) ag c(z3— 3)sinfz
By = —(z3—ys)ar—(r3+ys)as— = —(awg—+czzcosP)X—bysy —czzsinfz (8f) Nal
z3ag
Bs = (r3+ys3) a; + (3 — y3) as + = (azs +c(z3+ %) cosB) X —bys§ + (8f) Na I
(2 +3) a3 ¢ (23 + 1) sin B2
By = (rg —ya) a1+ (2a +ys) a2+ = (azy +czacos B) X +bys § + czysin B2 (8f) oI
Z4 asg
Bio = —(x44+wys)ar—(x4—ys) aa— = — (ax4 +ec (z4 — %) cos 6) X+bysy — (8f) O1II
1 1 . N
z4—§) as c(z4—§)s1nﬁz
Bii = —(za—ys)a;—(zat+ys)as— = —(axg+czgcosf) X—bysy —czysinfz (8f) oIl
Z4 Q3
B, = (x4 +y4) a1 + (x4 — y4) a2 + = (ax4 +c (24 + %) Cosﬂ) X—by,y + (8f) O1II
(21 +3) a3 c(z+ %) sinBz
Bz = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys § + czssin 5z (8f) O 111
Z5 a3
By = —(z5+ys)ar—(v5—ys5)ap— = — (az5 4+ c (25 — 1) cos B) X+ bys § — (8f) O III
1 1 . ~
(25— %) a3 c(z5 — 3)sin B2
Bis = —(z5—ys)ar—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8f) O III
Z5 asg
Bie = (ws+ys)ai+(ws—ys)azt+ = (aws 4+ c(z5 4+ 3) cosB) X — bys § + (8f) O III
(25 +3) a3 ¢ (25 + 1) sin B2
Biz = (w6 —ys) a1+ (76 +ys) a2+ = (aze + czg cos B) X+ bys § + czesin 32 (8f) 01V
Zg as
Bis = —(xs+ys)ai—(x6—ys) aa— = — (ax6+c(z6 — %) COSB) X+bysy — (8f) o1V
1 1 . N
(Z6_§) as 6(26—5) sin 8z
Bio = —(x6—ys) a1 —(z6+ys) aa— = —(axg+czgcosf) X—bysy — czesinfBz (8f) o1V
26 A3
B2o = (z6+ye) a1+ (v6 —ys) a2+ = (azg +c (26 + 3) cos B) X —bys ¥ + (8f) o1V
(26 + 3) a3 c(z6+ %) sin Bz



By, = (v7 —y7) a1 + (z7 +y7) az + = (ax7 + czrcos B) X+ byr § + czrsin S 2 (8f) PI

Z7as
Ba: = —(zr4yr)ar—(z7r—y7)aa— = — (aw7 4+ c (27 — 3) cos B) X+ byr § — (8f) PI
1 1 . ~
(27— 3) a3 c(z7— %) sinBz
Bas = —(zr—yr)a—(zr+yr)aa— = —(axy+czreosf) X —by;y —czrsin Bz (8f) PI
Z7 as
Boy = (w7 4+y7) ar + (27 —yr) a2+ = (azr +c (274 %) cosB) X —byr § + (8f) PI
(27 +3) a3 c(z7+ %) sinBz
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