Nd(BrO3)3-9H50 (G25) Structure:
A3B9CD9 hP44 186_c_3c_b_cd-001

This structure originally had the label A3B9CD9_hP44_186_c_3c_b_cd. 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/776H

https://aflow.org/p/A3B9CD9_hP44_186_c_3c_b_cd-001
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Prototype Br(H20)gNdOg

AFLOW prototype label A3B9CD9_hP44_186_c_3c_b_cd-001
Strukturbericht designation G249

Mineral name neodymium bromate enneahydrate
ICSD 26601


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/776H
https://aflow.org/p/A3B9CD9_hP44_186_c_3c_b_cd-001

Pearson symbol hP44
Space group number 186
Space group symbol P63mc

AFLOW prototype command aflow --proto=A3B9CD9_hP44_186_c_3c_b_cd-001

__para-ms=a7c/a7217$27 22,X3,23,T4,24,T5,25,L6,26,L7, Y7, 27

e The positions of the hydrogen atoms in the water molecules were not determined, so we only provide the oxygen atom
positions (labeled as HzO).

Hexagonal primitive vectors

a; %af{ — @ay
as %afc + @ay
ag cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = tar+Zay+ 2 a3 = 2“X+IGY+CZ1Z (2b) Nd T
B, = %al—i-%ag—i-(zl—«—%) as = %ai—%ay—i—c(zl—i—i)i (2b) Nd I
B; = Toa] — Toag + 2o a3 = —V3Bazs § + cz0 7 (6¢) Brl
B, = Toay + 2xo as + 29 as = SCL$2 X+ f(ll‘g V+cniz (6¢) Brl
B = —2r9a; — Troays + 29 as = f%afch+ ‘[axgerczQz (6¢) Brl
B = —zoa; +22ax + (22 + 3) as = V3aza g +c(22+3) 2 (6¢) Brl
B = —Toay — 2wgas + (22 + %) as = —%aacgf( — @cwcgy +ec (22 + %) 2 (6¢) Brl
Bg = 2z9 a1 + Toas + (22 + %) as = %axg X — @axg y+ec (22 + %) Z (6¢) Brl
By = T3a) — r3as + z3as = —V3ax3y + cz32 (6¢) HI
By = r3a; + 2x3as + 23 a3 = §ax3§<+ ﬁaxgy—i—czgi (6¢) HI
Bi1 —2x3a; — T3as + 23 a3 = —an X+ f(l.’l?gy-i-CZgZ (6¢) HI
B, = —z3a;+azaz+ (23 +3) a = V3azs§ +c(zs+3) 2 (6c) HI
Bz = —r3a; — 2wz as + (,23 + %) as = *%CLIE;;)A{ — @axgy +c (23 + %) Z (6¢) HI
By = 2r3a; + T3as + (23 + %) as = %axg}‘( — @axgy +c (23 + %) Z (6¢) HI
Bis Ty4a] — Taag + 2483 = —V3Bax, § + cz4 2 (6¢) HII
B = r4a; + 2x4as + 24 a3 = gau X+ faaf4 V+cza2 (6¢) HII
By = —2x4a; — x4ag + 24 a3 = —%am X+ %am y+cza2 (6¢) HII
Bis = —T4a; + x40 + (24 + %) as = V3ax,y +c (Z4 + %) Z (6¢) HII
By = —x4a] — 2x4a9 + (24 + %) as = —%amfc — @amy +ec (z4 + %) Z (6¢) HII
By = 2z4a1 + T4a0 + (24 + %) as = %aui - @amy +ec (24 + %) Z (6¢) HII
By, = Tsa) — Tsag + 25 ag = —V3axsy + cz5 2 (6¢) H III
By = T5a; + 225 as + 25 as = %ax5 X+ ‘fax5 v+ 25z (6¢) H III



Bos = —2x5a; — x5as + 25 as = 7%(11‘5 X+ @a% y+czz (6¢) H III
Boy = —z5a; +2sax + (25 + 3) as = V3azs§ + ¢ (25 + 3) 2 (6¢) H III
Bos = —rsa; — 2x5as + (25 + %) as = —%aacg)f( - ﬁax;)y +c (25 + l) 7 (6¢) H III
B = 2z5a; + T5as + (25 + %) as = %ams X — ﬁaxs y+e (25 + ) (6¢) H III
Bor = Tga] — Tgag + 26 a3 = —V3azgy + cz6 2 (6¢) (OB
Bos = Tgay + 2xg as + 2g as = §ax6 X+ ﬁaxf; ¥+ cze2 (6¢) Ol1I
Bag —2xga; — Tgas + 26 a3 = —§ax X+ faxg v+ c26Z (6¢) 01
Bso = —zga; +xgaz + (2 + 3) as = V3azg§ +c(z+3) 2 (6¢) 01
B3, = —rga; — 2xgas + (26 + %) as = *%CLT@)A{ — @axﬁy +c (26 + %) Z (6¢) (OB
Bs, = 2rga; + T as + (26 + %) as = %axm‘( — @a%y +c (26 + %) Z (6¢) Ol
Bss T7a; + yrag + 27 as = %a (x7+y7) X — ?a (x7 —y7) §+czr 2 (12d) O1II
B3y = —yrai + (7 —y7) a2 + zr az = Ta(xr —2y7) X+ famy +czr 2 (12d) on
Bss = — (7 —y7) a1 —x7az + zraz = —%a (227 —y7) X — iayﬂ’ +cz7 Z (12d) oI
Bss = —zra; —yras+ (27 + 1) a3 = —ta(zr+yr) X+ ‘[ £x7—y7) v+ (12d) oIl
clz7 + 5) 2
Bsr = yra;—(x7 —y7) a2+(z7 + %) ag = %a (—x7 + 2y7) X — @aaﬁy—&—c (27 + 5) Z (12d) OlII
Bss = (v7—yr) aitzras+(zr+3) a3 = Sa(2z7—yr) X+ ftl@/?)’ +c(zr+3) 2 (12d) on
B3y = —yra; — Tyag + z7as = —%a (x7 +y7) X — @a(w —y7) ¥ +czri (12d) oI
By = —(z7 —y7) a1 + yras + z7 a3 = ta(—z7 +2y7) X+ @aawy +czr 2 (12d) O1II
B4y, = zra + (x7 —y7) as + 27 ag = %a (2z7 —y7) X — Lay7y + cz7 Z (12d) OlII
By =  yaitarast(;+g)a = Ya(er +yr) X+ Lalar —yr) 9+ (12d) on
c (27 + %) Z
By = (zr—yr)ai—yrac+(2r+3) a3 = ia(wr—2yr) - ?am& +c(er+3) 2 (12d) oIl
By = —zra; — (x7 —y7) as + = % (2z7 —y7) X+ ‘[ay7y +c (27 + ) (12d) O1II
(7 +3)a
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