Trigonal NagBaMn(VOy), Structure:
ABC2D&8E2 hP14 164 a b_d_di_d-001
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Prototype BaMnNasOgVy

AFLOW prototype label ABC2D8E2_hP14_164_a_b_d_di_d-001
ICSD 13390

CCDC 1859758

Pearson symbol hP14

Space group number 164
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Space group symbol P3m1

AFLOW prototype command aflow --proto=ABC2D8E2_hP14_164_a_b_d_di_d-001

--params=a, c/a, 23, 24, 25, T, 26

Other compounds with this structure
KQB&C&(PO4)2, KQB&MH(VO4)2, KQRbGd(VO4)27 KszTb(VO4)27 NagBaCo(PO4)2, 1\18,2]33400(\704)27 NagBaFe(VO4)2, NagBaMg(P
NagBaMn(PO4)2, NagBaMn(VO4)2, NagBaNi(PO4)2, SrgBaMg(SiO4)2

e This is a quinary form of K3Na(SOy4)ol The ICSD lists K3Na(SO4)2 as the structure type. We arbitrarily chose
NayBaMn(VOy,)s as the prototype structure for the five-element form.

e Nay;BaMn(VOy,)2 can also be found in a monoclinic form| (Sanjeewa, 2019).

o [KoRbSc(POy)o and NagBaMn(VO,)a| occupy the same Wyckoff positions in space grop P3m1 #164, but their AFLOW
mismatch (Hicks, 2018) is sufficiently large (0.35) that we place them in two different prototypes. The structures are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding

CIF files.

Trigonal (Hexagonal) primitive vectors

al
o
a3 = %afc — ?ay
a; = gaX-+ ?ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bal
B, = 1ag = ica (1b) Mn I
B; = za;+ 2as+ 23a3 = %ai—&—?ay—i—cz;;i (2d) Na I
By, = %al—k%ag—z;;ag = %ai—%ay—czgi (2d) Nal
By = %a1+§a2+z4a3 = %ai+§ay+0242 (2d) Ol
Bg = %a1+%a2—z4a3 = %a&—?ay—cai (2d) Ol
B, = za;+ 2as+ 25a3 = tak+Yay 4z (2d) VI
Bg = %a1+%a2725a3 = %aif§ay70%2 (2d) VI
By, = Tgal — Tg A + 26 A3 = —V3axzgy + cz6 2 (61) oIl
B = Teai + 2xg as + zg az = %angc—&— ?(LZCGS’-FCZ(SQ (61) O1II
Bi1 = —2xga; — Tgas + 2 as = —%aacg X+ @awa ¥+ cz6Z (61) OII
B = —Xgal + xgas — zg Az = V3azgy — cz6 2 (61) OlII
Bz = 2r6 a1 + Tgas — zg as = %axa X — @ax(; Y —cz52 (61) O1II
By = —xga] — 2Tgaz — 26 as = —%axg % — ?axg v —c27% (61) Ol
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