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Prototype MnyNbyOg

AFLOW prototype label A4B2C9_hP30.165_2d_c_fg-001
ICSD 29216

CCDC 1604224

Pearson symbol hP30

Space group number 165

Space group symbol P3cl

AFLOW prototype command aflow --proto=A4B2C9_hP30_165_2d_c_fg-001
——params=a, C/a, 21,%2,23,%4,T5,Ys5, 25


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/GPQH
https://aflow.org/prototype-encyclopedia/A4B2C9_hP30_165_2d_c_fg-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=29216&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1604224&DatabaseToSearch=Published

Other compounds with this structure

Nbg ((30;,01\/[1’11_93)097 NbQCO4OQ, Nb2F€409, NbQMg409, NbQMn409, Nngn409, Ta2 (Mg$Mn1_w)Og, Ta2 (MgﬁNil_I)Og, Ta2 (Mngnl_

TagCO409, TagMg4Og, TagMIl409, TaQZIl4Og, WQ(LiQMg2)Og7 Wg(LiQan)Og

e The ICSD uses NbyCo40g as the prototype.

Trigonal (Hexagonal) primitive vectors

a3
a; = Zak-— éay
as = %afc + ?ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 c Z (4c) Nb I
B, = — (21— 1) a3 —c(z1—3) 2 (4c) Nb I
By = —21 Az —c21 Z (4c) Nb I
B, = (zl + %) as c (21 + %) Z (4¢) Nb I
By = %31—1-%32—1-2233 %afc—&—%ay—i—c,@i (4d) Mn I
Bs = 2aj+iay— (22— 1) ag tax—Yay—c(n—1%)2 (4d) Mn I
B, = %314*%&2*2233 %aiféayfczQz (4d) Mn I
Bsg = %al—l—%ag—i—(zg—&—%) as %afi—i—gay—i—c(zz—i—az (4d) Mn I
By = za;+ 2as+ 23a3 %ai—&—?ay—i—czgz (4d) Mn II
Bio = 2a;+iay— (23— 1) ag tax—Yay—c(3—1%)2 (4d) Mn II
Bi1 = %al + %ag — 23 a3 %aif %ayfcz;;z (4d) Mn II
B, = %al—l—%ag—i—(zg—&—%) as %afc—i— gay+c(Z3+§) Z (4d) Mn II
Bz = T4a; + %a3 %am — ?amy + ici (6f) Ol1
By = T4as + %33 %a:mf(—i— @afmy—k %ci (61) Ol
By = —T4a; — Tqag + i as —ars X+ ici (6f) Ol
Big = —z4ay + %ag —%amf{—i— ?amy—l— %ci (6f) 01
By = —z4as + %ag —%ami— @am&—l— %ci (61) Ol
Bis = Taa; + T4a0 + %33 ars X + %ci (61) Ol
By = Tsay + ysas + 25 as %a(mg, +ys) X — @a(% —ys) ¥tz (12g) O1II
By = —ysay + (5 — ys) az + 25 a3 ta(ws —2ys) X+ ?a% V+tezmi (12g) ol
Bo, = — (x5 —y5) a1 — x5 a9 + z5a3 —%a (2x5 —y5) X — ?a% V+czsiz (12g) oIl
By = Yysar +rsaz — (Z5 - %) as %a(z5+y5) X+ @a(%—%) A (12g) on

c z5—%)2



Bas = (v5—ys)ai—ysaz—(25—3)as = Lta(es—2y5) %~ Lazsy—c(z— 1) 2 (12g) on

Bay = —w5a; — (5 — Ys5) ag — = —3a(2w5—ys) X+ @a%y —c(z—3%)2 (12g) oIl
zZ5 — 3 as

Bas = —T5a1 — Y5 Az — 25 ag = —za(rs+ys) X+ Fa(es—ys) y—czz (129) o

B26 = Ys a; — (I5 — y5) Ay — Z5as = %a (—I5 —+ 2y5) )A( — §a$5 5’ — CZ5 2 (12g) O II

B2y = (rs —ys) a1 + w522 — 253 = sa(2xs —ys) X+ @ays V—c2z (12g) O1I

Baos = —ysa; — T5as + (25 + %) as = —%a (x5 +ys) X — %a (x5 —ys) ¥+ (12¢) Ol

clzs + 2) Z

Bzg = — (1‘5 — y5) a; + Ys az + = %a (—1‘5 + 2y5) }A(—F @aa@ y+c (25 + %) Z (12g) O1II
(2’5 -+ %) as

Bso = asai+(ws—ys) as+(z5+3) a3 = 3a(2w5—ys) X — @a% ytc(z+3)2 (12g) oIl
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