MgsTeOg Structure:
A3B6C_hR20.148 f 2f ab-001
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AFLOW prototype label A3B6C_hR20.148_f_2f ab-001

ICSD 23611
CCDC 1599711
Pearson symbol hR20
Space group number 148
Space group symbol R3

AFLOW prototype command aflow --proto=A3B6C_hR20_148_f_2f_ab-001
—~params=a, C/av T3,Y3,23,T4,Y4,24,T5,Y5, 25

Other compounds with this structure
BigDyOG, Bi3ErOG7 BigLuOG, BigYOG, CSig),UO(;7 LagsCOG, LI&AIH(;7 leAIOG, LigCqu, LigFng, Lig\/F(;7 N[gngO(;7 NIHgTeO(;7
MH3W06

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

al

a3 @ 9 Q
a; = %a&—ﬁa}“w—%ci
as = %ay + %ci
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Te I
B, = %al + %ag + %33 = %Ci (1b) Te 11
B3 = T3 ay +y3 as + z3as = %a (Ig —23) X — \/Tga ($3 —2y3—|—23) S’—F (6f) MgI
%C(ffs +ys + 23) 2
By, = zzal +Tzaz +ysas = —Jalys—z) %+ %a(2ws —ys — 2) ¥+ (6f) Mg I
sc(z3+ys+23) 2
Bs = Ysap +zzaz +T3as = —%a(x3—y3)5(—%@(3334-93—233)5"*‘ (6f) Mg 1
%0(173 +ys + 23) 2
B = —rza; —ysag — 23 a3 = —ja(z3—z3) X+ ?a (3 —2y3 +23) § — (6f) Mg 1
tc(ws+ys+23) 2
By = —Zza; —X3az —Yzag = %a (ys —23) X — ?a (223 —y3 —23) ¥ — (6f) Mg 1
sc(z3+ys + 23) 2
Bs = —yza; — 23az — Tr3a3 =  la(ws—y3) X+ %a (r3 +y3 —223) § — (6f) Mg I
sc(zs+ys+23) 2
By = Tgay +ysaz + 24 a3 = %a($4—24)ﬁ—\/?ga($4—2y4+24)5’+ (6f) 01
sc(Tatys+21) 2


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=23611&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1599711&DatabaseToSearch=Published

BlO = zZg a1 +xg4a9 + Yq A3 = 7%& (y4 - 24) X+ fa (2564 — Y4 — 24) y+ (Gf) Ol
3¢ (24 + Ys+24) Z

Bi: = ysar + z4a2 + x4 a3 = —%a(x4—y4)§c—£ (T4 +ya —224) -+ (6f) 01
sc(Tg+ys+21) 2

B = —T4a1 —Ygaz — 24a3 = —%a(x4—24) i"’? ( 4—2y4+2’4) (6f) 01
%0(174 +ys+z) 2

Bz = —Z4d1 —Tqaz —Ysag = %a(y4—24) X - %a(2$4—y4—24) y- (6f) 01
sc(zatys+2) 2

By = —Y4a1 — Z4a@2 —T4ag = %a (T4 —ya) X+ %a (T4 +ys—221) § — (6f) 01
%c(x4 +ys+24) Z

B15 = Trsa; +Ysaz + z5ag = %a (x5 — 25) X — %ga (1’5 - 2y5 + 25) S’ + (Gf) OlII
s¢(z5+ys + 25) 2

Big = zsay + T5as + ys as = —%a (ys — 2z5) X+ ‘fa (225 —ys — 25) ¥+ (6f) OII
3¢(zs +y5 + 25) 2

Bz = Ysai + z5az + x5 as = —ja(zs—ys) ﬁ*§G($5+y5*2»Z5) v+ (6f) o1I
%C(% +Ys + 25) 2

Bis = —Tsa; — yYsas — 25 ag = —%a (x5 — 25) X+ ‘?a (x5 —2ys +25) § (6f) O1II
sc(ms 4+ ys +25) 2

Bis = —Zsap —Tsa2 —Ys5a3 = %a(ys —25) X — ?a(%s —Ys —25) ¥ — (6f) oI
%0(555 +ys + 25) 2

B20 = —Ysa1 —Rzaz — Tras = %a (:175 — y5)1 X + %(l (,’E5 + Ys — 225) S’ — (6f) O1II
3¢ (x5 +ys + 25) 2
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