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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number

Space group symbol

BaMoG Sg

AB6C8_hR15_148_a_f cf-001
none

hR15

148

R3
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AFLOW prototype command aflow --proto=AB6C8_hR15_148_a_f_cf-001

—~params=a, C/a7 T2,T3,Y3,23, T4, Y4, 24

Other compounds with this structure
CaMogSg, CeMogSg, CeMogSeg, EuMogSg, LaMogSs, LaMogSes, NdMogSg, NdMogSes, PbMogSs, PrMogSs, PrMogSes,
SmMogSg, SmMogSeg, SrMogSg

e BaMogSg and other Chevrel phase compounds undergo structural transitions at low temperatures. BaMogSg transforms
into a triclinic P1 structure below 175K. Structural parameters for the low temperature phase can be found in (Kubel,
1990). We use the data for the rhombohedral R3 structure taken at 177K.

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

Rhombohedral primitive vectors

a; = %af{ % v+ %ci
az = % 5’-&-% V7
ag = —%a)‘c L y—i-%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bal
B, = Toay + Toas + Toas = Ccx2 7 (2¢) S1I
B; = —T9a] — Tgay — To as = —Cx2 7 (2¢) SI
B, = rzaj +Yysas + z3as = %a (.’IJ3 — 23) X — ‘éga (333 — 2y3 + 2’3) v+ (6f) Mo I
sc(z3+ys+ 23) 2
By = zz3aj + r3as +y3as = —%a(yg —23) X+ %0(21’3 —ys—23) ¥+ (6f) Mo I
l c(zz+ys+z3) 2
Bs = yzar + zzaz + x3 a3 = —3a (953—113) X_*G(LUS‘*‘Z/?)—QZB) v+ (6f) Mo I
%0(533 + ys +23) 2
B7 = —Tzayp —Yzaz —z3as = 71(1 (1‘3 — 2’3) (lZJg - 2y3 + 2’3) S’ (6f) Mo I
%0(553 + Y3 + 23) 2
Bs = —Zza; —Xzaz —Yszag = %a (ys — 23) X — %a (223 —y3 —23) ¥ — (6f) Mo I
tc(w3+ys +23) 2
Bg = —Ys3 a] —zZzaAdg —T3ag = %a (l‘3 — yg) )A( + ?a (333 —+ Yys — 22’3) }7 — (6f) MO I
%C(Is +ys+23) 2
Bio = Tgar +Ysaz + z4a3 = ja(zy—z) X— \/Tga(u —2ys+24) + (6f) S
sc(za+ys+24) 2
B11 = Z4 a1 =+ T4 Ao + Yq A3 = —%a (y4 — 24) X+ ‘fa (2.134 — Yq — 2’4) }A’—‘r (6f) S 11
10(174 +y4 +24) %
B2 = Ysar + 248z + T4a3 = —%a (T4 —ya) X— %‘1 (T4 +ys —224) I+ (6f) S
sc(zatys+24) 2
Bis = —Zga1 — Y4z — Z4a3 = —ja(zy—z4) R+ fa (T4 —2ys +21) ¥ (6f) SII

%c(u —|—y4 +24) %



B14 = —Zq4A] — Tg4aA2 — Ya as = %a (y4 — 24) 5( — ?a (2I4 — Y4 — 24) y — (Gf) S II
c(xatystz) 2

1

3
Bis = —Yaa1 — Z4A2 — T4 a3 = ja(zs— 114)1 %+ ¥3a (s +ys—22) § - (6£) S
gC

(Ta+ya+21) 2
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