V5Sg Structure:
A8B5_mC26_12_2ij_ahi-001
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Prototype
AFLOW prototype label

SsVs

A8B5_m(C26_12_2ij_ahi-001

ICSD 42040
CCDC 1611754
Pearson symbol mC26
Space group number 12
Space group symbol C2/m

AFLOW prototype command aflow --proto=A8B5_mC26_12_2ij_ahi-001

——params=a,b/a,c/a,B,yQ,xg, 23,24, 24, T5, 25, X6, Y6, 26

Other compounds with this structure
CI‘5S€8, Ti5S€8, V5S€8, V5T€8

e (Kawada, 1975) give the structural information in setting F'2/m of space group #12. We used FINDSYM to transform
this into the standard C2/m setting. This involves a considerable shuffling of the primitive vectors.
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Base-centered Monoclinic primitive vectors

a3 = %afc — %by ,
ay =  ltax+lby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (2a) V1
B, = —yoa; +ysas + %ag = %ccosﬁﬁeryger %csinﬁi (4h) VI
Bz = ygal—ygag—l—%ag = %ccosﬁi—bygy—i—%csinﬁi (4h) VI
By, = T3a] + r3ag + z3as = (axs + czzcos f) X+ czgsin Sz (4i) S1I
B = —x3a] — T3y — 23 a3 = — (axs 4 czzcos B) X — czzsin S 2 (4) SI
Bsg = Tga1 + 2409 + 2423 = (axy + cz4co8B) X+ cz48inf 2 (4i) S1II
B, = —T4a;] — Tyay — 24 A3 = —(azy 4+ cz4co8B) X — cz48in f 2 (4i) S1II
Bgs = T5ay + T5ag + 25 as = (axs + czscos f) X+ czssin Sz (4i) V III
By = —Zsa] — T Ay — 25 a3 = — (axs 4+ cz5cos ) X — cz5sin S 2 (4) V III
Bio = (w6—ys) a1+ (w6 +ys) a2+ = (awe +czgcos ) R +bys§ + czesinf2 (8j) S I
%6 a3
Bii = —(v6+tys) a1 —(v6—ys) a2— = —(awe+czcosf) X+bysy — czesinf2 (8j) S I
26 a3
Biz = —(w6—ys) a1 — (w6 tys) a2— = —(awe+czgcosf) R —bys§ — czesinf2 (8j) S I
%6 a3
Bizs = (w6+ys) i+ (v6—ys)aa+ =  (awe +czcosf) X — by ¥ + czesinf2 (8j) S I
26 a3
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