Rhombohedral CryS3 Structure:
A2B3_hR10_148_abc_{-001
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aflow --proto=A2B3_hR10_148_abc_£f-001
--params=a, ¢/a, T3, T4, Y, 24

e (Jellinek, 1957) lists two structures for CrySs: this rhombohedral structure, and a trigonal structure. (Venkatraman,
1990) list this second structure as CryS3Cr. It is likely that this structure is Jellinek’s CrsSg structure. Jellinek notes
that the two structures are identical except for the atoms on the (2a) Wyckoff site. Presumably the Venkatraman
structure is the Cr5Sg structure with the (2a) site partly filled.

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

a; = %af{—?ay—i—%ci
as = %ay + %CZ
ag = f%afcf%ayqtéci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Crl
B, = %al + %ag + %33 = %Ci (1b) CrlII
B3 = r3al +Tzag + r3as = CI3 Z (2(}) Cr IIT
B, = —x3a] — r3as — r3as = —cx3Z (2¢) Cr III
B; = Tgay +ysas + 24 ag = %a(m4—24)i—%ga(x4—2y4+24)y+ (6f) S1I
tc(Tg+ys+21) 2
Beg = zZpa1 + Tgan + Ygas = —%a (y4 —24) X+ ?CL (22124 — Ya —2’4) y-‘- (6f) ST
%C (T4 +ya+z1) 2
B = Yysay + z4az + 2483 = —%a($4—y4)§_§G($4+y4—224)5’+ (6f) S1
sc(za+ys+2) 2
Bs = —rga; —ysas — z4a3 = —ia(ws—2) X+ %a (x4 —2ys+24) §— (61) ST
%c (x4 +ys+ 24) 2
By = —Z4a)] —Tgqa —Y4a3 = %a(y4—z4) X - §G(2x4—y4—24) y - (6f) S1
tc(watys+2) 2
Bio = —Ysa1 — 243 — T4 A3 = ja(zs—ys) X+ %a (T4 +ys—221) § — (6£) S 1
sc(Tatys+21) 2
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