Se (p-S) Sulfur Structure:

A hR6.148 1001
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e We follow the notation of (Donohue, 1961) and (Donhoue, 1974) and call this Sg sulfur. Alternative names are:
rhombohedral sulfur, trigonal sulfur, Engel’s sulfur, Aten’s sulfur, e-sulfur, and p-sulfur. (Donohue, 1974)

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

Rhombohedral primitive vectors

a2
a3—/
a; = %af(— %ay—l— %cz
ap = %ay—&-%ci @ :
ag = —%afc — %ay + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B = r1a; + Yy as + 21 as = %a(xl—zl))‘c—%ga(xl—2y1+zl)y+ (6f) S1
%c(xl +y1+21) 2
B, = zia1 +T1as+ Yy as = —%a(y1—zl)i—&-%a@xl—yl—zl)y—&— (6f) ST
(@1 4+y1+21) 2
Bs = yrair +z1az+ a3 = —%a(xl—yl)f(—%a(xl +y1—221) §+ (6f) S1
%c(xl +y1+21) 2
By, = —ri1a; — Yy as — 21 a3 = —%a(ml—zl) i+§a(m1—2y1+z1)y— (6f) S1I
%c(xl +y1+21) Z
Bs = —z1a; —T1az — Y1 a3 = za(p —=) 5<*§a(2501*y1 —21) ¥ — (6f) ST
%0(101 +y1+21) 2
Be = —y1a; — 218y — T a3 = la(m—y) %+ La(zi+y —22) - (6f) S1
(@1 4+y+21) 2
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