S-111 Structure:
A t116.142 £-001

This structure originally had the label A_tI16_142_f. Calls to that address will be redirected here.
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Prototype S

AFLOW prototype label A_t116.142_f-001
ICSD none

Pearson symbol tI16

Space group number 142

Space group symbol T4y /acd

AFLOW prototype command  aflow --proto=A_tI16_142_£f-001
--params=a, ¢/a, &1

Other compounds with this structure
Se (Se-VII, prepared at 450K and 20 GPa)

e The S-TII phase is found when sulfur is pressurized above 36 GPa at 300K. At 300K it is stable up to 83 GPa. This data
was taken at 12 GPa and 300K.
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Body-centered Tetragonal primitive vectors

a; — f%af{Jr %a v + %02
az = faX—3ay+ 5z
ag = 3aX+iay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (z1+2)ar+ (z1+3) as + = ar1X+a(z1+ %) 9+ 3c2 (16f) S1
(201+1) ag
B, = —(ml—%) al—(xl—é) a— = —awlfc—a(xl—i)y—i—éci (161) S1I
(2371 — %) as
B; = (a:1+%)a1—(x1—%) ag—&—%ag = —a(xl—%)fc—ka(xl—ki)y—%ci (16f) SI
B, = —(xl—é)a13+(x1+§)ag+ = a(@i+3)x—a(z1—1)y—3cz (16f) ST
13
B; = —($1—8)31—<$1—§)32— = —a(ml—%)x—a(scl—z)y—i—%ci (16f) S1I
N
Bg = (x1—|—§)a1—|—(m1+§)ag+ = a(ajl—&-%)f{—ka(xl—i—i)y—i—%cz (16f) S1I
(Q.I‘l =+ i) as
B, = ,(m,%) a1+(x1+§) as+ = axlea(:clfi)erch (16f) S1I
133
Bg = (atl—l—%)al—(xl—%) ag—&—iag = —axlx—i—a(xl—i—i)y—i—gci (16f) S1I
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