Rosickyite (y-monoclinic Sulfur) Structure:

A mP32 13 8¢-001
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66517

mP32

13
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aflow --proto=A_mP32_13_8g-001

__params=a7b/a7c/a76,xhyla 21,22,Y2, 22, X3, Y3, 23, L4, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,

Y7, 27,X8,Ys, 28

Other compounds with this structure

86385

e We take the name of this structure from (Donohue, 1976), which occurs naturally as the mineral rosickyite. (Donohue,
1976; Downs, 2003) The sulfur atoms form eight-atom rings, just like | sulfur (A16)| and S-monoclinic sulfur!
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a; = aX

az = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 = (axy +cz1co8B) X+ by1 § + cz18in 5z (4g) SI
B, = —z1a;+yraz— (21— 3) ag = —(aw1 4+ c (21— 3)cosB) X+ by1 § — (4g) ST
c (z1 — %) sin 5 Z
B; = —ri1a; — ¥y as — 21 a3 = —(ax1+czrcosf) X—by1§ —cz1sinfBz (4g) S1I
By, = z1a; —yras+ (21 + 3) ag = (azy+c(z1 4+ 3)cos B) X —byn § + (4g) ST
c (zl + %) sin 8 Z
B; = Toaj + ys as + 2o as = (axg + czacosB) X+ by2§ + czo8in 52 (4g) SII
Bg = —Toaj +ysas — (22 — %) as = — (am—&—c(zg — %) cosﬁ) X+bys ¥ — (4g) S1I
c (22 — %) sin 8 Z
B7 = —Tg2a1 —Y2a3 — 22a3 = - (CL.’,EQ + cz5 Ccos 5) X — by2 y — CZ9 sinﬂ Z (4g) S1II
Bs = Toa; — Ypas + (zz + %) as = (axz +c (zg + %) cos ﬁ) X—byy + (4g) S1I
c(zz + %) sinfBz
By = T3a; +y3zas + 23 as = (axs + czzcos B) X+ bys§ + czzsin 5z (4g) S III
B = —Tr3ai +ysas — (23 — %) as = — (CL$3 +c (2’3 — %) CcoS ﬂ) X+by3y — (4g) S III
c (23 - %) sin 8z
By = —x3a; —ys3as — 23 a3 = —(axs+czgcosf) X —bysy — czzsin Bz (4g) S II1
B = z3a; —ysas + (234 3) ag = (axs +c(z3+ 3)cosB) X —bysy + (4g) S III
c (23 + %) sin Bz
Bz = Tgay +ysas + 24 ag = (axy + czqcosB) X+ bys§ + cz4sinfz (4g) SIV
Bis = —zqa; +ysas — (24— 1) a3 = —(azg+c (24 — 1) cosB) X+ bys § — (4g) SIV
c (24 — %) sin 8z
By = —x4a] —Ysgag — 2483 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4g) SIV
Big = rqa; —Yygas + (24 + %) as = (aac4 +c (z4 + %) cos 5) X—by,y + (4g) SIV
c (24 + %) sin 8 Z
Bir = ZTsa; + ys az + 25 as = (axs + czscos B) X+ bys § + czssin 5z (4g) SV
Blg = —T5ai +y5a2— (Z5 — %) as = — (CLI’5+C(Z5* %) COSﬂ) )A(+by5yf (4g) S V
c (25 — %) sin 8z
Big = —Tsa; —Ysaz — 253 = —(aws +cz5c083) X —bys § — cz58in f 2 (4g) SV
By = z5a; —ysaz + (25 + 3) ag = (aws +c (25 + 5) cos B) X —bys § + (4g) SV
c(z5 + %) sin 8z
By = Tgai + Yeas + 2¢ as = (axe + czgcos B) X + bys § + cz6 sin 5 Z (4g) S VI
B2z = —Z¢a1 +Ysaz — (36* %) as = *(a%‘*C(ZG*%) 0055) X+bysy — (4g) S VI
c (ZG — %) sin 8 Z
Bas = —Zeal —YsA2 — 26a3 = —(azg+czgeosPB) X — by § — czpsin B2 (4g) S VI



B24 = Te Al — Yp A2 + (2’6 + %) as (axg +c (26 + %) COS B) X — byG y + (4g) S VI
c (26 + %) sin 8z

Bos = T7a; + yras + z7as (ax7 + czrcos B) X+ byr § + czrsin Sz (4g) S VII

Bos = —z7a; +yras — (27 — %) as — (amy +ec (z7 — %) cos B) X+byry — (4g) S VII
c (27 — %) sin 8 Z

By = —x7a; — yrag — z7as —(ax7 + czrcos B) X —byr § — cz7sin Bz (4g) S VII

Bos = T7a; —yras + (27 + %) as (ax7 +c (27 + %) cos B) X—by:y+ (4g) S VII
c (Z7 + %) sin 8 Z

By = Tgaj + ysas + zgas (axg + czgcos B) X+ bys § + czssin Sz (4g) S VIII

B3y = —rgaj + Yysaz — (Zg — %) as — (G,.’Eg +c (Zg - %) CcoS B) X+bysy — (4g) S VIII
c (28 — %) sin 8 Z

B31 = —Tgal —Ysaz — zZgas — (CLIS + czg cos 5) X — byg y — CZg Sinﬂ Z (4g) S VIII

B3>, = rga; — ysas + (Zs + %) as (axg +c (Zg + %) cos ﬁ) X—bysy + (4g) S VIII
C(Zg + %) sin 8 Z
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