CsSO3 (K'19) Structure:
AB3C_hP20.190 ac.1 £-001

This structure originally had the label AB3C_hP20_190_ac_i_f. Calls to that address will be redirected here.
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Prototype CsO3S

AFLOW prototype label AB3C_hP20_.190_ac-i_f-001
Strukturbericht designation K1,

ICSD 26895

Pearson symbol hP20

Space group number 190

Space group symbol P62c

AFLOW prototype command aflow --proto=AB3C_hP20_190_ac_i_£f-001
--params=a, c/a, 23, T4, Y4, 24
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e (Higg, 1932) states that the space group might be P6322 #182 or P(-6)c2 #188. We follow (Downs, 2003) and use the
later.

e (Hagg, 1932) and (Downs, 2003) set the sulfur coordinate z3 = 0.73. As noted by (Hermann, 1937), this gives a very
short S-S bond distance, on the order of 0.5A. We use the value suggested by (Hermann, 1937), z3 = 0.66, “which gives
the S30g group exactly the same shape it has in K9SoOg [Strukturbericht K11].”

Hexagonal primitive vectors

a; = %afc — ?ay
a, = %af{ + ?ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Cs1
B, = 1ag = ica (2a) Cs1
B; = %a1+%a2+%a3 = %achr %ayqtici (2¢) CsII
B, = %al—f—%ag—&—%ag = %ai—%ay—i—%ci (2¢) CsII
B; = za;+ 2as+ 23a3 = %ai—&—?ay—i—cz;;i (4f) SI
Bg = %al—k%az—(zg—%)ay, = %ak—k%ay—c(z —%)i (4f) SI
B, = %a1+%a2723a3 = %aif%ayfcz;gi (4f) S1I
Bg = %al—l—%ag—i—(zg—&—%) as = %ai—gay—i—c(@,—i—é)z (4f) S1I
By = Tga; +ysas + 24 ag = %a(x4+y4) X — 73a(m4 —ys) §+czaZ (12i) OI1I
Bio = —ysai + (T4 —ya) a2 + 2483 = %a (x4 —2ys4) X+ éahf’ +cz42 (12i) 01
Bin = —(za—wys)ar—z4a0+223 = —1a 2wy —ys) X — §Gy4§’ +czy 2 (12i) 01
B2 = zia1 +ysas — (24— 3) ag = 3a(zs+ys) X — @a (T4 —ya) ¥ — (12i) 01
cl(zq4 — %) Z
Bis = —ysai + (T4 — ya) az — = sa(za—2ys) X+ @auy —c(za—3) 2 (12i) 01
(24— 3) as
By = — (x4 —y4) a3 — 409 — = —%a (2z4 —ys) X — @aym —c (24 — %) Z (12i) Ol
24— 3) a3
Bis = Ysa; +Tgap — z4 a3 = %a (Tg 4+ ya) X+ ?a (x4 —ya) ¥ —c24Z (12i) Ol
Bie = (T4 —ys4) a1 —ysaz — 2423 = ta(zy —2ys) X — §a$45’ —cz4 2 (12i) OlI
Biz =  —zja;1— (¥4 —ys) ag —z4a3 = —3a(2x4 —ys) X+ §Gy4$’ — 2% (12i) 01
Bis = yaay +zgas + (24 + 3) ag = ta(wg+ys) X+ @a (T4 —ya) ¥+ (12i) Ol
c (24 + %) Z
Big = (z4a—ys)ai—yast(zu+i)as = la(es—20)%— Larsg+c(utl)a (12i) Ol1
By = —z4a; — (x4 —yq) a2 + = —%a (2z4 —ys) X+ @aym +c (24 + %) Z (12i) (ON1
(14 1) g
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