Sr[So0g|[H2O]4 Structure:
A10B2C_hP39 171 Hc ¢ a-001

This structure previously used the label(s) A10B2C_hP39_171 5c_c_a. Calls to these addresses will be redirected here.
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Prototype O10S2Sr
AFLOW prototype label A10B2C_hP39_171_5c_c-a-001
ICSD 2933
CCDC 1592719
Pearson symbol hP39
Space group number 171
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Space group symbol P6,

AFLOW prototype command aflow --proto=A10B2C_hP39_171_5c_c_a-001
—~params=a, C/a7 21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,T6,Y6, 26, L7, Y7, 27

Other compounds with this structure
Ca[SQOG][HQOLl

e This structure is the enantiomorph of the Sr[SoOg|[H2O|4 (A10B2C_hP39_172_5¢_c_a) structure. Only the non-hydrogen
atoms are included in the prototype.

e Space group P65 #171 allows an arbitary choice for the origin of the z-axis. We set this by taking z; = 0 for the Sr site.

Hexagonal primitive vectors

s
a; = jzak-— ?ay
az = %afc + éay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz Z (3a) Srl
B, = (z21+ %) a3 = 1c(32142) 2 (3a) Sr 1
B; = (21 + %) as = c (z1 + %) 2 (3a) Srl
By = Taay +y2 a2 + 2283 = sa(za+y) X— ?G(fw —Yo) ¥+ 2ol (6¢) 01
B = —yoay + (o — y2) a2 + = %a (2 — 2y2) X+ @azg v+ %6(322 +2) 2z (6¢) Ol
(22+ %) a3
Bg = —(z2 —y2) a1 — a0 85 + = —%a (2x0 —yo) X — @ayg v+ec (22 + %) Z (6¢) (O]
(224 3) a3
B, = —Toa; — ysas + 29 a3 = —%a(xz +y2) X+ ?a(azg —yYo) ¥+ c20i (6¢) Ol1
Bs = ya;—(z2—y2) a2+(zQ + %) a3 = %a (—xo + 2y2) X — @aaﬂg v+ (6¢) Ol
1c(3224+2) 2
By = (z2—w2) aitmast(z2o+3)as = 2a(2we—y2) X+ @am y+c(za+3)2 (6¢) OI
B = r3a; +yszas + 23 as = %CL($3 +y3) X — §G($3 —y3) ¥+ cz3i (6¢) O1II
By = —yzai + (3 —y3) as + = la(zs—2ys) X+ Larsg+3c(3z+2) 2 (6¢) on
St 7
B = —(z3 —y3) a1 —xzas + = —%a (2x3 —ys3) X — @ayg v+ec (23 + %) Z (6¢) oIl
(23 + 3) as
Bis = —Zzaip —Yzaz +z3as = *%a($3+y3) ﬁ+73a($3 —y3) ¥ +c232 (6¢) o1
By = ysa;—(x3—ys3) 32+(Z3 + %) ag = %a (—x3 + 2y3) @a% v+ (6¢) 01l

% -
3c(323+2) 2
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Bis = (23—y3) ai+asax+(z3 + 3) as 3a(2x3 —ys) X+ f ays§ +c(z+3) 2 (6c) on
Big = Tqa) + ygas + 2483 % (xq+yq) X \éga (x4 —ys) §+czaz (6¢) O III
Biz = —ysar + (v4 — ys) az + 3a (g — 2ys) X+ Bazy §+ (32 +2) (6c) O I
Z4 + %) as
Bis = — (24 — ya) 311—1’4324- —5a(2x4 —ya) K= FPaya§ +c(za+ 3) 2 (6¢) O I
(21 +3) as
Big = —rga; —Yysaz + z4a3 —za(za+ys) X+ @a (T4 —ya) §+czu2 (6c) O I
Bao = yaar— (w4 —ys) az+(za+3) a 30 (24 +2ys) X — Paz, § + (6¢) O I
1c(32442) 2
By = (:E4 — y4) a;+x4 a2+(24 + %) as %a (2:04 — y4) X+ i ays ¥ +c (2'4 + ) (6(7) O III
By = rsay + ysas + 25 as %a(mg, +ys) X — @a(% —ys) ¥ +czs2 (6¢) o1V
Bas = —ysai + (x5 — ys) az + 3a (x5 —2y5) X+ i avs §+ 3¢ (325 +2) 2 (6¢) o
(54 2) 2
By = 7(1’57345) a; —Trsaz + *%CL(ZQL‘g,ny,))A(*\/g y+C(Z5+ ) Z (GC) oIV
1
(55+3)
Bos = —Tsa; — yYsas + 25 ag —sa(xs +ys) X+ % (x5 —ys) § + c25 2 (6¢) o1V
B2s = ysai— (25 —ys) as+ (25 + %) ag %a (—x5 +2y5) X — ia% y+ (6¢) o1V
*6(325 + 2)
Bor = (25— ys) artasas+(zs + 3) a3 La(2ws —ys) X+ Paysy+c(es+3) 2 (6¢) o1V
Bys = Teay + Ye az + 26 A3 2a(zg+ye) X — ?a(:ve —Y6) ¥ + 26 2 (6¢) ov
Bay = —ysar + (r6 — yg) a2 + ta(wg — 2ys) X+ ‘[axﬁ y+3c(Bz+2) 2 (6¢) oV
(26+3)a
Bso = —(z6 —ys) a1 —weaz + —3a(2w6 —yo) X — Laye § +c (2 + §) 2 (6¢) oV
(26 + 3) a3
B3 = —Ze a1 — Y6 A2 + 26 A3 —3a(z6 +ys) X+ @a(% —Ye) ¥ +cze 2 (6¢) oV
Bs: = wysai—(z6—ys) a2+ (z+3) a 1a(—x6 +2y6) X — Lazey + (6¢) oV
le(32+2) 2
Bss = (26 —ys) a1+zaz+(z + 3) a3 30 2z — ys) X + L ayey +c(z +3) 2 (6c) oV
B3y = Trraj] +Yyras + zras %CL (x7 + y7) X — ? ($7 — y7) Y+ (60) SI
Bss = —yray + (v7 —y7) as + Ta(vr —2y7) X+ oz, g+ 1 1c(327+2) 2 (6¢) ST
(27 +3) as
Bss = —(z7 —yr) a1 —xraz + —3a(2w7 —yr) X = Fayry+c(eor+3) 2 (6c) S1
(274 3) a3
Bsr = —T7a; —Yyraz + zrag —%a(x7+y7) X+ @a(m —yr) ¥+ (6¢) ST
Bss = yrai—(x7 —yr) 32+(Z7 + %) as %a (=7 +2y7) X — 736“1775’ + (6c) ST
le(327+2) 2
— 1 1 ~ f
Bsg = (x7—y7) ai+ay a2+(27 + g) as 50 (2w7 —y7) X+ Fay: y +c (27 + ) (6¢) SI
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