Sr[So0g|[H2O]4 Structure:
A10B2C_hP39 172 5c ¢ a-001

This structure previously used the label(s) A10B2C_hP39_172 5c_c_a. Calls to these addresses will be redirected here.
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e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/XXQ8

https://aflow.org/prototype-encyclopedia/A10B2C_hP39.172_5c_c_a-001
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Prototype O10S2Sr
AFLOW prototype label A10B2C_hP39_172_5c_c-a-001
ICSD 2933
CCDC 1592719
Pearson symbol hP39
Space group number 172
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Space group symbol P6,

AFLOW prototype command aflow --proto=A10B2C_hP39_172_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

e This structure is the enantiomorph of the |Sr[S20g][H20]s (A10B2C_hP39_171_5c_c_a) structure. Only the non-hydrogen
atoms are included in the prototype.

e Space group P64 #172 allows an arbitary choice for the origin of the z-axis. We set this by taking z; = 0 for the Sr site.

e The ICSD entry is for space group P6y #171.

Hexagonal primitive vectors

s
a; = %a}“{ — @ay
az = %afi + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = c2 7 (3a) Srl
B, = (zl + %) as = c (21 + %) Z (3a) Srl
B; = (z1+2) a3 = 1c(32142) 2 (3a) Sr1
B, = Toay +y2a2 + 22 a3 =  la(za+ys) X-— @a (22 —12) ¥ + 202 (6c) Ol
Bs = —y2ai + ($21— Y2) az + =  la(zs—2y) X f ary§ +c(z+3) 2 (6c) Ol
(zg + 3) as
Bsg = —(x9 —y2) a1 — xpay + = —%a (2z9 —y2) X — iayQ v+ (6¢) OI1I
(22+2) a3 3¢(322+2) 2
By = —Iza; —Yzaz+ 2283 = —la(z2+y2) X+ @a(fz —Yy2) ¥+l (6¢) 01
Bs = wpai—(z2—y2) ast(22+3) a3 = ga(—z2+2y) X— ‘égaargy—&-c(zg—i— i)z (6¢) 01
By = (x2—19y2) ajtuao ag-‘r(Zg + %) ag = % (229 — y2) X+ L ay2y + 3 C(3Z2 +2) 2z (6¢) Ol
Bio = xrza; +ysag + zz3az =  la(zs+ys) X-— i a(zz—vy3) § +cz3 (6¢) oIl
By, = —ysar + (3 —y3) az + =  la(zs—2y3) % i arsy +c (23 + ) (6c) oIl
z3 + %) as
Bix = —(x3 —y3) a1 — r3as + = (2x3 —y3) X — iaygy + (6¢) on
(23+2) a3 1c(3234+2) 2
Bz = —Zzai —Yszaz +zz3as = —za(r3+ys) X+ i (3 —y3) ¥ +c232 (6¢) O1I
Bia = ysai—(x3—ys) ax+ (23 + 3) a3 ta(—x3+2y3) X — \Qfailfs y+c(z+3)2 (6c) on
Bis = (z3—ys3) aitasas+(z3+2) a3 = 3a(2w3—y3) X+ i aysy+3c(3z3+2) 2 (6¢) on
Bie = Tgay +Ysaz + 2433 = %a (4 +ya) X — L a(ry—ys) §+czz (6¢) O III
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By = —ygay + (x4 —ya) az + = %a (x4 —2y4) X+ faz4y +c (z4 + ) (6¢) O III

(244 3) a3

Bis = — (x4 —y4) a1 — g + = —%a (2xy —yq) X — @aym + (6¢) O III
(244 2) a3 3c(324 +2) 2

By = —z4a; —ysas + z4a3 = —la(zyg+uys) X+ fa (x4 —Ya) §+c242 (6¢) O III

Bzo = wysar— (24— ya) ax+(za+3) as = Fa(—az4+2ys) X— ‘[am y+c(zat+i)2 (6¢) O 1II

Bor = (z4—wys) aitzsas+(zu+3)as = 3a(2wy—y) X+ L ays § + 3¢ (324 +2) 2 (6c) O III

By, = x5 a; + Y5 ag + 25 as =  Za(zs+ys) X L a(xs —ys) § +czs 2 (6¢) (ORAY

Bz = —ysay + (x5 — ys) az + = la(zs—2y5) X+ L arsy +c(z5+3) 2 (6c) O1v
(25 + 3) a3

Bay = — (5 —y5) a1 — x5 a2 + = —%a (225 —ys5) X — ?a% y+ (6c) 01V
(25 + 2) ag 3c(325 +2) 2

Bas = —Tsa; —Ysaz + 2583 = —ga(zs+ys) R+ fa (x5 —ys) ¥ +cz5 2 (6¢) O 1v

B2s = ysai—(x5—ys) az+(25 + %) ag = %a( T5 + 2ys) X — fal’5 y+ec (Z5 + ) z (6¢) o1V

Bar = (w5 —ys) aitasas+(zs+3) as = 3a(2ws—ys) X+ L ays§+ 3¢ (325 +2) 2 (6¢) O1v

Bos = Tgay + Ygas + 2¢ as = %a(x(;—&—yﬁ) X — ?a(ma —ys) ¥+ cz6 2 (6c) ovVv

By = —ysar + (6 — Ys) a2z + = ta(we —2ys) X+ Lawgy +c(z+3) 2 (6c) oV
(2 +3) a

B3y = — (26 — y6) a1 — Teaz + = —La (226 — ys) & — Lays § + (6¢) ORY
(%6 + 2) a3 le(32+2) 2

Bs: = —Tg a1 — Y a2 + 26 A3 = —ja(ws+ys) X+ fa(@"G —y6) ¥ + cz6 2 (6¢) oV

B3z = ysai—(x6 — Ys) az+(26 + %) ag = %a( Te + 2ys) X — fal’ﬁ y+e (26 + ) z (6¢) oV

Bss = (w6 —ys) aitzgas+(z+3) as = 3a(2w6—ys) X+ i ayey + 3¢ (326 +2) 2 (6c) oV

B3y = Tray +yraz + 27 as = Sa(er+uyr) X - ? (7 —y7) § +czr 2 (6¢) S 1

Bss = —yrai + (v7 —y7) ax + = la(wr—2yr) %+ Lazr g+ el +3) 2 (6¢) S 1
(27 +3) 23

Bss = — (7 —y7) a1 —wrax + = —%a (27 —y7) X — ?Wﬁy + (6¢) S1
(27 + 2) ag 3c(327 +2) 2

Bsr = —r7a; —yraz +zrag = —zalzr+yr) X+ ﬁ a(zy —yr) ¥ +cxri (6c) ST

Bss = yrai—(z7—yr) as+ (27 + %) a3 = ia(-z7+2y;) X— f 7y +c(zr+ ) Z (6¢) S1

Bso = (v7—yr) aitarag+(zr+3) a3 = La(2wr—yr) X+ f yr ¥ +gc(3er +2) 2 (6¢) S1
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