Sr[So0g|[H2O]4 Structure:
A10B2C_hP39 171 5c_c a-001

This structure originally had the label A10B2C_hP39_171 _5c_c_a. Calls to that address will be redirected here.
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of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043
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Prototype O10S2Sr

AFLOW prototype label A10B2C_hP39_171_5c_c_a-001
ICSD 2933

Pearson symbol hP39

Space group number 171

Space group symbol P6,

AFLOW prototype command aflow --proto=A10B2C_hP39_171_5c_c_a-001
—~params=a, C/av 21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27

e This structure is the enantiomorph of the |Sr[S20g][H20]s4 (A10B2C_hP39_172_5c_c_a) structure. Only the non-hydrogen
atoms are included in the prototype.

e Space group P6y #171 allows an arbitary choice for the origin of the z-axis. We set this by taking z; = 0 for the Sr site.
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Hexagonal primitive vectors

a; = %afc — ?ay
as = %af{ + ?ay
ag =— cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = c 7 (3a) Srl
B, = (z1 + %) as = %0(3731 +2) Z (3a) Srl
B; = (214 3) a3 = c(z14+3) 2 (3a) Sr1
By, = To2a; +Yz2az + 2233 = %a(xg +y2) X — §G($2 —Y2) § + 22 (6¢) Ol
Bs = —yoay + (2 —yo) az + = la(zy—2y) X+ i ary§+3c(322+2) 2 (6¢) Ol
(22 + %) as
Be = — (22 —y2) a1 — w282 + = —1a(2z—yy) X— ‘[ayg J+c(z2+3)2 (6c) 01
1
(ZQ + g) a
By = —T2a; —Yzaz + z2a3 = —%a(% +y2) X \2[ (fz —Y2) § + 22 (6¢) 01
Bs = wpai—(z2—y2) as+(22+3)a; = sa(—x2 +2y0) X — *a!Ez v+ (6¢) 01
3¢(322 +2) 5
_ 1 _ 1 o V3
Bg = (Ig—yg) a1—|—:1:2a2—|—(z2+§) as = §a(2x2—y2) X—Ff y2y+C(ZQ+ ) (GC) Ol
Bio = xrza; +ysag + zz3 a3 = la(zs+ys) X— La(zs—ys) ¥+ (6¢) oIl
B.1 = —ysa; + (x3 —y3) az + = %a (x3 —2y3) X+ i ar3y + = 0(323 +2)2 (6¢) oIl
(24 2) g
Bz = —(x3 —y3) a1 —x3as + = —%a (2z3 —y3) X — 73ay3 y+c (23 + %) Z (6¢) oIl
(25 +3) as
Bis = —rza; —Yysag + z3as = —ja(zs+ys) X+ §G($3 —y3) ¥+l (6c) ol
Bis = ysai—(v3—y3) ax+(z+3) a3 = sa(—x3 +2y3) X — @axg v+ (6c) 01l
tc(3234+2) 2
Bis = (z3—ys) aitazas+(zs+3)as = 1a(2ws—y3) X+ i ays ¥ +c (23 + 3) 2 (6¢) oI
Big = rqa) + ygas + z4 a3 = %a (xg +ys4) X — @ (T4 —ya) §+c242 (6¢) O III
By = —ysa; + (x4 —yq) a2 + = %a (x4 —2y4) X+ i aryy+ = c(324 +2)2 (6¢) O III
z4 + %) as
Bis = — (x4 —ys) a1 —x489 + = f%a (2x4 —ys) X — fay4y +c (Z4 + ) Z (6¢) O III
(z2+3) a
Bis = —T4a1; —Ysaz + 24 a3 = —ja(zatuys) X+ ﬁa (Ta —ya) ¥ +cza 2 (6¢) O III
B2o = yaar—(z4— ) as+ (24 + %) a3 = %a( Ta+2ys) X — iaa:4y + (6¢) O III
1c(3244+2) 2
Ba1 = (z4—wys) aitzgas+(za+3)as =  1a(2ws—ys) X+ fay4y +c(z+3)2 (6¢) O III
Bsy = Tsay + ysas + 25 as = %a(xg) +ys) X — ?a(a% —ys5) ¥+ 252 (6¢) o1V
Bas = —ysai + (x5 — ys) az + = la(ws—2ys) X+ Lazs g+ e (325 +2) 2 (6¢) o1V
(5+3) a
Bay = — (1‘5 — y5) all — Tsag + = —%a (2%5 - y5) X — @a% y+c (2’5 + %) Z (GC) (ONAY
(z5 + 5) as



Bas = —Tsa; — Ysaz + z5as = —za(ws+ys) X+ §G($5 —Ys) ¥ + 252 (6c) o
B2s = ysai—(x5 —ys) 32+(Z5 + %) ag = %a (—xs +2y5) X — @a% v+ (6¢) O1v
3 (325 + 2) Z
By = (z5—ys) artasas+(z5+3) a3 = za (25— ys) X+ fay5 ytc(z+3)2 (6¢) o1V
Bzg = Tea] + Yg a2 + 2 as = % (x6+y6) X — @a (176 —ys) y+CZGZ (6(2) (OY
By = —ysar + (6 — ys) a2 + = %a (6 — 2y6) X+ faxg v+z c(326 +2)z (6¢) oV
(26 + 2) as
Bso = — (26 — y6) a1 — To a2 + = —%a (226 — y6) X — @a% y+ec (26 + %) z (6¢) oV
(o + 3) 2
Bs: = —Tar — Yo Az + 26 a3 = —3a(z6+ye) X+ La(v6 — ye) ¥+ cz 2 (6¢) oV
Baz = yeai—(6—ys) a2+ (26 +3) as = 30 (~x6 +2ye) X — ga% y+ (6c) oV
3¢ (326 +2) 2
Bss = (w6 —ys) aitasas+(z6+3) a3 = za(2w6—ye) X+ fayg y+c(z+3)2 (6c) ov
B34 = Trral] +yras + z7as = %CL (l’7+y7) X — @a (I7 7y7) y+CZ7Z (6(?) ST
Bss = —yrai + (z7 —y7) az + = la(wr—2yr) %+ Lazry+3 3¢(32r+2) 2 (6¢) S1
(4 2) 2y
B36 — —(x7—y7) ai —m7a2—|— = —%a, (23)7—y7) &—@amy—i—c(zw—i— %) i (6(3) S I
(27 +3) a3
Bsr = —xra; —yraz + z7ag = —zalzr+yr) X+ §G($7 — Y1) § +czr (6¢) S1
Bss = yrai—(w7—yr) ac+(2r+32) a3 = sa(—z7 +2y7) X — gamf’ + (6c) SI
3 (32’7 +2) Z
_ 1 _ 1 f
B3g = (177 — y7) ai;+axr ag+(27 + g) as = 50 (2I7 - y7) X+ ayr y +c (Z7 + ) (6(3) S1
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