I13 [SrCly-(H2O)g] (Obsolete) Structure:
A2B6C_hP9_162_c_k_b-001

This structure previously used the label(s) A2B6C_hP9_162_d k_a. Calls to these addresses will be redirected here.
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Prototype Cly(H20)6Sr

AFLOW prototype label A2B6C_hP9_162_c_k_b-001
Strukturbericht designation 113

Pearson symbol hP9

Space group number 162
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Space group symbol P31m

AFLOW prototype command  aflow --proto=A2B6C_hP9_162_c_k_b-001
--params=a, ¢/a, 3, 23

Other compounds with this structure
CaClg(HgO)G, CaBrg'(HQO)(;, SI‘BI‘Q'(HQO)G, CaIQ'(HQO)ﬁ, SI‘IQ'(HQO)ﬁ, Balg'(H20)6

e (Hermann, 1937) gives this the Strukturbericht designation 13, but gives the prototype as KoPt(SCN)g. As we discussed
on the KoPt(SCN)g (H63) page, the difference between these two structures is significant, so we will use the original H63
designation for KoPt(SCN)g, and I'13 for SrCls-(H20)s.

e In any case, (Aagon, 1986) and others have shown that the correct space group of this structure is P321 #150. We
discuss the corrected structure on the |SrCly-(H20)g pagel

e Using the notation of (Gottfried, 1937) this could also be designated the J13 structure. That designation was never used
in any Strukturbericht volume, so we will use I13 here.

e The positions of the hydrogen atoms in the water molecules were not determined, so we only provide the positions of the
oxygen atoms (labeled as H20).

Trigonal (Hexagonal) primitive vectors

al\L "
a; = lagx-Lay
ag = %a X+ @a y
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a; = icz (1b) Sr 1
B, = %al—&—%ag = %ai—f— %ay (2¢) Cll
B; = 2a;+sap = lax— ¥Ylay (2¢) Cl1
By, = r3ay + z3 a3 = %angc — 73a173y+cz’32 (6k) HI
Bs = T3 as + 23 a3 = %aacgi—ﬁ— @a:ﬂgy—i—cz;ﬂ (6k) HI
Bg = —rza; — T3as + z3as = —ar3X + cz3 Z (6k) HI
By = —x3ax — z3as = —%aac3 X — @axg V —c23% (6k) HI
Bg = —x3a; — 2343 = —%axg X+ §GI3 y—cz32 (6k) HI
By = r3a; +r3as — zzas = ax3X — cz3Z (6k) HI
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