I13 [SrCly-(H2O)g] (Obsolete) Structure:
A2B6C_hP9.162 ¢ k b-001

This structure originally had the label A2B6C_hP9_162_d k_a. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/WZ1P

https://aflow.org/p/A2B6C_hP9_162_c_k_b-001
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Prototype

AFLOW prototype label
Strukturbericht designation
ICSD

Pearson symbol

Space group number

Space group symbol

012(H20)6Sr

A2B6C_hP9_162_c_k_b-001
113

none

hP9

162

P31m


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/WZ1P
https://aflow.org/p/A2B6C_hP9_162_c_k_b-001

AFLOW prototype command aflow --proto=A2B6C_hP9_162_c_k_b-001

--params=a, c/a, x3, 23

Other compounds with this structure
CaCIQ'(HQO)6, CE%]_D)I‘2~(HQO)67 SI‘BI’Q-(HQO)G, CaIQ'(HQO)G, SI‘IQ-(HQO)G, Ba12~(H20)6

(Hermann, 1937) gives this the Strukturbericht designation I13, 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

a3 = %afc — @a vy
as = %a X+ @a y
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1 ag = sc2 (1b) Sr1
B, = %a1+%a2 = %a)“ch ?ay (2¢) Cll
B = %al—}—%ag = %ai—%ay (2¢) ClI
By, = r3ai + z3as = %axg X — ?(L(Eg v+ c23Z (6k) HI
By = T3ap + z3as = %axgx—&— ?axgy—kcz;),i (6k) HI
Bsg = —x3a] — T3as + 23 a3 = —axr3 X+ cz3%2 (6k) HI
B, = —x3ag — 23 a3 = —%axg X — @axg Y —cz32 (6k) HI
Bs = —T3a; — z3as = —%axg X+ ?axg ¥ —cz3Z (6k) HI
By = T3a] + r3as — z3a3 = arsX — cz3 Z (6k) HI
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