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Crystal structure of dipotassium hexachlorotungstate(IV), K,[WClg]
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Abstract

Source of material

The reaction of WCls (0.508 g, 1.56 mmol) and KCI (0.233 g,
3.12 mmol) in a sealed silica tube at a temperature gradient 925 K/
915 K for one week afforded a small amount of dark green block-
shaped crystals in the low-temperature zone.

Discussion

Consisting of K* cations and [WCle]?" anions, the title compound
crystallizes isotypically with the previously reported ternary tung-
sten(1V) chiorides MoWClg (M=Rb [1], Cs [2], T1[3]) of the well-
known K2PtClg type structure [4]. The W atoms are each octa-
hedrally coordinated by six Cl atoms with d(W—Cl) = 2.347(5) A,
which is practically identical with those observed for RbaWClg
(2.360(3) A) and Cs;WCls (2.369(6) A), but slightly shorter than
that of 2.379(4) A for TLWCls. The K*ions are each cuboctahe-
drally surrounded by twelve Cl atoms, d(K—Cl)=3.4744(4) A.

Table 1. Data collection and handling.

Crystal: dark green plate,

size 0.18 x 0.22 x 0.33 mm
Wavelength: Mo K radiation (0.71073 A)
u: 146.76 cm™!
Diffractometer, scan mode:  Rigaku R-AXIS RAPID, w
20max: 54.46°
N(hkl)weasured, Nkl Junique: 1692, 79

Criterion for Jobs, N(hkl)g:: Tobs > 2 0(lobs), 19
7

ClgK2W, cubic, Fm3m (no. 225), a = 9.822(1) A, V=947.6 A3, N(param)cefined:

Z =4, Ry(F)=0.039, wRref( F?) =0.088, T=293 K. Programs: SHELXS-97 [5], SHELXL-97 [6]
Table 2. Atomic coordinates and displacement parameters (in A

Atom  Site x y z Un Un Us Uz Uiz Uz
w 4a 0 0 0 0.047(1) Un Un 0 0 0
K 8c Y Ya Va 0.059(2) Un Uy 0 0 0
Cl 24¢e 0 0 0.2389(6) 0.077(3) Uy 0.032(3) 0 0 0
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