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Source of material: Rb2LiDyBrg crystallizes from a melt of RbBr,
LiBr and DyBr3 (molar ratio 2:1:1) by slow cooling from 873 K

BreDyLiRby, tetragonal, [4/mmm (No. 139), a =7.699(5) A,
¢ =11.032(6) A, V=653.9 A3, Z =2, R(F) =0.099, Ru( F*) =0.241.

Table 1. Parameters used for the X-ray data collection

Crystal: colorless, irregular, size 0.05 x 0.1 x 0.05 mm
Wavelength: Mo K radiation (0.71073 A)
TE 306.90 cm '

Diffractometer: Siemens-Stoe

Scan mode: profile fitted &/20
Trmeasurement: 293K

20max: 45.84°

N(hkl)nm'quz: 159

Criterion for Io: Io > 2 6(lo)

N(param)refined: 14

Program: SHELXL-93

Table 2. Final atomic coordinates and displacement parameters (in A%

to room temperature in a sealed silica tube under strict exclusion ~ Atom  Site * y Z Usso
of oxygen and moisture. Licl 2% 0 0 2 0.0703)
Rb,LiDyBrs crystallizes in a tetragonally distorted variant of the (1) ol
elpasolite type of structure (see refs. 1-3). As a consequence of

the distortion, the coordination number of Rb* is reduced from

12 to 4+8. Li* and Dy>* remain octahedrally coordinated.

Table 3. Final atomic coordinates and displacement parameters (in A}

Atom Site x y z Un Un Uss Un2 Uiz Un
Dy(1) 2a 0 0 0 0.020(2) Un 0.022(3) 0 0 0
Br(1) 4e 0 0 0.250(1) 0.130(9) Un 0.030(6) 0 0 0
Br(2) 8h 0.251(1) x 0 0.16(1) Un 0.14(1) —0.13(1) 0 0
Rb(1) 4d 0 12 1/4 0.086(6) Un 0.062(7) 0 0 0
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