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Figures

Figure 1: Three-dimensional representation of the observed scattered X-ray intensity for SiBr4 as a function of diffraction angle (x-axis, 4.0-
36.0 °2 θ ) and temperature (y-axis, 120-242 K, 2.25 °C/min, 24 scans) . The wavelength was 0.92103 Å. The phase transition at T = 168K is clearly
visible. This figure was prepared with Powder3D Hinrichsen, Dinnebier and Jansen (2006).



Figure 2: Superposition of the calculated (dark colours) and experimental (light colours) structures in P21/c, Z = 4. (a) View along [100]. (b) View
along [010]. (c) View along [001].

Figure 3: Superposition of the calculated (dark colours) and experimental (light colours) structures in Pa3, Z = 8. View along [100].



Figure 4: All thermal analyses were performed with sample amounts of 20–40 mg in an argon atmosphere. Small aluminium containers with caps
(diameter 6.5 mm, depth approx. 2 mm) were used in a Perkin Elmer Pyris 1 device throughout this investigation. The samples were cooled from
60 to -171°C with a rate of 10°C/min and then heated up also by 1 0°C/min.



Tables

Table 1: Positional parameters and overall isotropic atomic displacement pa-
rameter for the experimental structure of β -SiBr∗4 (T = 147K).

Atom x y z Biso /Å2

Si1 0.246(1) 0.580(1) 0.641(1) 3.17(14)+

Br1 0.192 0.886 0.583
Br2 0.294 0.421 0.472
Br3 0.076 0.434 0.700
Br4 0.420 0.578 0.808

∗: No esd’s are given for some values due to rigid body refinement. Pa-

rameter values for rotations about the x, y and z axes of the rigid body are

203.52(92)°, 296.35(22)° and -51.25(94)° respectively.+: overall B.

Table 2: Positional parameters and overall isotropic atomic displacement pa-
rameter for the experimental structure of α-SiBr4 (T = 237K).

Atom x y z Biso /Å2

Si1 0.131(1)∗ 5.22(4)+

Br1 0.243(1)∗

Br2 0.026(1) 0.013(1) 0.248(1)

∗: Si1 and Br1 on x,x,x.+: overall B.
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