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Table S.1 Crystallographic data and parameters of data collection and structure 
refinements of PtIn6Ge2O9. 

 

Empirical formula  PtIn6Ge2O9  

Formula weight 1173.21 g/mol 

Space group; Z Fm3m (No. 225), 4 

Unit cell dimensions a a = 1006.0(1) pm 

Unit cell volume 1.0181(2) nm3 

F(000) 2032 

Density (calculated) 7.654 g/cm3 

Crystal size 0.1 mm x 0.03 mm x 0.03 mm 

Diffractometer type IPDS Image Plate Diffractometer 

Temperature 293(2) K 

µ(MoKα), λ (MoKα) 32.86 mm-1, 71.073 pm 

Measuring mode d = 50 mm, Oscillation, 0 ≤ ϕ ≤ 240.0°, step width 1.0°  

Θ-range for data collection 3.5° to 30.3° 

Limiting indices -14 ≤ h ≤ 14, -14 ≤ k ≤ 14, -14 ≤ l ≤ 14 

Reflections collected 3206  

Independent reflections 99 

Rint: 8.45%  

Refinement, program   Full-matrix least square method, SHELX-97 

Number of free parameters, GooF: 11, 1.390 

R1, wR2 (I > 2σ(I)): 1.6%, 4.2%  

R1, wR2 (all data): 1.7%, 4.2%  

Weighting (a, b): 0.0184, 2.7317b  

Extinction: 0.00217(14)  

∆ρ(min), ∆ρ(max): -1190, 976 e/nm3  
  

a Powder diffraction data 
b Weighting scheme:  1/[σ2(Fo

2) + (a · P)2 + b · P] with P = (max (Fo
2,0) + 2 · Fc

2) / 3 
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Table S.2 Anisotrope Auslenkungsparameter [pm2] in PtIn6Ge2O9.  
 

atom U11 U22 U33 U23 U13 U12 

Pt 45(2) U11 U11 0 U23 U23 

In 67(3) U11 52(3) 0 U23 U23 

Ge 43(3) U11 U11 0 U23 U23 

O1 77(9) U11 U11 -7(11) U23 U23 

O2 80(20) U11 U11 0 U23 U23 
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Figure S1. First Brillouin zone and high symmetry points for a face-centered cubic  
lattice. 

 


