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Development of solution cell for tender energy X-ray absorption spectroscopy
and local structure analysis of hexafluorodihalocubanes in solution
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Fig. 1. Structure of Hexafluorodichlorocubane.
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Fig. 2. Solution Cell for Tender-energy XAS.
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Fig. 3. Cl K-edge XANES of Hexafluorodichlorocubane.
(A) in THF. (B) in the solid state.
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Fig. 4. FT-EXAFS of Hexafluorodichlorocubane.
Table 1. C(sp3)-Halogen Bond Lengths in

Hexafluorodihalocubanes. “M06-2X/aug-cc-pVTZ(for C,
F and Cl), aug-cc-pVTZ-PP (for Br and I) levels.

XAS (A) scXRD (A) DFT (A)

CsFsCla 1.722(17) 1.717(2) 1.719

CsF¢Br2 1.876(4) 1.878(3) 1.877

CsFela 2.101(8) 2.079(3) 2.079
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