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Introduction: GexSeq-x glasses

e sensitive to the absorption of electromagnetic radiation’

e applications in passive and active optics?
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Introduction: GexSeq-x glasses

e corner-sharing and edge-sharing tetrahedral arrangements’

¢ under-coordinated and over—coordina:ed atoms?

e homopolar bonds’ E
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Introduction: GexSeq-x glasses

1. bimodal phase: Se-Se-Se bonds and Ge-Se-Ge bonds only’

2. fully bonded with intermediate configurations?

1 P. Lucas ..., and B. Bureau, Phys. Rev. B 80, 214114 (2009)
2 E. L. Gjersing, S. Sen, and B. G. Aitken, J. Phys. Chem. C 114, 8601 (2010)




Introduction: GexSegi-x glasses

experimental spectra used to justify bimodal phase: Se-Se-Se bonds and Ge-
Se-Ge bonds only’
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Introduction: GexSeq-x glasses

experimental spectra used to justify fully bonded model with intermediate
configurations?
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To provide structural assignments for the experimentally measured NMR
spectra
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—stablishing reliability of calculation
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Calculations
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Calculations threefold Se
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Conclusion

e one of the experimentally observed peak results from overlapping
contributions from various bonding configurations

e our interpretation is consistent with the occurrence of Ge-Se-Se linkages

e bimodal description is not necessary
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