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Local structure analysis for Fe-containing polysulfide electrode material by
XAFS measurements
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We have examined the local structure of Fe-containing polysulfide electrode material LixFeSy, which is
one of the candidate materials for next-generation high capacity lithium secondary batteries. XRD
measurements showed that LixFeS, has low-crystalline LiS-based structure, and S K-edge XAFS
measurements exhibited that the spectra consisted of the peaks ascribed to Li,S-based structure, as well as
that ascribed to the electronic transition from Fe — S bond orbital. We also carried out the profile analyses of
radial structure function of the LijoFeSe sample, and the estimated atomic distances were in good agreement
with the structure model.
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Fig. 1  Radial structure functions around S atoms for LijoFeSs sample ﬁPFY and TEY). Results of the
curve fitting are shown as dark violet line. Spectra for some reference samples (S, Li2S, FeS,, FeS) are also
shown for comparison.

BE R

[1] A. Sakuda et al., J. Am. Chem. Soc., 139, 8796 (2017).
[2] K. Koganei et al., Solid State lonics, 323, 32 (2018).
[3] T. Takeuchi et al., RSC Adv., 14, 7229 (2024).

[4] D. A. Totir et al., Electrochim. Acta, 47, 3195 (2002).

RN G FEE~DIGA « BHIZOWT
- RWFZERR 1T Local structure analysis and charge/discharge mechanism for Fe-containing polysulfide
electrode materials LixFeS,” ({K&H) & LT i XHEMBWTE Thd,




