Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2014

Electronic Supplementary Information

Fe [Fe(CN)gls: A Cathode Material For Sodium-Ion Batteries

He Sun,? Haobo Sun,* Wei Wang,* Handong Jiao,* Shugiang Jiao*: @
aState Key Laboratory of Advanced Metallurgy, University of Science and Technology
Beijing, Xueyuan Road 30, Beijing 100083, P. R. China
*Corresponding Author: Professor Shuqiang Jiao, Fax: (+86)-10-62334204, E-mail:

sjiao@ustb.edu.cn (S. Jiao)



Table S1. The lattice parameters, unit cell volume, total energy and formation energy of the

undoped and doped Prussian blue (FegCy4 Ny, without defects).

Sample ad) bA) A o B v Vfg;’e Tom(lei;l)ergy EF;:;I;Z?)
FegCaNag 990 990 990 90.00 90.00 90.00 969.00  -17128.28 0.00
FegCaNay-Na 991 991 991 90.17 8991 8952 97242  -18435.49 427
FegCoNoe-Nay 991 992 992 8932 90.01 8951 97526  -19742.84 8.68
FegCoNas-Na, 993 995 994 8846 89.56 88.44 98134 2235725 -17.20
FegCoNoy-Nag 1000 997 995 8873 91.94 89.18  991.61  -27583.30 31.47
FegCoNos-Nap,  10.03 10.19 1008 9340 9028 90.77 102738  -32796.31 3271
FegCoNou-Nage 1248 976 978 95.05 78.01 8688 1157.95  -38014.47 -39.10

FesCogNog-Na(Fe™)  10.12 10.12 10.12 90.00 90.00 90.00 1037.81  -17555.53 10.81
FesCogNoy-Na(Fe™)  10.09 10.09 10.09 90.00 90.00 90.00 102720  -17559.55 6.79

FegCry4Noy-Fe 9.84 984 984 89.94 90.01 90.03 953.17 -17989.27 3.89




Figure S1. SEM of the as-synthesized Fe,[Fe(CN)g]s.
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Figure S2. (a)TGA of as-synthesized Fe,[Fe(CN)]; (b)XRD of the sintered Fey[Fe(CN)g]s.
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Figure S3. Impedance spectra for different cycles.



