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This document contains the structural details obtained from Rietveld refinement of laboratory Xray
diffraction patterns of two Iron hexacyanoferrate nanoparticles prepared in this study. All structural
details, atomic sites, occupancies, bond lengths etc. all are represented in tabular form. The
representative XPS Survey curves are also included. Electrochemical measurement such as peak current
(ip) vs. scan rate (v) to determine some important fitting parameters have also been presented.Finally
diffusion coefficient calculated from EIS are and Coulombic efficiency of both the samples are also

included.
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Table S1: Atom positions and occupancies as obtained from Rietveld refinement of
laboratory Xray diffraction data using MAUD software

FeHCFq, FeHCFyg,
Atom Site X Y Z Occupanc | X Y Z Occupanc
y y
Fe (III) | 1a 0 0 0 1 0 0 0 1
3c 0 0.5 0.5 1 0 0.5 0.5 1
Fe (II) 1b 0.5 0.5 0.5 0.664 0.5 0.5 0.5 0.720
3d 0.5 0 0 0.821 0.5 0 0 0.832
C 6¢ 0.3045 | 0 0 0.800 0.2656 |0 0 0.822
8
of 0.333 0.5 0.5 0.664 0.2980 | 0.5 0.5 0.720
12h 0.2138 | 0.5 0 0.870 0.2138 | 0.5 0 0.760
3
N 6e 0.2022 | 0 0 0.800 0.1884 | O 0 0.760
5
of 0.1918 | 0.5 0.5 0.664 0.1890 | 0.5 0.5 0.720
6
12h 0.3012 | 0.5 0 0.729 0.2995 1 0.5 0 0.760
3
O 6e 0.1861 0 0 0.221 0.2100 | O 0 0.221
1
of 0.2401 0.5 0.5 0.336 0.1989 | 0.5 0.5 0.283
9
12h 0.2780 | 0.5 0 0.221 0.3045 | 0.5 0 0.221
4
8g 0.283 0.284 | 0.28 | 0.900 0.2830 | 0.28 [ 0.28 | 0.825
4 4 4




Table S2: Bond length as obtained from Rietveld refinement of laboratory Xray diffraction
data using MAUD software

Bond

(Fe, Fe''-C, C)
(Fe, Fe''-C,_C)
(Fe, Fe''-C,_C)
(Fe,_Fe'-N,_N)
(Fe, Fe' N, N)
(Fe, Fe''-N,_N)
(C,_C-N,_N)

(C, C-N,_N)

(C, C-N, N)
(Fe,_Fe'-0,_0")
(Fe, Fe'-0, 0")

3 2-
(Fe, Fe' -0, 0")

Bond length of FeHCFg

2.17350(0) A

1.98 A
1.69 A
2.06 A
2.02 A

1.95 A
1.04 A
1.44 A

0.88 A
1.89 A
244 A

225 A

Bond length of FeHCFjg,

2.168 A
238 A
2.05A
191 A
2.033 A

1.916 A
0.7833 A
1.1055 A

0.8686 A
2.13 A
2.017 A

1.98 A
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Figure S1. EPR spectra of FeHCFg, and, (b) FeHCFg,
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Figure S2. XPS Survey spectra for (a) FeHCFg, and, (b) FeHCFjg,
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Figure S3. log i, vs log (v) plot of a) FeHCF¢, and b) FeHCFy,
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Figure S4: Current density dependence Specific capacitance obtained from GCD of FeHCFg
and FeHCFg
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Figure S5: Ion diffusion coefficient plot for (a) FeHCF¢pand (b) FeHCFg,



