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Table  S1. Structural parameters obtained from Rietveld refinement of XRD data for Li2MnO3 phases 
with monoclinic (C2/m) symmetry.
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Space group : C2/m
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0
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0
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0.9713
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a = 4.927841 Å, b = 8.528829 Å, c = 5.022231 Å, β = 109.2
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Table  S2. Structural parameters obtained from two phase Rietveld refinement of XRD data for 
Li1.17Ni0.17Mn0.5Co0.17O2 material.

Pristine Li1.17Ni0.17Mn0.5Co0.17O2

Phase 1: LiNi1/3Mn1/3Co1/3O2 (R m)3̅

Element   Site                            Wyckoff positions Occupancy

Li1

Ni1

Li2

Ni2

Mn1

Co1

O1

3b

3b

3a

3a

3a
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0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0.5

0.5

0.5

0.5

0.2440

0.9760

0.0241

0.0200

0.3100

0.3350

0.3366

1.0000

a = 2.8487A      c = 14.2216A

Phase 2: Li2MnO3 (C2/m) 

Element   Site                            Wyckoff positions Occupancy

Li1

Mn1

Li2

Li3

Mn2

Li4

Mn3

O1

O2

2b

2b

2c

4h

4h

4g

4g

6c

8j

0

0

0

0

0

0

0

0.2458

0.2491

0.5

0.5

0

0.7149

0.6740

0.0870

0.1795

0

0.3281

0

0

0.5

0.5

0.5

0

0

0.2130

0.2429

0.8516

0.1261

1.0080

1.1811

0.0286

0.0840

0.8507

1.0600

2.0000           

 a = 4.9540A    b = 8.5153A    c = 5.0094A    β = 108.88

Rwp = 10.2      Rp = 15.6      Chi 2 = 2.26     



Formation energy of Conf 5, Conf 6 and Con 7 is -23.43, -23.40 and -23.36 eV/f.u respectively.

Figure S2: Core level XPS spectra of Li 1s and O 1s peaks for both LMO and LNMC samples.

Figure S1: (a) Possible atomic arrangements of 3d metals in LiM2layer showing different 
configurations of Li1.17Ni0.17Mn0.5Co0.17O2.
Figure S1. (a) Possible atomic arrangements of 3d metals in LiM2layer showing different 
configurations of Li1.17Ni0.17Mn0.5Co0.17O2.


