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Figure S1 Variation of 15N chemical shielding of nitromethane calculated using 
6-311++g(d,p) basis sets. 

-166.0

-164.0

-162.0

-160.0

-158.0

-156.0

-154.0

-152.0

-150.0
1 2 3 4 5 6 7 8

15
N

 M
ag

ne
tic

 S
hi

el
di

ng
 (p

pm
)

Number of CH3NO2

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2015



Figure S2. Selected radial distribution functions for nitromethane. Molecular Dynamics 

within Periodic Boundary Conditions using 8 molecules (Solid line)  and 20 molecules (dash 

line).
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Figure S3. 15N shielding average evolution as a function of the number of structures. The 
structures used for the NMR calculations were extracted from dynamic simulations performed 
in several conditions.
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