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I. MOLECULAR STRUCTURES

Here we provide the geometrical structure for the investigated molecules.

A. p-Nitroaniline (pNA)

Geometry of pNA calculated at the DFT/B3LYP level of theory using a 6-31G+* basis
set.
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N -2.15746458 0.00000000 0.00000000

C -0.70321472 0.00000000 0.00000000

C -0.01145721 1.21693110 0.00000000
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C 1.37482052 1.21656683 0.00000000
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B. Pyrrole

Geometry of Pyrrole calculated at the CCSD level of theory using a cc-pVDZ basis set.
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N 0.00000000 0.00000000 0.00000000

H 0.00000000 0.00000000 1.01019949

C 1.12779983 0.00000000 -0.79129811
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