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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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B. Pyrrole

.00000000
.00000000
.12779983
.71810282
.71808175
.12779084
.12399903
.37447592
.37450412
.12400236

O O O O O o o o o o

.00000000
.00000000
.00000000
.00000000
.00000000
.00000000
.00000000
.00000000
.00000000
.00000000

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