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TDDFT/ M06-2X/6-311++g(d,p) computational model was used in electronic structure calculations. All
electrons have been considered explicitly for carbon, oxygen, nitrogen, hydrogen and potassium
atoms with the 6-311++g(d,p) basis set

Figure caption

Figure S1: Fully optimised geometry of nimorazole at the M06-2X/6-311++g(d,p) level of theory. Fully
optimized molecular structure of the K + nimorazole collisional system K-O = 5.1 A. K: yellow, O: red,
C: grey, N: light blue, and H: white. Cartesian coordinates (in A).

Figure S2: Energy (in eV) and shape of a selection of the molecular orbitals (TDDFT/ M06-2X/6-
311++g(d,p)) for K + NIMO (K: purple, C: grey, N: blue, O: red, and H: white). The straight lines
between the K atom and the -NO: end in the nitroimidazole ring are just to indicate the spatial mutual
position.

Figure S3: Energy (in eV) and shape of a selection of the molecular orbitals (M06-2X/6-311++g(d,p)) for
NIMO (C: grey, N: blue, O: red, and H: white).



Figure S1: Fully optimised geometry of nimorazole at the M06-2X/6-311++g(d,p) level of theory. Fully
optimized molecular structure of the K + nimorazole collisional system K-O = 5.1 A. K: yellow, O: red,
C: grey, N: light blue, and H: white. Cartesian coordinates (in A).

Cartesian coordinates (in A).
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Figure S2: Energy (in eV) and shape of a selection of the molecular orbitals (VTZ/6-311G) for K +
NIMO (K: purple, C: grey, N: blue, O: red, and H: white). The straight lines between the K atom and
the -NO2 end in the nitroimidazole ring are just to indicate the spatial mutual position.
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Figure S3: Energy (in eV) and shape of a selection of the molecular orbitals (M06-2X/6-311++g(d,p)) for
NIMO (C: grey, N: blue, O: red, and H: white).
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