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Theoretical results (TD)-B3LYP/aug-cc-pVTZ

Optimized geometries of 2-pyridone in the Sy, Do and D; states.
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The most active vibrational normal modes in the Do state of 2-pyridone and its
chlorinated analogues. Only modes with Huang Rhys factors greater than 0.1 are
reported. The modes are collected in two groups: below and above 1000 cm™.
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Figure S21. The most active vibrational normal modes in the D, state of 2-pyridone and its
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Figure SO1.

Optimized geometries of 2-pyridone in the Sy, Do and D, states.
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Figure S02.

Optimized geometries of 2-hydroxypyridine in the S, and D, states.
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Figure S03.
Optimized geometries of 3-chloro-2-pyridone in the Sy, Do and D, states.
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Figure S04.
Optimized geometries of 3-chloro-2-hydroxypyridine in the So, Do and D, states.
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Figure S05.

Optimized geometries of 4-chloro-2-pyridone in the Sy, Do and D, states.
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Figure S06.

Optimized geometries of 4-chloro-2-hydroxypyridine in the So and D, states.
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Figure SO7.
Optimized geometries of 5-chloro-2-pyridone in the Sy, Do and D, states.

5CI-2PO So 5CI-2PO Do 5CI-2PO D,

Figure S08.
Optimized geometries of 5-chloro-2-hydroxypyridine in the So, Do and D; states.
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Figure S09.
Optimized geometries of 6-chloro-2-pyridone in the Sy, Do and D, states.
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Figure S10.
Optimized geometries of 6-chloro-2-hydroxypyridine in the So, Do and D, states.
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Figure S11.
Frontier molecular orbitals of 2-pyridone at D; geometry.

¢
&
%

Frontier molecular orbitals of 2-hydroxypyridine at D, geometry.
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Figure S13.
Frontier molecular orbitals of 3-chloro-2-pyridone at D; geometry.
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Figure S14.
Frontier molecular orbitals of 3-chloro-2-hydroxypyridine at D, geometry.
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Figure S15.
Frontier molecular orbitals of 5-chloro-2-pyridone at D; geometry.

Figure S16.
Frontier molecular orbitals of 5-chloro-2-hydroxypyridine at D, geometry.
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Figure S17.
Frontier molecular orbitals of 6-chloro-2-pyridone at D; geometry.
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Figure S18.
Frontier molecular orbitals of 6-chloro-2-hydroxypyridine at D, geometry.
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Figure S19.

The most active vibrational normal modes in the Dy state of 2-pyridone and its chlorinated
analogues. Only modes with Huang Rhys factors greater than 0.1 are reported. The
modes are collected in two groups: below and above 1000 cm™.
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Figure S20.

The most active vibrational normal modes in the Dy state of 2-hydroxypyridine and its

chlorinated analogues. Only modes with Huang Rhys factors greater than 0.1 are reported.

The modes are collected in two groups: below and above 1000 cm™.
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Figure S21.

The most active vibrational normal modes in the D, state of 2-pyridone and its chlorinated
analogues. Only modes with Huang Rhys factors greater than 0.1 are reported. The
modes are collected in two groups: below and above 1000 cm™.
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Figure S22.

The most active vibrational normal modes in the D, state of 2-hydroxypyridine and its
chlorinated analogues. Only modes with Huang Rhys factors greater than 0.1 are reported.

The modes are collected in two groups: below and above 1000 cm™.
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