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1. Ineffective transformations
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2. Fluorescence quenching experiment

The fluorescence quenching experiments were carried out, and the results were shown in
Figure 1. In a typical experiment, to a 2.0 mL solution of 1-methyl-3-phenylquinoxalin-
2(1H)-one (3aa) in acetone (2.0x10° mol/L) was added different amounts of BPO (2a). It was

found that the emission intensity of 1-methyl-3-phenylquinoxalin-2(1H)-one has been

decreased along with the increasing of the amount of BPO.

3. Computational details



Geometry optimizations of all stationary points were carried out at the M06-2X'/6-311G(d,p)
level. Vibrational frequency calculations were performed to identify that each of the species
was a local minimum (no imaginary frequencies) or a transition state (one imaginary
frequency). To confirm that each transition state connects the desired reactants and products
along the reaction path, intrinsic reaction coordinate (IRC) calculations were conducted at the
same level of theory. In order to obtain more accurate energies, single point energies were
computed at the M06-2X/def2-TZVPP? level. The solvent effect of acetone was considered
with SMD solvation model.> All calculations were performed using the Gaussian 16 C.01
package.*

Cartesian coordinates of the optimized structures
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0.94299200
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-1.52146700
-1.08452200
-2.00473300
-3.33702900
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-4.04584600
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[1,2]-H shift

We have also calculated the [1,2]-H shift step and the structure of the transition state is shown
in the following figure. The reaction barrier is calculated to be 36.9 kcal/mol.
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Cartesian coordinates of the transition state
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3bm 'H NMR
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3bn 'H NMR
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3bo 'H NMR
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3bp 'H NMR
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3bq 'H NMR
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7'H NMR
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6. GC-MS spectra of benzoic acid
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