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The quantum-chemical modeling conducted with the use of DFT method and density functional PBE has shown that BF3 migrates with equal ease from one coordination center to another, providing the centers are much the same by electron-donating properties. BF3-affected phosphite-phosphonate rearrangement has been revealed to proceed in two stages (T =  298.150 K):
First stage:    
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Second stage:
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The stage of dismutation of phosphite-BF3 complex is the secondary, less energy-consuming process.
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