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The experimental charge density distribution in

aminomethylphosphonic acid has been determined from X-ray

diffraction and its topological features have been analyzed. The

results have shown that the P—O bonds are highly polarized,

moreover the P—OH bond is weaker than the bonds to

unprotonated O atoms. These facts have been confirmed by

theoretical density functional theory (DFT) calculations, which

have shown that the single, strongly polarized bonds within the

phosphonate group are modified by hyperconjugation effects.
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