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Pyr ophosphate Dianions The pyrophosphate linkage P-O-P plays an essential rolein
biology and isthe main structural form through which energy

is transmitted within living cells. In the physiological pH
range the pyrophosphate and adenosine triphosphate (ATP)
have two to three negative charges. We report a combined
experimental and theoretical investigation on the dihydrogen
phosphate anion (H,PO,) and two common pyrophosphate
dianions, H,P,O-* and H;P;0,,, aswell asthe
corresponding neutral and singly-charged species.

The .globa minimum structure and the HOMO of H,P;0,0%
are shown here.
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