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= 2,32 %, 505 parameters -Ammonium decavanadate

Prediction of non-covalent interactions generated by a decavanadate anion.
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  Versatile activity (enzyme inhibitor or activator) • Inhibition of Ca 2+ ATP-ase, cAMP dependent protein kinase, phosphorylase, … • Inhibition of skeletal muscle myosin • Activation of 5'-nucleotidase • … Goal of the study • To contribute to a better understanding of the reactivity via an accurate description of the experimental electron density and electrostatic properties of a two decavanadate compounds. the [V 10 O 28 ] 6-is transferable (independent of the crystalline environment). • In case of two cations the highest positive cation is surrounded by H 2 O, the second cation is linked to the [V 10 O 28 ] 6- • The main protonation site is Ob and Oc. • Non-covalent predictions are tested and Krstić D. 6 , Čolović M. 7 , Bosnjaković-Pavlović N. 1,2 , Spasojević-de Bire A. 2 , Vasić V. 7 activity/(100 -% activity)) log C (of decavanadate) Biré 2 , Giot, M 2 . Guiblin N. 2 , Hayashi Y. 8 , Bosnjakovic -Pavlovic N. 1,2 ,