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* To assess the impact of oxidation on the properties ot niobium subjected to shock loading, the equations of state (EOS)
and shock properties of bulk NbO and NbO, were predicted from ab initio molecular dynamics (AIMD) simulations.

* NDbO forms during the initial rapid oxidation of Nb films and crystallizes in the cubic Pm3-m structure. NbO, adopts a
tetragonal superstructure with a subcell of the rutile type, with space group 14,/a. 48-atom and 96-atom supercells were

used to simulate NbO (p, = 7.27 g¢/cm?) and NbO, (p, = 5.92 g/cm?).
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