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Figure 1. Number of free (unbound) toluene molecules as a function of the simulation time.

(green — 500K, blue — T rise to 700K). For CuO, Fe.O; and MnO, four toluene molecules

were initially added, while for simulation of Mn,Os; and NiO, there were three free toluene

molecules initially. Right y-axis (and black plots) show variation of total molecular fragments _
number during simulation. ' e ' ' Conclusions
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Figure 2. Final structure of a single unit cell of Fe,O;(a)
and MnO, (b) slab at the end of MD simulation.
Adsorbed toluene molecules are clearly seen in both
systems.
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