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ReaxFF: TiO2 nanoparticle aggregation  
Nano Lett. 14, 1836-1842 

Spin-orbit coupling increases DSSC 
efficiency: J. Phys. Chem. C, 118, 17067 

 
Outline: Fedor will discuss, by recent examples, the 
capabilities of the ADF Modeling Suite. 
The following applications will be covered: 
 
•  Reactivity & spectroscopy – relativistic effects 
•  Capabilities for organic electronics (OLEDs, OPV) 
•  Mechanical, electronic & optical material properties 
•  Large, reactive systems (combustion, batteries) 
 
The ADF Modeling Suite is a user-friendly 
computational chemistry suite, comprising:  
 
•  Powerful molecular DFT (ADF)  
•  Periodic DFT for 1D, 2D, and 3D (BAND) 
•  Fast, approximate DFT (DFTB) 
•  Reactive MD (ReaxFF)  
•  Fluid thermodynamics (COSMO-RS) 
•  A graphical interface, also to MOPAC and QE 
 
 


