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For the past 25 years PPG has demonstrated quantifiable business impact by employing multi-scale 
modeling approaches to direct efforts for the discovery of novel new materials for a variety of commercial 
applications.  
 
PPG’s approach to gain fundamental understanding of materials properties, and to explore promising new 
design principles to accelerate discovery will be presented. Practical applications of a variety of modeling 
methods will be discussed, including case studies employing a combination of ab initio electronic structure 
theory, classical mechanics, coarse-grained and meso-scale methods, and semi-empirical data-driven 
approaches. 
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