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Area of Expertise: With a background in atomistic and molecular modeling of materials for 

energy storage devices, Katherine’s research now focuses on developing and implementing 

chemoinformatic approaches to support exposure and dose models. Most recently, she has 

constructed models that predict how thousands of chemicals can be used in consumer products 

found in and around the home. These predictions can then be used to identify potential 

alternatives in a high-throughput way. In addition to alternatives identification, these models can 

also be used to parameterize high-throughput exposure models. 
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