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Nanotoxicology  vs. Nano drug delivery

Designer Materials for Designer Drugs

Engineered Nanoparticles:  Pathogen Mimicking Nanoparticles

•Molecular structure data

•Descriptor data

•Framework for linking 

descriptors to materials 

properties – graph theory
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Nano – sequestration of  Toxic Elements
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Information 
partionining

Uncertainty &
Complexity

Cyber 
infrastructure
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databases
markup language, 
user interfaces
data management systems

DATA &  
MODELS/SIMULATIONS
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Search sequence

High Light yield 
scintillators
• Density < 4.01 and 
• Stoke >2488 and
• Valence electron 

factor >4.9 and
• Size factor is <1.28 

and
• Electrochemical 

factor > 1.903

Density
Atomic number

Photoabsorption coefficient

Attenuation length

Field depression
Stokes shift
Valence electron factor
Size factor

Electrochemical factor
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Ontology Engineering: from searching to discovery 
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