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OBIECTIVE: Develop experimentally-validated modeling/simulation tools to predict/control glass chemistry-structure-property relations

Barium Alumino-Silicate (BAS) Glasses Were Simulated With The LAMMPS** Structural Information (e.g., Non-Bridging Oxygen, NBOs)
Molecular Dynamics (MD) Code & Pedone* Multicomponent Force Field From Modeling & Theory Show Good Agreement
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Peak position & symmetry Q4/Q3 increases from BAS 123 BOs:NBOs increases
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Nearest Neighbor (NN) Distances From Atomic Pair Distribution There Is A Discrepancy Between
Function (aPDF) Analysis Are Consistent With MD Simulation The aPDF and MD 15t NN Peak Shifts
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MD Simulations Show That Glass Network Modifiers Simulated & Measured BAS
In A Commercial Sealing Glass Migrate To The Surface Of The Glass Glass Physical Properties Can Vary Considerably
Structure-Property relationships informed from modeling and experiment
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