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Collaborative effort to combine simulations and —
experiments at different physical scales in order to Ce";gﬂ%ﬁﬁ ::?QDOK Tviiiﬁgﬁ;t%?
construct a predictive model for carbon desired pH to determine
nanoparticle (nanodiamond)-drug interactions. Aperture — u?,?é’;’ﬁﬁb‘;fd
Bayesian calibration is required in order to bridge Ds"c"lli;‘i;:e
the differences between atomic/nanoscale I —— §
simulations and micro-/mesocale experiments. =S E’;’: —_

Drug (doxorubicin) adsorption is simulated with Detector
varying amounts of carboxyl functional groups on ND-Dox

the surface. Centrifugation pull-down and UV-Vis ugmn.ﬁr;m -zg—gregate -

spectroscopy measurements confirm the amount of
adsorbed drug onto nanoparticles in response to pH
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Experimental and Simulation Data

. N : Resultant metamodels created from simulation and experimental data can
Model Bayesian Callbratlog Experimental . . . . . o .
Output: # = B el be utilized to predict future nanodiamond-drug interactions, eliminating the
DOX per ND #DOX per ND need for costly comprehensive experiments and simulations.
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