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An intensive GPU--based screening of complexa9on energies towards Lanthanides--driven crystallogenesis

Elise Dumont 1 , Raymond Grüber, Eric Girard 2 , Nicolas Giraud 3 , Olivier Maury 1 Complexes such as [Y(dpa) 3 ] 3--and FR39 (paTern)

Modelling can get insights and provide a same--foo-ng comparison. This approach can be benchmarked against sophisXcated NMR models. But we need to go from ΔE (PCCP 2013 for aliphaXc models) to ΔG…

An efficient GPU screening

Mainly electrostaXc--driven, with caXonic (+1) or anionic (--3) complexes: which amino acids develop a second--shell coordinaXon ? Classical MD: Amber/ff14 + parametrizaXon of the Ln complex GPU--Xming : 100ns in two days for a decapepXde + post--analysis MMPBSA.

QM/MM--MD scheme towards the evaluaXon of interacXon where the metallic center is directly involved 

Anion ΔE (FR39) NO 3 - 2,7 Cl - -1,5 CH 3 COO - -5,2 SO 4 2- -8,2 HPO 4 2- - 14 
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  Laboratoire de Chimie, Ecole normale supérieure de Lyon and CNRS, 46 allée d'Italie, 69364 Lyon Cedex 07, France.

Figure 2

 2 Figure 2. a) Cartoon representaXons of the ubiquiXn trimer, with the central Zn cluster surrounded in a round box b) superimposed geometries of the X--ray (grey) vs. DFT (color) opXmized coordinates for the cluster with a central oxygen O 2--(RMSD=0.402). c) Typical coordinaXon around one zinc center.