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Program 
 
09.00 – 09.10 Opening by Matthias Bickelhaupt (VU)  

and Jan-Willem Toering (director KNCV) 
  

 
chair: Evert Jan Meijer (UvA) 

09.10 – 09.55 Paul Geerlings (VUB) 

09.55 – 10.25 Bernd Ensing (UvA) 

10.25 – 11.05 Coffee and posters 
  

  chair: Remco Havenith (RUG) 

11.05 – 11.35 Ria Broer (RUG) 

11.35 – 12.00 Trevor Hamlin (VU) 

12.00 – 12.30 Herma Cuppen (RU) 

12:30 – 13.30 lunch and posters 
  

 
chair: Ad van den Avoird (RU) 

13.30 – 14.00 Han Zuilhof (WUR) 

14.00 – 14.25 Johannes Klein (RUG) 

14.25 – 14.55 Evgeny Pidko (TUD) 

14.55 – 15.35 Tea and posters 
  

 
chair: Peter Bolhuis (UvA) 

15.35 – 16.05 Claudia Filipi (UT) 

16.05 – 16.30 Ivo Filot (TUE) 

16.30 – 16.55 Francesco Buda (LU) 
  

16.55 – 17.00 Awarding of poster prize 

17.00 – 17.05 Closure by Célia Fonseca Guerra (VU)  
and Jörg Meyer (LU) 

17.05 Drinks 



 
  



 
 
 

ABSTRACTS 
 
  



The Linear Response Function in Conceptual DFT: 

From Mathematical Properties to Applications 
 

pgeerlin@vub.be

Oxford University Press, NewYork 1989

Chem.Rev. 2003 103

Theor.Chem.Acc 2016 135

Phys.Chem.Sin. 2017 34

Chem.Soc.Rev. 2014 43

, IntechOpen,London 2019

, Proc.Natl.Acad.Sci.USA 2005 102

Proc.Natl.Acad.Sci.USA 2017 114

J.Chem.Phys. 2006 125

J.Comp.Chem.Theory 2018 14

J.Chem.Phys 2015 14

J.Chem.Phys. 2017 146

J.Phys.Chem.C 2018 122

  



Multiscale simulation of solvent reorganization in 

charge transport and catalysis 
 

b.ensing@uva.nl 

J. Chem. Phys 2018

Science 2018

ACS Catalysis 2018

Faraday Discuss. 2016   

  



Computation of the dielectric constant and its 

importance for organic photovoltaics 
 

r.broer@rug.nl 

[1] L.J.A. Koster, S.E. Shasheen, and J.C. 

Hummelen, Adv, Energy Mater. 2012, 2, 1246. 

[2] S. Sami, P.A.B. Haase, R. Alessandri, R. Broer, and R.W.A. Havenith, J. Phys. Chem. A 2018, 122, 3919. 

[3] C. Caleman, P.J. van Maaren, M. Hong, J.S. Hub, L.T. Costa, and D. van der Spoel, J. Chem. Theory Comput. 2012, 8, 61.

  

  



1,3-Dipolar Cycloaddition Reactivity of Alkynes 
 

t.a.hamlin@vu.nl

‐ ‐

‐

‐

Chem. Eur. J. 2019 25

 

  



Interactions and dynamics in interstellar ices 

 

 

 

E-mail: h.cuppen@science.ru.nl 

 

  

Different stages of low mass star formation. Figure adapted from original of Magnus Persson. 



Novel click reactions:  

Challenges for both experiment & theory 
 

E-mail: Han.Zuilhof@wur.nl  

Angew Chem Int Ed. 2001 40

Chem. Eur. J. 2018 24

Angew. Chem. Int. Ed. 2017 56

Angew. Chem. Int. Ed. 2018 57

  

The SPOCQ click reaction is ~150x 
slower when performed at a surface 
than in dilute solution.  
 
 
The Quinone-Cyclopropene click 
reaction only slows down ~4x  
when surface-bound. 



Watching X-H Bonds Break 
 

E-mail address: j.e.m.n.klein@rug.nl 

X H

X H+

X H+X H+ +2e +e

PCETHydride Transfer

Proton Transfer

H H

J. Am. Chem. Soc. 2015 137

Chem. Rev. 2012 112

Chem. Rev. 2010 110

J. Chem. Theory Comput. 2013 9

Angew. Chem. Int. Ed. 2015 54

Angew. Chem. Int. Ed. 2018, 57

Chem. Eur. J. 2017 23  

  



Breaking linear scaling relationships with secondary 

interactions: a case study of methane oxidation by 

di-Fe sites in zeolite and MOF catalysts  
 

E-mail: e.a.pidko@tudelft.nl 

Ann. Rev. Chem. Biomol. Eng. 2016 7

Chem. Soc. Rev. 2018 47

ACS Catal. 2016 6

ACS Catal. 2018 8

Chem. Sci. 2018 9

Nat. 

Mater. 2017 16

 

  



“Exciting” news in quantum Monte Carlo 
 

c.filippi@utwente.nl 

  



Hierarchical Multiscale Catalytic Modelling:  

From the active site to the reactor 
 

i.a.w.filot@tue.nl 

 

  



Photocatalytic water splitting for artificial 

photosynthesis devices  
 

f.buda@chem.leidenuniv.nl 

Physical Chemistry Chemical Physics, 2017, 19

ACS Catal., 2016,  6

, J. Phys. Chem. C ., 2016, 120

 to be submitted.

  



 

 
 
 

POSTERS 
 



# Name Title 
1 Nitish Govindarajan Modeling Solvent Effects in Catalytic Reactions for 

Energy Conversion 
2 Luis Suarez Singlet fission materials for enhancing solar cell 

efficiency: a theoretical study 
3 Matthieu Low-energy scattering resonances as a probe to test 

the quality of Ab-Initio interaction potentials. 
4 Tchakoua Theophile Towards chemical accurate simulation of dissociation of 

H_{2} on Ni(111) 
5 R.J.P. Broos Understanding the Fischer-Tropsch reaction on iron 

carbide surfaces 
6 Soroush Rasti A comparison of empirical force fields and density 

functional theory for modeling ice 
7 Juri Grossi Functional derivative of the ZPE functional 
8 Andrey Konovalov The Unusual Electrocatalytic Water Oxidation 

Mechanism by [Cu(Hbbpya)](OTf)2  
9 Taha Selim Unraveling Molecular Collisions in Protoplanetary Disks 
10 Sivasudhan Rathnachalam Exploring excited-state dynamics using “on-the-fly” 

quantum dynamics 
11 Bart Klumpers Machine learning co-adsorbate interactions in catalysis 
12 Long Zhang Activity Trends for CO Oxidation on La Based 

Perovskite Supported Single Atom Catalysts  
13 Sara Giarrusso Kinetic Energy Density  Functional theory for the 

Continuum 
14 R. K. Kathir Singlet fission studied using non-orthogonal 

configuration interaction 
15 Selim Sami Computation of the dielectric constant and its 

importance for organic photovoltaics 
16 Stan Papadopoulos Massively Parallel Implementation of Coupled Cluster 

Theories in DIRAC using the ExaTensor Library 
17 Michel van Etten The optimal particle size for Co-based Fischer-Tropsch 

Synthesis 
18 Micha Davids Kinetic Monte Carlo model of methanation on stepped 

cobalt 
19 Tobias Verdonschot Trends and Analysis of Halide Affinities of the Main 

Group Elements 
20 Kiana Gholamjani Moghaddam A computational study on the nature of DNA G-

quadruplex structure 
21 Bart Zijlstra Microkinetic modeling of the Fischer-Tropsch reaction 

on metallic cobalt nanoparticles 
22 Annika Krieger Investigating the effect of solvent on transfer 

hydrogenation mechansims by homogenous Mn-NN 
catalyst 

23 Pascal Vermeeren Alkali Cation Catalyzed Diels-Alder Reactions in Space 
24 Katharina Doblhoff-Dier Tackling heterogeneous catalysis with (DFT embedded) 

diffusion Monte Carlo 
25 Chiara Caratelli Dynamic creation of active sites on UiO-66 by 

interaction with protic solvents 
   



# Name Title 
26 Derk Kooi London dispersion interactions without density distortion 
27 Sven Roefs Dynamic Surface Processes in Cobalt-based Fischer-

Tropsch Synthesis 
28 Vivek Sinha The Molecular Basis of Clean Energy 
29 Lucas de Azevedo Santos Benchmark Study of Chalcogen Bonds: An Assessment 

of DFT functionals 
30 Song Yu Factors Controlling the Diels-Alder Reactivity of Hetero-

1,3-Butadienes 
31 Tim Jansen Raising the Temperature on LDFAtom: Electronic 

Friction at Finite Temperatures 
32 Arjun Wadhawan  Understanding Nucleation at Atomistic Scale  
33 Alexandre Alves de Castro Computational and theoretical chemistry in reactivity 

studies of organophosphorus compounds 
34 Hans de Bruijn Hydroaminomethylation with a Co-based catalytic 

system: understanding hydrogenation selectivity with 
DFT calculations 

35 Jittima Theoretical study of CO2 hydrogenation on Cd4/TiO2 
catalyst 

36 Daniela Rodrigues Silva Evaluation of the gauche effect in 2-fluorocyclo-
hexanone analogues: an NMR and DFT study 

37 Alice Cuzzocrea A stochastic route to an efficient and accurate 
description of photo-excitations 

38 Rakesh Chandran Linear scaling relationship to predict the pKa of [FeFe] 
hydrogenase enzyme mimics 

39 Bruno Senjean Gradient calculation for quantum chemistry on near-
term quantum computers 

40 Chandan Kumar Implementation of theoretical methods for VCD 
including low-lying excited states  

41 Souloke Sen Environmental Effects on the UV-Vis Spectra of 
Chlorophyll in the LHCII complex 

42 Jelena Belic Computational optimization of ligth absorbing dye for 
the production of solar fuels 

43 Eugene Gvozdetsky Variational vs. perturbative spin-orbit approaches 
44 Johann Pototschnig Revisiting the Canonical Product Format for Full 

Configuration Interaction 
45 Jonas Feldt A Perturbative Monte Carlo QM/MM Study of Molecular 

Systems in Solution 
46 Narges Asadi-Aghbolaghi Plasmon Excitation for Pure and Bimetallic Au-Ag 

Cluster by TD-DFT based Tight Binding 
47 Yang Shao A Strategy for lowering the O−O Bond Formation 

Energy Barrier in Photocatalytic Water Splitting: 
Introducing a Proton Acceptor near the Active Site 

48 Jan Paul Menzel Photoinduced electron injection into a dye-sensitized 
Titanium Dioxide Electrode 

49 Eva J. Meeus Computationally aided rational design of GQ-ligands 
50 Hugo Beks Proton affinity of water from Density Functional Theory 

based Molecular Dynamics. 
 



 


