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Sagamore 2018 Programme 
 

 
Sunday - 8 July 

2:00 - 5:00 pm Registration 

5:00 - 5:20 pm 
Walk to Sackville Landing on the waterfront, behind the Maritime Museum, at 
1655 Lower Water Street, to board the Tall Ship Silva for a chartered cruise 
of historic Halifax Harbour.  

5:30 - 7:30 pm 
WELCOME RECEPTION  
While enjoying scenic Halifax from the deck of a majestic ship in the harbour, 
greet your colleagues while enjoying local wines and hors d’oeuvres.  

 

Monday - 9 July 

9:00 - 9:10 am Opening remarks by Conference Chair and Co-
Chair 

Chérif F. Matta 

Paul W. Ayers 
 

Start: 9:10 am     
End: 12:00 pm 

SESSION 1:  

Ultrafast science and molecular imaging  

Chair: 

Pierre-Nicolas Roy 
 

9:10 - 9:20 am Introductory remarks by Session Chair  Pierre-Nicolas Roy  

9:20 - 10:00 am 

Plenary:  

Mapping atomic motions with ultrabright 
electrons: Fundamental space-time limits to 
imaging chemistry  

R. J. Dwayne Miller 30 

10:00 - 10:20 am 
Many-electron effects in calculated laser-
induced electron diffraction spectra of laser-
driven molecules 

T. Tung Nguyen-
Dang 

31 
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Monday - 9 July 

10:20 - 10:40 am COFFEE BREAK    

10:40 - 11:20 am 

Plenary:  

Circular polarization in attosecond phenomena 
and applications 

André D. Bandrauk 32 

11:20 am - 12:00 pm 

Plenary:  

Molecular movies from ultrafast time-resolved 
gas phase x-ray scattering  

Peter M. Weber 33 

12:00 - 1:40 pm LUNCH    

1:40 - 2:00 pm Exploring the quantum / electron 
crystallography nexus 

Philip Nakashima 35 

 END OF SESSION 1    

Start: 2:00 pm     
End: 3:50 pm 

SESSION 2:  

Non-conventional materials: Confined, 
frustrated, nanocrystaline, plasmonic, and 
magnetic materials  

Chair: 

Philip Nakashima 
 

2:00 - 2:10 pm Introductory remarks by Session Chair  Philip Nakashima  

2:10 - 2:30 pm Quantum effects and properties of 
nanoconfined molecular rotors? 

Pierre-Nicholas Roy 38 

2:30 - 2:50 pm 
Nano cool, micro cooler! What do we want in 
our plasmonic materials, bandgap or no 
bandgap?  

Vaibhav Thakore 39 
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Monday - 9 July 

2:50 - 3:10 pm Joint refinements on YTiO3: State of the art and 
first steps to the wave functions refinement 

Nicolas Claiser 40 

3:10 - 3:30 pm 
Donor-acceptor stabilization of, and bonding 
in, lowoxidation state main group element 
hydrides  

Alex Brown 42 

3:30 - 3:50 pm Novel nanocrystalline material and their 
application  

Khashayar Ghandi 43 

 END OF SESSION 2    

3:50 - 4:10 pm COFFEE BREAK    

Start: 4:10 pm     
End: 5:40 pm 

SESSION 3: 

Matter under extreme conditions and induced 
phase transitions 

Chair: 

Piero Macchi 
 

4:10 - 4:20 pm Introductory remarks by Session Chair  Piero Macchi  

4:20 - 5:00 pm 

Plenary: 

On the control parameters of pressure-induced 
bond activation/compression  

Wolfgang Scherer 44 

5:00 - 5:20 pm Atomic and molecular properties of diatomic 
molecules in external electric fields  

Shahin Sowlati-
Hashjin 

46 

5:20 - 5:40 pm Bonding formation along the pressure-induced 
B3-B1 phase transition in InP 

Jose Manuel Recio 48 

 END OF SESSION 3    
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Monday - 9 July 

5:40 - 5:50 pm 
Short out of sequence talk: Pentacoordinated 
silicon compounds as a model system to study 
SN2 reactions  

Malte Fugel 50 

6:00 - 9:00 pm POSTER SESSION & COCKTAIL        
(Including Poster Prizes competition and vote)  

  

 

Tuesday - 10 July 

Start: 9:00 am       
End: 10:40 am SPECIAL AWARDS SESSION 

Chair:  

Carlo Gatti  
 

9:00 - 9:05 am Remarks by the Session Chair Carlo Gatti   

9:05 - 9:10 am 
Introductory remarks by the Chair of the 
(Early Career) Miguel A. Blanco Prize 
Selection Committee  

Carlo Gatti   

9:10 - 9:50 am 

The Miguel A. Blanco Prize Lecture:  

The pair density as a source of chemical 
information 

Eduard Matito  52 

9:50 - 9:55 am SHORT 5 MINUTES BREAK    

9:55 - 10:00 am 
Introductory remarks by a member of the 
(Advanced Career) Richard F. W. Bader 
Prize Selection Committee  

T. Tung Nguyen- 
Dang 

 

10:00 - 10:40 am 

The Richard F. W. Bader Prize Lecture: 

Topologically partitioned electron correlation 
energy  

Paul L. A. Popelier  53 
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Tuesday - 10 July 

 END OF SPECIAL AWARD SESSION    

10:40 am - 11:00 am COFFEE BREAK    

Start: 11:00 am       
End: 4:40 pm 

SESSION 4:  

Advances in the theoretical and 
experimental studies of the electron density  

Chair:  

Wolfgang Scherer  
 

11:00 - 11:10 am Remarks by the Session Chair Wolfgang Scherer   

11:10 - 11:30 am 
Electron counting in position space: From 
quantum fragments to Lewis structures to 
multicenter bond  

Ángel Martín 
Pendás  

56 

11: 30 - 11:50 am Density meets orbitals  Lukas Bucinsky 57 

11:50 am - 12:00 pm Short talk: X-ray charge density study of 
chemical bonding in ZnSb  

Hidetaka Kasai  58 

12:00 – 1:40 pm LUNCH    

 SESSION 4 (Cont’d)    

1:40 - 2:20 pm 

Plenary:  

Electron density and real structure of 
materials 

Yuri Grin  60 

2:20 - 2:40 pm Electron density from strong-correlation 
wave functions 

Markus Reiher  62 

2:40 -3:00 pm How do density functional approximations 
affect our results?  

Julia Contreras- 
García  

63 
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Tuesday - 10 July 

3:00 - 3:20 pm 
The topological structure of complex 
molecules: Challenges and near future 
directions  

Hugo J. Bohórquez  65 

3:20 - 3:40 pm 
Comprehensive electron density analysis of 1 
to 3D systems fully integrated in the ab initio 
CRYSTAL code  

Silvia Casassa  67 

3:40 - 4:00 pm COFFEE BREAK    

4:00 - 4:20 pm Next generation QTAIM  Samantha Jenkins  69 

4:20 - 4:40 pm The electron density at the complete basis set 
limit 

SeyedAbdolreza 
Sadjadi  

71 

 END OF SESSION 4    

Start: 4:40 pm      
End: 5:50 pm 

SESSION 5: 

Electron density in catalysis & enzymology  

Chair:  

Julia Contreras- 
García  

 

4:40 - 4:50 pm Remarks by the Session Chair  Julia Contreras- 
García 

 

4:50 - 5:10 pm 

Enzymatic reaction modelling as a stretch-
test of machine learning based on small-
molecule electron density topological training 
data  

Preston J. 
MacDougall  

73 

5:10 - 5:30 pm The catalytic role of hydrogen bond 
interactions 

Aurora Costales 75 

5:30 - 5:50 pm Sila-Ibuprofen and interaction densities in 
crystal vs. enzyme environments  

Simon Grabowsky  76 
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Tuesday - 10 July 

 END OF SESSION 5    

6:00 - 9:00 pm 

Open meeting of 
the IUCr’s 
Commission on 
Quantum 
Crystallography 
(CQCr) 

IUCr-CQCr Members  @ Sagamore 2018: 

E. Espinosa, J. Kozisek, C. F. Matta,         
E. Nishibori, W. Scherer 

IUCr-CQCr Consultants  @ Sagamore 2018: 

P. Macchi, C. Gatti, J. Contreras-Garcia, 
Y. Sakurai 

 

 

Wednesday - 11 July 

Start: 9:00 am     
End: 2:20 pm 

SESSION 6:  

Synergy of experiment and theory in 
crystallography 

Chair: 

Dylan Jayatilaka  
 

9:00 - 9:10 am Introductory remarks by Session Chair  Dylan Jayatilaka  

9:10 - 9:50 am 
Plenary:  

In good experiments we can trust!  
Dietmar Stalke  78 

9:50 - 10:10 am 
Libraries of extremely localized molecular 
orbitals and their coupling to Hirshfeld atom 
refinement  

Alessandro Genoni  80 

10:10 - 10:30 am 

Comparison of experimental and theoretical 
results of electronic structure of 3-(2'-
tetrahydropyranyloxy)-4- methylthiazole-
2(3H)-thione  

Jozef Kožíšek  82 

10:30 am - 11:00 am COFFEE BREAK    
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Wednesday - 11 July 

11:00 - 11:20 am Quantum crystallography (QCr): Early views 
& recent ideas  

Lou Massa  84 

11:20 - 11:40 am Experimental and theoretical structure factors 
of simple metal oxides 

Eiji Nishibori  85 

11:40 am - 12:00 pm 
A method to estimate statistical errors of 
properties derived from charge density 
modeling  

Benoît Guillot  88 

12:00 - 1:40 pm LUNCH    

 SESSION 6 (Cont’d):    

1:40 - 2:00 pm 
Methods development for charge density 
studies of actinide compounds: from data 
reduction to model building 

Christopher G. 
Gianopoulos  

89 

2:00 - 2:20 pm Removing residual bond density in organic 
molecules: A technical note  

Alexander Y. 
Nazarenko  

90 

 END OF SESSION 6    

Start: 2:20 pm    
End: 5:30 pm 

SESSION 7:  

Modern approaches to chemical bonding & 
aromaticity  

Chair:  

Ángel Martín 
Pendás  

 

2:20 - 2:30 pm Introductory remarks by Session Chair Ángel Martín 
Pendás  

 

2:30 - 2:50 pm Evaluation of spatial domains Miroslav Kohout  92 
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Wednesday - 11 July 

2:50 - 3:10 pm Characterizing the halogen and chalcogen 
bonds in crystals: PAEM vs ESP  

Ekaterina 
Bartashevich  

93 

3:10 - 3:30 pm Charge density analysis of triphosphazenes: 
Aromaticity and the NCl unit  

Fernando Cortés- 
Guzmán  

96 

3:30 - 4:00 pm COFFEE BREAK    

4:00 - 4:20 pm 
How real-space bonding indicators can help in 
description of the nature of donor acceptor 
bonds 

Lilianna Chęcińska  97 

4:20 - 4:40 pm 
Stacking of planar polyenic rings: From 
dispersion interactions to multicentric two-
electron covalent bonding 

Krešimir Molčanov  98 

4:40 - 5:00 pm 
What does electron density analysis tell us 
about bonding in transition metal-doped boron 
and carbon clusters?  

N. Sukumar  

(via video 
conferencing) 

100 

 END OF SESSION 7   

5:00 – 5:45 pm Sagamore 2018 Group Photo   

5:45 - 6:00 pm TRANSIT TIME    

 

6:00 - 9:00 pm 

Sagamore 2018 Banquet 

(Including celebration of the Sagamore 2018 
international awards laureates & announcing 
poster prizes winners) 
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Thursday - 12 July  

 

Start: 9:00 am      
End: 10:10 am 

SESSION 8:  

Advanced characterization, detection, and 
inelastic scattering  

Chair:  

Vaibhav Thakore  
 

9:00 - 9:10 am Introductory remarks by Session Chair Vaibhav Thakore   

9:10 - 9:30 am Spin-resolved momentum densities: What we 
can learn from magnetic Compton scattering  

Jon Duffy  103 

9:30 - 9:50 am 
Advanced spectroscopic characterization of 
lithium-ion battery materials using x-ray 
Compton scattering  

Hasnain Hafiz  105 

9:50 - 10:10 am Nonlinear optical microscopy for 
discriminating tissues based on ultrastructure 

Danielle Tokarz  106 

 END OF SESSION 8    

 

Start: 10:10 am   
End: 12:00 pm 

SESSION 9:  

Advanced material design and structure-to-
property relationships 

Chair:  

Miroslav Kohout  
 

10:10 - 10:20 am Introductory remarks by Session Chair Miroslav Kohout   

10:20 - 10:40 am Phonon-mediated high-temperature 
superconductivity? 

Roman Krems  108 

10:40 - 11:00 am COFFEE BREAK    

11:00 - 11:20 am 
Design of macrocyclic chelating agents with 
actinium for development of targeted 
radiotherapy 

Amanda 
Morgenstern  

109 
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Thursday - 12 July  

11:20 am - 11:40 am 

Structure-property relationships in an 
ambipolar organic semiconductor cum NLO 
material: New insights from energy 
frameworks and charge density analysis 

Parthapratim 
Munshi  

110 

11:40 - 12:00 am 

Revisiting the structure of “Pbca” (±)-
[Co(en)3]I3.H2O - Comparing the results 
obtained by x-ray and neutron diffraction with 
those predicted with PLATON and the flack 
test when using x-ray data alone 

Ivan Bernal  112 

 END OF SESSION 9    

12:00 - 1:40 pm LUNCH    

 

Start: 1:40 pm     
End: 2:50 pm 

SESSION 10:  

Electron delocalization descriptors in material 
and catalyst design 

Chair:  

Enrique Espinosa  
 

1:40 - 1:50 am Introductory remarks by Session Chair Enrique Espinosa  

1:50 - 2:30 pm 

Long Talk: 

The many faces of localization-delocalization 
matrices 

Ronald L. Cook  113 

2:30 - 2:50 pm 
Use of differential electron density to elucidate 
the origins of stereoselectivity in synthetic 
organic reactions 

Paul Ha-Yeon 
Cheong  

115 

 

END OF SESSION 10 
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Thursday - 12 July  

2:50 - 3:10 pm 

Out of sequence talk: Half-metallicity of 
graphite-like and amorphous carbon 
nanoparticles and their potential applications 
in spin catalysis: Quantum chemistry 
predictions 

Gilles Peslherbe  117 

3:10 - 4:45 pm FREE TIME   

5:00 - 9:00 pm 

EXCURSION DINNER 

Bus charter excursion to scenic Peggy’s Cove, 
to enjoy a walk on the majestic rocks and a 
light dinner at the on-site restaurant 

  

 

Friday - 13 July 

9:00 - 10:20 am 
Round Table 1: 

Quantum Crystallography: Past, Present, 
and Future 

Carlo Gatti, 

Enrique Espinosa, 

Dylan Jayatilaka, 

Piero Macchi, 

Masaki Takata 

 

10:20 - 10:40 am COFFEE BREAK    

10:40 - 12:00 am 
Round Table 2: 

Experiment & Theory: Can the Synergy be 
Furthered? 

Carlo Gatti, 

Enrique Espinosa, 

Dylan Jayatilaka, 

Piero Macchi, 

Masaki Takata 

 

12:00 - 12:10 am Closing remarks from the Chair and Co-chair 
of Sagamore 2018 

Chérif F. Matta 

Paul W. Ayers 
 

12:10 pm ADJOURNMENT – FAREWELL   
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POSTER SESSION* 

Monday – 9 July (6:00 pm – 9:00 pm) 
Posters are listed in alphabetical order by the family name of the presenting author: 

Poster 
number 

Title  Presenting Author  

1 
On the thermodynamic stability and the natural 
selection of canonical nucleosides in the 
prebiotic evolution of life 

Lázaro A. Monteserín 
Castanedo 

120 

2 
A “direct” mechanism for the action of the 
genoprotectors extracted from the Cuban plant 
Phyllanthus Orbicularis K 

Lázaro A. Monteserín 
Castanedo  

122 

3 
Interpretation of the Kernel Energy Method 
(KEM) using the theory of Interacting 
Quantum Atoms (IQAs) 

Youji Cheng  124 

4 
IP data correction for accurate charge density 
study 

Yuka Deguchi 125 

5 
Theoretical study of electron density and 
energy transfer in photophysical processes 

Jesús Hernández- Trujillo  128 

6 
Determination of spin and orbital moments in 
Nd2Ir2O7 using magnetic Compton scattering 

Daniel O’Neill  130 

7 Total X-ray wavefunction refinement Rumpa Pal 131 

8 
Experimentally refined density functional 
theory on strongly correlated materials 

Ding Peng  133 

                                                 
* Two Poster Prize winners will be announced at the Conference Banquet. Winner will be selected by a 
voting process from the posters displayed at the poster session. 
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POSTER SESSION* 

Monday – 9 July (6:00 pm – 9:00 pm) 
Posters are listed in alphabetical order by the family name of the presenting author: 

9 The chemistry of transition metal structure Malavikha Rajivmoorthy 136 

10 
Electron density redistribution during a 
photoinduced geometrical change of copper (I) 
complexes 

David Ramírez- Palma  137 

11 
Theoretical study of reactions mediated by 
ternary Cu(II) complexes 

Lillian Gisela Ramírez-Palma 139 

12 
Pinpointing origins of selectivity with 
dimensionally reduced electron density 

H. Camille Richardson  141 

13 X-ray charge density study of molybdenum Tomoaki Sasaki 142 

14 

Computational investigation of 
polyhexamethylene biguanide (PHMB) 
mechanism of action on the bacterial 
membrane 

Shahin Sowlati- Hashjin  144 

15 
Gradient bundle analysis — Full volumetric 
charge density behavior in a single plot 

Tim Wilson 145 
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Paul W. Ayers  
(Organizer) 
McMaster University 
Canada 
ayers@mcmaster.ca 
 
André D. Bandrauk  
(Plenary Speaker) 
Université de Sherbrooke 
Canada 
andre.bandrauk 
@usherbrooke.ca 
 
Ekaterina V. Bartashevich 
(Invited Speaker) 
South Ural State University 
Russia 
bartashevichev@susu.ru 
 
Ivan Bernal  
(Invited Speaker) 
Rutgers University 
USA 
bernalibg@gmail.com 
 
Hugo J. Bohórquez  
(Invited Speaker) 
Fundación Instituto de 
Inmunología de Colombia 
Colombia 
hugo.j.bohorquez 
@fidic.org.co 
 
Alexander Brown  
(Invited Speaker) 
University of Alberta 
Canada 
alex.brown@ualberta.ca 
 
Lukas Bucinsky  
(Invited Speaker) 
Slovak University of 
Technology in Bratislava 
Slovak Republic 
lukas.bucinsky@stuba.sk 
 
 
 
 

 
 
Silvia Casassa  
(Invited Speaker) 
Università degli Studi di 
Torino 
Italy 
silvia.casassa@unito.it 
 
Lilianna Chęcińska  
(Invited Speaker) 
Uniwersytet Łódzki 
Poland 
lilianna.checinska 
@chemia.uni.lodz.pl 
 
Youji Cheng  
(Contributed poster) 
Saint Mary’s University 
Canada 
youji.cheng@smu.ca 
 
Ha-Yeon (Paul) Cheong  
(Invited Speaker) 
Oregon State University 
USA 
cheongh@oregonstate.edu 
 
Nicolas Claiser  
(Invited Speaker) 
Unversite de Lorraine 
France 
nicolas.claiser 
@univ-lorraine.fr 
 
Julia Contreras-Garcia  
(Invited Speaker) 
CNRS & Université Pierre et 
Marie Curie 
France 
julia.contreras.garcia 
@gmail.com 
 
Maria Isabel Colom  
(Invited Participant) 
Oviedo 
Spain 
jmrecio@uniovi.es 
 
 
 

 
 
Ronald Cook  
(Invited Speaker) 
TDA Research 
Denver, CO 
USA 
rnldcook@gmail.com 
 
Fernando Cortés-Guzmán  
(Invited Speaker) 
Universidad Nacional 
Autónoma de México 
Mexico 
fercor@unam.mx 
 
Aurora Costales  
(Invited Speaker) 
University of Oviedo 
Spain 
costalesmaria@uniovi.es 
 
Yuka Deguchi  
(Contributed poster) 
University of Tsukuba 
Japan 
s1720270@s.tsukuba.ac.jp 
 
Jonathan Duffy  
(Invited Speaker) 
University of Warwick 
UK 
j.a.duffy@warwick.ac.uk 
 
Espinosa Enrique  
(Invited Discussion Leader) 
Universite de Lorraine 
France 
enrique.espinosa 
@univ-lorraine.fr 
 
Malte Fugel  
(Contributed Speaker) 
University of Bremen 
Germany 
m.fugel@uni-bremen.de 
 
 
 
 
 

Participants in Sagamore 2018 
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Carlo Gatti  
(Invited Discussion Leader) 
Consiglio Nazionale delle 
Ricerche - Istituto di Scienze 
e Tecnologie Molecolari  
(CNR – ISTM) 
Italy 
c.gatti@istm.cnr.it 
 
Alessandro Genoni  
(Invited Speaker) 
CNRS – Université de 
Lorraine 
France 
Alessandro.Genoni 
@univ-lorraine.fr 
 
Khashayar Ghandi  
(Invited Speaker) 
University of Guelph 
Canada 
kghandi@triumf.ca 
 
Christopher G. 
Gianopoulos  
(Invited Speaker) 
University of Toledo 
USA 
chris.gianopoulos 
@utoledo.edu 
 
Simon Grabowsky  
(Invited Speaker) 
Universität Bremen 
Germany 
simon.grabowsky@uni-
bremen.de 
 
Juri Grin  
(Plenary Speaker) 
Max Planck Institute for 
Chemical Physics of Solids 
Germany 
grin@cpfs.mpg.de 
 
Benoît Guillot  
(Invited Speaker) 
Université de Lorraine 
France 
benoit.guillot@univ-lorraine.fr 
 
Hasnain Hafiz  
(Invited Speaker) 
Northeastern University 
USA 
hafiz.h@husky.neu.edu 

Jesús Hernández-Trujillo  
(Invited Speaker/Poster) 
Universidad Nacional 
Autónoma de México 
Mexico 
jesusht@unam.mx 
jesus.hernandezt@gmail.com 
 
Dylan Jayatilaka  
(Invited Discussion Leader) 
University of Western 
Australia 
Australia 
dylan.jayatilaka@uwa.edu.au 
 
Samantha Jenkins  
(Invited Speaker) 
Hunan Normal University 
China 
samanthajsuman@gmail.com 
suman@hunnu.edu.cn 
 
Tina Harriott  
(Invited Participant) 
Mount Saint Vincent 
University 
Canada 
tina.harriott@msvu.ca 
 
Hidetaka Kasai  
(Contributed Speaker) 
University of Tsukuba 
Japan 
kasai.hidetaka.fw 
@u.tsukuba.ac.jp 
 
Stephen Kirk  
(Invited Participant) 
Hunan Normal University 
China 
stevenrkirk@gmail.com 
 
Miroslav Kohout  
(Invited Speaker) 
Max Planck Institute for 
Chemical Physics of Solids 
Germany 
kohout@cpfs.mpg.de 
 
Jozef Kožíšek  
(Invited Speaker) 
Slovak University of 
Technology 
Slovak Republic 
jozef.kozisek@stuba.sk 
 

Roman Krems  
(Invited Speaker) 
The University of British 
Columbia 
Canada 
rkrems@chem.ubc.ca 
 
Piero Macchi  
(Invited Discussion Leader) 
University of Berne 
Switzerland 
piero.macchi@dcb.unibe.ch 
 
Preston J. MacDougall  
(Invited Speaker) 
Middle Tennessee State 
University 
USA 
pmacdougall@mtsu.edu 
 
Ángel Martín Pendás  
(Invited Speaker) 
University of Oviedo 
Spain 
ampendas@uniovi.es 
 
Lou Massa  
(Invited Speaker) 
City University of New York 
USA 
lmassa@hunter.cuny.edu 
 
Eduard Matito  
(Prize Winner/Honoree) 
Donostia International 
Physics Center (DIPC),  
Ikerbasque Science 
Foundation 
ematito@gmail.com 
 
Chérif F. Matta  
(Organizer) 
Mount Saint Vincent 
University 
Canada 
cherif.matta@msvu.ca 
 
R. J. Dwayne Miller  
(Plenary Speaker) 
Max Planck Institute for the 
Structure and Dynamics of 
Matter 
Germany 
dwayne.miller@mpsd.mpg.de 
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Krešimir Molčanov  
(Invited Speaker) 
Rudjer Bošković Institute 
Croatia 
kmolcano@irb.hr 
 
Lazaro Monteserin-
Castanedo  
(Contributed Poster) 
Mount Saint Vincent 
University, Saint Mary’s 
University, & University of 
Havana 
Canada & Cuba 
lamonteserincastanedo 
@gmail.com 
 
Amanda Morgenstern  
(Invited Speaker) 
Los Alamos National Labs 
USA 
amorgenstern@lanl.gov 
 
Parthapratim Munshi  
(Invited Speaker) 
Shiv Nadar University 
India 
 
Philip Nakashima  
(Invited Speaker) 
Monash University 
Australia 
philip.nakashima 
@monash.edu 
 
Alexander Y. Nazarenko  
(Invited Speaker) 
State Umiversity of New York 
(SUNY) - College at Buffalo 
USA 
nazareay@buffalostate.edu 
 
Thanh-Tung Nguyen-Dang  
(Invited Speaker) 
Université Laval 
Canada 
tung@chm.ulaval.ca 
 
Eiji Nishibori  
(Contributed Speaker) 
University of Tsukuba 
Japan 
nishibori.eiji.ga 
@u.tsukuba.ac.jp 
 
 

Daniel O'Niell  
(Contributed Poster) 
University of Warwick 
UK 
d.o-neill.1@warwick.ac.uk 
 
Rumpa Pal  
(Contributed Poster) 
University of Bremen 
Germany 
rpal@uni-bremen.de 
 
Ding Peng  
(Contributed Poster) 
Monash University 
Australia 
ding.peng@monash.edu 
 
Gilles Peslherbe  
(Invited Speaker) 
Concordia University 
Canada 
gilles.peslherbe 
@concordia.ca 
 
Paul L. A. Popelier 
(Prize Winner/Honoree) 
University of Manchester 
UK 
paul.popelier 
@manchester.ac.uk 
 
Malavikha Rajivmoorthy  
(Contributed Poster) 
Colorado School of Mines 
USA 
mrajivmoorthy 
@mymail.mines.edu 
 
David Ignacio Ramírez 
Palma  
(Contributed Poster) 
Universidad Nacional 
Autónoma de México 
Mexico 
david.ramp49@gmail.com 
 
Lillian Gisela Ramírez 
Palma  
(Contributed Poster) 
Universidad Nacional 
Autónoma de México 
Mexico 
lila.gis.rp@gmail.com 
 
 

Jose Manuel Recio  
(Invited Speaker) 
University of Oviedo 
Spain 
jmrecio@uniovi.es 
 
Markus Reiher  
(Invited Speaker) 
ETH-Zurich 
Switzerland 
markus.reiher 
@phys.chem.ethz.ch 
 
Hannah Camille 
Richardson  
(Contributed Poster) 
Oregon State University 
USA 
richahan@oregonstate.edu 
 
Pierre-Nicholas Roy  
(Invited Speaker) 
University of Waterloo 
Canada 
pnroy@uwaterloo.ca 
 
SeyedAbdolreza Sadjadi  
(Invited Speaker) 
University of Hong Kong 
Hong Kong 
abdi1374@gmail.com 
 
Yoshiharu Sakurai  
(Invited Participant) 
Japan Synchrotron Radiation 
Research Institute 
Japan 
sakurai@spring8.or.jp 
 
Tomoaki Sasaki  
(Contributed Poster) 
University of Tsukuba 
Japan 
s1630070@u.tsukuba.ac.jp 
 
Wolfgang Scherer  
(Plenary Speaker) 
Universität Augsburg 
Germany 
wolfgang.scherer 
@physik.uni-augsburg.de 
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Shahin Sowlati-Hashjin  
(Invited Speaker / 
Contributed Poster) 
University of Western Ontario 
Canada 
shahinsowlati@yahoo.com 
 
Dietmar Stalke  
(Plenary Speaker) 
Georg-August-Universität 
Göttingen 
Germany 
dstalke 
@chemie.uni-goettingen.de 
 
Ingrid Stalke  
(Invited Participant) 
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