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Program: Sunday, July 3, 2022

        
Time East Ballroom AB

3:00 – 3:30 Opening Ceremony

3:30     –          4:10

Plenary Lecture 
Angela Wilson 

Introduction by Thom Dunning

4:10     –          4:50

Plenary Lecture 
Joachim Sauer 

Introduction by Peter Gill

4:50 – 5:20 Refreshment Break

5:20 – 6:00

Plenary Lecture 
Martin Head-Gordon 

Introduction by Peter Gill

6:00 – 6:40

Plenary Lecture 
Leticia Gonzalez 

Introduction by Otilia Mo

        
Time Exhibition Hall A

6:40 – 10:00 Welcome Reception

        
Time East Convention Level Lobby

12:00 – 8:00 Registration



        
Time East Ballroom AB East Ballroom C Meeting Room #1

9:00 – 9:40

Plenary Lecture 
Laura Gagliardi 
Introduction by  

Don Truhlar
9:40     –          10:10 Refreshment Break

10:10 –                    12:10

Invited Lectures 1A 
Chair: Julia Rice 
Fritz Schaefer 

Alan Aspuru-Guzik 
Roman Krems 
Peter Coveney 

Giulia Galli 
Artur Izmaylov

Invited Lectures 1B 
Chair: Artur Michalak 

Krishnan Raghavachari 
Michele Pavanello 

Kwang Soo Kim 
Heather Kulik 
David Balcells 
Andreas Savin

Invited Lectures 1C 
Chair: Timothy Lee 

Ksenia Bravaya 
Hiromi Nakai 

Allan East 
Ivan Cernusak 

Tucker Carrington 
Lena Simine

12:10 – 1:50 Lunch Break

1:50      –          3:50

Invited Lecture 2A 
Chair: Roman Krems 

Gavin Jones 
Marc Coons 

Julia Rice 
Matthias Troyer 

Takeshi Yamazaki 
Nozomi Takagi 

Invited Lectures 2B 
Chair: Xabier Lopez 
William Jorgensen 

Annia Galano 
Margot Paulino 
Ana Martínez 
Janez Mavri 
Inés Corral

Invited Lectures 2C 
Chair: Gino DiLabio 

Jolene Reid 
Philip Hoggan 
Thomas Heine 
Amir Karton 

Ganna Gryn’ova 
Kazunari Yoshizawa

3:50 – 4:20 Refreshment Break

4:20 – 6:00

Invited  
Communications 1A 

Chair: John Tse 
Janus Eriksen 
Eduard Matito 

Piotr Ordon 
Christoph Bannwarth 

Andreas Hansen 
A. Daniel Boese 

Jan Rezac 
Edward Brothers 

Mark Iron 
Mariusz Radoń

Invited  
Communications 1B 

Chair: Sarah Rauscher 
Kamila Kazmierczak 

Jerome Gonthier 
Hongbin Liu 
Robert Izsak 

Vikki Berryman 
Andrew Leach 

Christopher Barden 
Josh Pottel 

Paweł Tecmer 
Shannon Houck

Invited  
Communications 1C 

Chair: Renana Poranne 
Federica Agostini 
Joaquin Barroso 
Hugo Bohorquez 

Hiroki Uratani 
Jörg Kussmann 

Noham Weinberg 
Jin Wen 

Fabienne Bessac 
Michał Tomza 

Wojciech Plazinski
6:00 – 8:00 Dinner Break

8:00 – 10:00 Poster Session (Exhibition Hall A)

Program: Monday, July 4, 2022



Program: Monday, July 4, 2022
Meeting Room #2 Meeting Room #8 Meeting Room #18 Time

9:00 – 9:40

Refreshment Break 9:40        –          10:10

Invited Lectures 1D
Chair: Edward Valeev 

Katharina Boguslawski 
Piotr Piecuch 

Francesco Evangelista 
Rodney Bartlett 
Daniel Crawford 

Kurt Brorsen

Invited Lectures 1E
Chair: Hans Lischka 

Filipp Furche 
Johannes Neugebauer 

Piotr de Silva 
Jürgen Gauss 
Kasia Pernal 

Stephen Klippenstein

Invited Lectures 1F
Chair: Avital Shurki 

Marek Sierka 
Sylvio Canuto 
Bernd Meyer 

John Tse 
Sarah (Sally) Price 

Takeshi Sato

10:10 – 12:10

Lunch Break 12:10 – 1:50
Invited Lecture 2D

Chair: Rod Bartlett 
Karol Kowalski 
Dominika Zgid 
Coen de Graaf 

Gustavo Scuseria 
James Anderson 
Marcel Nooijen

Invited Lectures 2E
Chair: Cristina Trujillo 

Thomas Strassner 
Renana Poranne 

Rachel Crespo-Otero 
Alex Brown 

Debashree Ghosh 
Bettina Keller

Invited Lectures 2F
Chair: Gernot Frenking 

David Wilson 
Manuel Yanez 

Devassy Eluvathingal 
Urs Gellrich 

E. Laura Coitiño 
Gabriel Hanna

1:50 – 3:50

Refreshment Break 3:50 – 4:20
Invited  

Communications 1D
Chair: Fritz Schaefer 
Magnus Ringholm 

Alex Thom 
Elena Besley 
Péter Nagy 

Paul Zimmerman 
Sandeep Sharma 
Konrad Patkowski 

Michał Hapka 
Cody Aldaz 

Nisha Mehta

Invited  
Communications 1E

Chair: George Shields 
Rejwan Ali 

Gregory Tschumper 
John Herbert 

Tore Brinck 
Kelling Donald 
Matthias Stein 

M. Carmen Ruiz Delgado 
Dana Nachtigallova 

Radhika Gupta 
James Shee

Invited  
Communications 1F

Chair: Barbara Herrera 
Ángel Martín Pendás 

Alessio Petrone 
Daniel Nascimento 

Robert Berger 
Ryan MacDonell 

Laura Ratcliff 
Jasmina Sabolovic 

Robert Polly 
Avital Shurki 

Manuel Alcami

4:20 – 6:00

Dinner Break 6:00 – 8:00

Poster Session (Exhibition Hall A) 8:00 – 10:00



Program: Tuesday, July 5, 2022
        

Time East Ballroom AB East Ballroom C Meeting Room #1

9:00 – 9:40

Plenary Lecture 
Trygve Helgaker 

Introduction by Daniel 
Crawford

9:40     –          10:10 Refreshment Break

10:10 –                    12:10

Invited Lectures 3A
Chair: Stan van Gisbergen 

Jochen Autschbach 
Mark Casida 

Georg Schreckenbach 
Artur Michalak 

Paul Ayers 
Viktor Staroverov

Invited Lectures 3B
Chair: Gilles Peslherbe 

Stacey Wetmore 
Marco De Vivo 
Xabier Lopez 

Guilherme Arantes 
Ulf Ryde 

Giulia Palermo

Invited Lectures 3C
Chair: Samira Siahrostami 

Eric Bushnell 
Odile Eisenstein 

Kendall Houk 
Trevor Hamlin 

Seiji Mori 
Brian Yates

12:10 – 1:50 Lunch Break

1:50      –          3:50

Invited Lecture 4A 
Chair: Lucas Visscher 

Nicholas Mosey 
Stefan Grimme 

Tom Woo 
Eva Zurek 

Dennis Salahub 
Arvi Rauk

Invited Lectures 4B
Chair: Stacey Wetmore 

Modesto López 
Anna Panchenko 

Elise Dumont 
Dan Major 

Dmitry Nerukh 
Yun-Dong Wu

Invited Lectures 4C
Chair: Aurora Clark 

Alejandro Toro-Labbé 
Markus Reiher 
Jason Pearson 

Clemence Corminboeuf 
Raghavan B Sunoj 

Gabriel Merino
3:50 – 4:20 Refreshment Break

4:20 – 6:00

Invited  
Communications 2A
Chair: Matthias Ernzerhof 

Stan van Gisbergen 
Farnaz Heidar-Zadeh 

Lucas Visscher 
Paul Johnson 

Aurelien de la Lande 
Stijn De Baerdemacker 

Gilles Peslherbe 
Robert Rüger 

Seegey Gusarov 
Hristina Zhekova

Invited  
Communications 2B

Chair: Ricky Nellas 
Artur Nenov 

Manabendra Sarma 
Alya Arabi 

Al Mokhtar Lamsabhi 
Katie Wilson 

Petri Tahtinen 
Tendamudzimu Tshiwawa 

Puja Goyal 
Marcel Müller 

Christoph Riplinger

Invited  
Communications 2C

Chair: Leanne Chen 
Amalia Poblador- 

Bahamonde 
Enrique Gomez-Bengoa 

Garima Jindal 
Maren Podewitz 
Daniela Ortega 
Megha Anand 

Bartłomiej Szyja 
Samira Siahrostami 

Daniel Roca-Sanjuán
6:00 – 8:00 Dinner Break

8:00 – 10:00 Poster Session (Exhibition Hall A)



Program: Tuesday, July 5, 2022
Meeting Room #2 Meeting Room #8 Meeting Room #18 Time

9:00 – 9:40

Refreshment Break 9:40        –          10:10

Invited Lectures 3D
Chair: Sergey Gusarov 
Roel Sanchez-Carrera 

Micheal Frisch 
Anita Nivedha 

James Cheeseman 
Toru Shiozaki 

Rustam Khaliullin

Invited Lectures 3E
Chair: Alex Brown 
Spiridoula Matsika 

Graham Worth 
Edit Matyus 

Seung Kyu Min 
Pierre-Nicholas Roy 

Donald Truhlar

Invited Lectures 3F
Chair: Cherif Matta 
Denis Jacquemin 

Rebecca Davis 
Nađa Došlić 

Claudia Filippi 
Berny Schlegel 

Jose Luis Sanz-Vicario

10:10 – 12:10

Lunch Break 12:10 – 1:50
Invited Lecture 4D
Chair: Kelling Donald 

Biswarup Pathak 
Cecile Malardier-Jugroot 

Ivan Stich 
Bernd Engels 
Péter Szalay 

Tamar Seideman

Invited Lectures 4E
Chair: Ines Corral 
Stuart Althorpe 

Shirin Faraji 
Michael Schuurman 

Damian Scherlis 
Thomas Jagau 

Morgane Vacher

Invited Lectures 4F
Chair: Gregory S. Tschumper 

Jan Martin 
Christel Marian 

Volker Blum 
Miroslav Urban 

Bun Chan 
Richard Friesner

1:50 – 3:50

Refreshment Break 3:50 – 4:20
Invited  

Communications 2D
Chair: Lena Simine 

Alia Tadjer 
Robert Szilagyi 
Ctirad Cervinka 

Pablo Gamallo Belmonte 
Tomislav Došlić 

Marilu Perez Garcia 
Christian Mück-Lichtenfeld 

Miroslav Medved 
Aneta Turlik

Invited  
Communications 2E

Chair: Morgane Vacher 
Nadia Rega 

Masahiro Higashi 
Susannah Bourne-Worster 

Saheer Chaluvalappil 
Toshiaki Matsubara 

Jian Liu 
W. Andrzej Sokalski 

Tárcius N. Ramos 
Ana Somer 

Hugh Burton

Invited  
Communications 2F
Chair: Noham Weinberg 

Lukas Pasteka 
Mateusz Marianski 

Aulia Sukma Hutama 
David Jack 

Samuel Neale 
Mark Thachuk 
Carine Michel 

Massimo Olivucci 
Kristina Closser 

Cristina Barboza

4:20 – 6:00

Dinner Break 6:00 – 8:00

Poster Session (Exhibition Hall A) 8:00 – 10:00



Program: Wednesday, July 6, 2022
        

Time East Ballroom AB East Ballroom C Meeting Room #1

9:00 – 9:40

Plenary Lecture 
Klaus Ruedenberg 

Introduction by Peter Gill
9:40     –          10:10 Refreshment Break

10:10 –                    12:10

Invited Lectures 5A
Chair: Leo Radom 

Sason Shaik 
Sotiris Xantheas 
Christine Aikens 

Lyudmila Slipchenko 
Michel Dupuis 

Marco Nascimento

Invited Lectures 5B
Chair: Margot Paulino 

Donald Weaver 
Sarah Rauscher 
Dongqing Wei 
Meilan Huang 

Nicolas Moitessier 
Jonathan Essex

Invited Lectures 5C
Chair: Ken Houk 
Richard Wong 

Mercedes Alonso 
Todd Martinez 

Peter Pulay 
Aurora Clark 
Stella Consta 

12:10 – 1:00 Lunch Break

1:00      –          6:30 Excursions

7:00 – 7:30 Reception (Exhibition Hall A)

7:30 – 10:00 Congress Banquet (Exhibition Hall B)



Program: Wednesday, July 6, 2022
Meeting Room #2 Meeting Room #8 Meeting Room #18 Time

9:00 – 9:40

Refreshment Break 9:40        –          10:10

Invited Lectures 5D
Chair: Robert C. Mawhinney 

Gino DiLabio 
Alberto Otero-de-la-Roza 

Edward Valeev 
Lee Thompson 

Peter Gill 
Peng Xu

Invited Lectures 5E
Chair: Manuel Yanez 

Feng Wang 
Pavel Hobza 
Josef Michl 

George Shields 
Yitzhak Apeloig 

Alberto Vela

Invited Lectures 5F
Chair: Stephen Klippenstein 

Timothy Lee 
Dvira Segal 

Nathalie Guihery 
Gustavo Aucar 

Anna Krylov 
Stella Stopkowicz

10:10 – 12:10

Lunch Break 12:10 – 1:00

Excursions 1:00 – 6:30

Reception (Exhibition Hall A) 7:00 – 7:30

Congress Banquet (Exhibition Hall B) 7:30 – 10:00



Program: Thursday, July 7, 2022
        

Time East Ballroom AB East Ballroom C Meeting Room #1

9:00 – 9:40

Plenary Lecture 
Alexandre Tkatchenko 

Introduction by Peter Gill

9:40     –          10:10 Refreshment Break

10:10 –                    12:10

Invited Lectures 6A
Chair: Mark Thachuk 

Thomas Holme 
Henry Rzepa 

Thom Dunning, Jr. 
John Galbraith 
Anatoli Korkin 

OPEN DISCUSSION

Invited Lectures 6B
Chair: Stijn de Baerdemacker 

Jiali Gao 
Carlo Adamo 

Matthias Ernzerhof 
Eunji Sim 
Jing Kong 

Maria Hellgren

Invited Lectures 6C
Chair: Seiji Mori 
Andrés Cisneros 

James Gauld 
Kaline Coutinho 

Nathan DeYonker 
Christian Ochsenfeld 

Ragnar Bjornsson
12:10 – 1:50 Lunch Break

1:50      –          3:50

Invited Lecture 7A
Chair: Sason Shaik 

Elfi Kraka 
Tatiana Korona 

Yan Wang 
Chin-Hui Yu 

Gernot Frenking 
Vera Krewald

Invited Lectures 7B
Chair: Paul Johnson 

Andy Teale 
Joshua Hollett 
Leeor Kronik 

Hilke Bahmann 
Mario Piris 

Frank Neese

Invited Lectures 7C
Chair: Vudhichai Parasuk 

Emilie Guidez 
Isabel Rozas 

Peter Tieleman 
An Ghysels 

Nelaine Mora-Diez 
Cherif Matta

3:50 – 4:20 Refreshment Break

4:20 – 6:00

Invited  
Communications 3A

Chair: Henry Rzepa 
Jessica Nash 

Ashley Ringer McDonald 
James Foresman 

Francesco Segatta 
Lara Martinez-Fernandez 

Jefferson E Bates 
James Xidos 

Vladimiro Mujica 
OPEN DISCUSSION

Invited  
Communications 3B

Chair: Francesco Evangelista 
Jiri Brabec 
Libor Veis 

Takashi Tsuchimochi 
Sebastian Kozuch 

Shaama Mallikarjun Sharada 
Norio Yoshida 

Sergei Vyboishchikov 
Jógvan Magnus Olsen 

Giuseppe Barca 
Stephen Dale

Invited  
Communications 3C

Chair: Gregory Sandala 
José Pedro Cerón-Carrasco 

Ricky Nellas 
Uzma Mahmood 
Habibah Wahab 
Heather Wiebe 
Steffen Lindert 

Pedro Sánchez-Murcia 
Yukichi Kitamura 

Biswajit Saha

6:00 – 8:00 Dinner Break

8:00 – 10:00 Poster Session (Exhibition Hall A)



Program: Thursday, July 7, 2022
Meeting Room #2 Meeting Room #8 Meeting Room #18 Time

9:00 – 9:40

Refreshment Break 9:40        –          10:10

Invited Lectures 6D
Chair: Michel Dupuis 
Masataka Nagaoka 

Irina Paci 
Nicola Gaston 
Leanne Chen 

Shamim Shadfar 
Catharine Esterhuysen

IInvited Lectures 6E
Chair: Tao Zeng 
George Schatz 
Claudia Draxl 
Hans Lischka 

Timothy Berkelbach 
Carmen Herrmann 

Jesus Ugalde

IInvited Lectures 6F
Chair: Otilia Mo 

Teresa Head-Gordon 
Takeshi Yanai 
Anne McCoy 
Gren Patey  

Thijs Stuyver 
Konstantinos Vogiatzis

10:10 – 12:10

Lunch Break 12:10 – 1:50
Invited Lecture 7D

Chair: Brian Yates 
Frederik Tielens 
Kenneth Ruud 

Monica Calatayud 
Julia Contreras-Garcia  

Roi Baer 
Tao Zeng

Invited Lectures 7E
Chair: Rebecca Davis 

Niranjan (Niri) Govind 
Weitao Yang 

Hrant Hratchian 
Sonia Coriani 

Christine Isborn 
Tzonka Mineva

Invited Lectures 7F
Chair: Pavel Hobza 

David Sherrill 
Ursula Roethlisberger 

Christopher Rowley 
Frank Jensen 

Toon Verstraelen 
Paul Popelier

1:50 – 3:50

Refreshment Break 3:50 – 4:20
Invited  

Communications 3D
Chair: Nelaine Mora-Diez 

Vudhichai Parasuk  
Barbara Herrera 

Robert Paton 
Albert Poater 

Cristina Trujillo 
Josep Oliva-Enrich 

Yuji Naruse 
Diego Andrada 
Tobias Kraemer 

Evangelos Miliordos

Invited  
Communications 3E

Chair: David Jack 
Pedro Salvador 
Breno Galvão 

Marie-Bernadette Lepetit 
Balakrishnan Viswanathan 

Pierre-Francois Loos 
Valera Veryazov 

Adam Kubas 
Gabriel de Souza 

Josene Toldo 
Agnieszka Krzeminska

Invited 
Communications 3F
Chair: Rustam Khaliullin 

Mihails Arhangelskis 
Dorothea Golze 

Seonah Kim 
Robert Mawhinney 

Sijia Dong 
Isaac Tamblyn 

Michael Kilgour 
Joonho Lee 

Rodrigo Vargas-Hernandez

4:20 – 6:00

Dinner Break 6:00 – 8:00

Poster Session (Exhibition Hall A) 8:00 – 10:00



Program: Friday, July 8, 2022
        

Time East Ballroom AB

9:00 – 9:40

Plenary Lecture 
Sharon Hammes-Schiffer 

Introduction by Anna Krylov

9:40     –          10:20

Plenary Lecture 
Satoshi Maeda 

Introduction by Peter Gill

10:20 – 10:50 Refreshment Break

10:50 – 11:30

Plenary Lecture 
Erin Johnson 

Introduction by Peter Gill

11:30 – 12:10

Plenary Lecture 
Roald Hoffman 

Introduction by Sason Shaik

12:10 – 12:50 Closing Ceremony



General Information

Congress Chair
Russell Boyd, Dalhousie University

Scientific Executive
Alex Brown, University of Alberta
Gino DiLabio, University of British Columbia
Stacey Wetmore, University of Lethbridge

Logistics, Management and Operations
Joan Kingston, Treasurer and Logistics Manager
Krista Leroux, Website and Graphic Design 
Michelyn Lockman, Registrations and Finances 
Zac Hawkins, Technical Program

Hosting Society
WATOC
World Association of Theoretical and Computational Chemists
www.watoc.net
www.watoc2020.ca



Overview Picture – Convention Level



Overview Picture – Meeting Level



World Association of Theoretical  
and Computational Chemists

WATOC was founded in 1982 as the World Association of  
Theoretical Organic Chemists and held its first congress in 
Budapest in 1987. In recognition that WATOC’s activities quickly 
expanded to cover all of chemistry, the WATOC Board in 2005 
adopted the current name, but retained the original acronym.

WATOC holds triennial congresses to promote the field of  
theoretical and computational chemistry and to advance the  
interactions between scientists working in the field and allied 
fields.  The congresses have become a leading forum for  
presenting research in all areas of theoretical and computational 
chemistry, including both method development and applications.

WATOC awards two types of medals to honour outstanding 
theoretical and computational chemists:  the Schrödinger medal 
to senior scientists, and the Dirac medal to scientists under the 
age of 40.

The WATOC Board is the central decision-making body of the  
organization.  It consists of the Schrödinger medalists plus  
elected members.  The Board meets every three years on the  
day before the congress.  Between Board meetings, decisions  
are made by email.

For more information on WATOC, please visit watoc.net.



The WATOC 2020 logo was designed by Haida artist  
April White, a relative of the late Bill Reid.  April has a  
Bachelor of Science degree in geology from UBC and is a  
self-taught artist whose work is inspired by her cultural  
connections with the Haida Gwaii and her years of working  
in the Canadian wilderness.

www.aprilwhite.com

www.billreidgallery.ca
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