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manuscript, preparation of figures, reviewing and editing the final version and in providing answers to the reviewer’s

comments.

\}”{M e 1. 3l s
MAMOL Bl KO-

Silesian University of Technology

ul, Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.pl

NIP 63102007 36
ING Bank Slaski S:A. o/Gliwice 60 1050 1230 1000 D002 0211 3056



17.11.2023

Tomasz Magdziarz, PhD

Email address: tomasz.magdziarz@gmail.com
Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Magdziarz T., Mitusinska K., Bzéwka M., Raczyfiska A., Stanczak A., Banas M.,
Bagrowska W., Gora A.

AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an
intramolecular voids perspective

Bioinformatics (2020) 36 (8), 2599-2601
https://doi.org/10.1093/bioinformatics/btz946

I declare the following contribution to this publication: 20%

I contributed to the conceptualisation of the project. I was the main developer of the computer
code for AQUA-DUCT software. I was involved in writing the manuscript and responding to
the Reviewers’ comments.

Signature

(o Mogsiucann



hr

ig i Biotechnology Centre

Dr

- RESEARCH i £ i
Uty UNIVERSITY Karolina Mitusiriska PhD
of Technology EXCELLENCE INITIATIVE Research assistant

Gliwice, 10.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Magdziarz T., Mitusinska K., Bzowka M., Raczynska A., Stanczak A., Banas M., Bagrowska W., Gora A
AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an intramolecular voids perspective
Bioinformatics (2020) 36 (8), 2599-2601

https://doi.org/10.1093/bioinformatics/btz946

| declare the following contribution to this publication: 18,5%

| was involved in the software development by running small-molecule tracking analysis for several different systems. |
was involved in running benchmarking section. | was involved in writing the manuscript and responding to the
Reviewers’ comments.

Yours sincerely,

2 sl | \
‘“"—'"'—Jl":“\l.- W ha v kg

Silesian University of Technology =
Biotechnology Centre -

CENTSUN BIDTECHNOLOGI

Fetaba by

UL Krzywoustego 8, 44-100 Gliwice
karolina.mitusinska@polsl.pl

_ —_ELING GROUP
TuZLL _



Doctoral School

= RESEARCH ,
Uniearany UNIVERSITY Agata Raczynska

of Technology EXCELLENCE INITIATIVE M SC BEnNn g
’

20.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Magdziarz T., Mitusifnska K., Bzéwka M., Raczynska A., Stahczak A., Banas M., Bagrowska W., Géra A.

AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an intramolecular voids
perspective

Bioinformatics (2020) 36 (8), 2599-2601
https://doi.org/10.1093/bioinformatics/btz946
| declare the following contribution to this publication: 7,5%

| prepared various tutorials, e.g. for clustering, trimming paths, and smoothing paths. | was involved in
writing the documentation and figures preparation.

PODPIS ZAUFANY

AGATA
RACZYNSKA

20.11.2023 10:25:30 [GMT+1]
Dokument podpisany elektronicznie
podpisem zaufanym

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Agata.Raczynska@polsl.pl

NIP PL631 020 07 36
‘r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056

HR EXCELLENCE IN RESEARCH


mailto:karolina.mitusinska@polsl.pl

Prague, 15.11.2023

Agnieszka Stanczak, mgr inz.

agnieszka.stanczak@uochb.cas.cz

Institute of Organic Chemistry and Biochemistry of the Czech Academy of Sciences
Faculty of Science, Charles University, Czech Republic

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, I certify that I am the co-author of the following publication:

Magdziarz T., Mitusinska K., Bzéwka M., Raczynska A., Stanczak A., Banas M.,
Bagrowska W., Gora A.

AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an
intramolecular voids perspective

Bioinformatics (2020) 36 (8), 2599-2601
https://doi.org/10.1093/bioinformatics/btz946

I declare the following contribution to this publication: 5 %

I performed the MD simulation of the haloalkane dehalogenase LinB with different substrates
for consolidator mode usage (rare events analysis).

\1440 Ma,«/,u MM/(M[(

Signature



20.11.2023

Michat Banas, BEng

Email address: mich.banasO@gmail.com

Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Magdziarz T., Mitusinska K., Bzowka M., Raczyniska A., Stanczak A., Banas M.,
Bagrowska W., Géra A.

AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an

intramolecular voids perspective
Bioinformatics (2020) 36 (8), 2599-2601
https://doi.org/10.1093/bioinformatics/btz946

I declare the following contribution to this publication: 7,5%
I was the developer of the Graphical User Interface (GUI) version for AQUA-DUCT 1.0 and

Kraken module for data visualisation,

Signature



@ Doctoral School

RESEARCH

Unneraty  UNIVERSITY Weronika Bagrowska
of Technology EXCELLENGE INITIATIVE MSc. BEn g

Gliwice, 17.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Magdziarz T., Mitusinska K., Bzéwka M., Raczynska A., Staficzak A., Banas M., Bagrowska W., Géra A.

AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an intramolecular voids
perspective

Bioinformatics (2020) 36 (8), 2599-2601
https://doi.org/10.1093/bicinformatics/btz946
| declare the following contribution to this publication: 5%

| was testing different functionalities of the AQUA-DUCT 1.0 software.

%

.‘&,‘Mu LWeroud e

\

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Weronika.Bagrowska@polsl.pl

NIP PL631 020 07 36
\r ING Bank Slgski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056

HR EXCELLENCE IN RESEARC!



hr

Biotechnology Centre

s RESEARCH
Unioraly  UNIVERSITY Artur Gora PhD, DSc
of Technology EXCELLENCE INITIATIVE Head of Tunneling GFOUp

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Magdziarz T., Mitusifiska K., Bzéwka M., Raczyriska A., Stariczak A., Banas M., Bagrowska W., Gora A
AQUA-DUCT 1.0: structural and functional analysis of macromolecules from an intramolecular voids perspective
Bioinformatics (2020) 36 (8), 2599-2601

https://doi.org/10.1093/bioinformatics/btz946

| declare the following contribution to this publication: 20%

| conceived the project and contributed to its conceptualisation. | reviewed the manuscript and participated in
responding to the reviewers’ comments. | was responsible for project administration and supervision.

Silesian University of Technology
Blotechnologv Gentre CENTRUM  BIOTECHNOLOGI
Pabtgchchi Siqubinf

ul, Krzywoustego 8, 44-100 Gliwice

+48 32 237 16 59 / +48 664 768 710

artur.gora@polsl.pl ELING GROUP
7

NIP 631 020 07 36 TUZ =

ING Bank Slgski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Co-Author Contribution Statements for Paper 3

[3] Paper 3: Bzowka M.*, Mitusinska K.*, Raczynska A., Samol A., Tuszynski J.A., Gora A.
Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging
Target for Small-Molecule Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.3390/ijms21093099



hr

Doctoral School

Silesian HI&IEK?EEé‘gI;[}‘E Maria Bzowka MSC, BEng

University
of Technology PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzdwka M.*, Mitusinska K.*, Raczyriska A., Samol A., TuszynAski J.A., Gdra A.

Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging Target for Small-Molecule
Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.3320/ijms21093099

I declare the following contribution to this publication: 30%

I was responsible for running all mixed-solvent molecular dynamics simulations and their further analysis with AQUA-
DUCT software, including the analysis of the intramolecular voids and hot-spots. Also, | was involved in conducting the
same analysis with AQUA-DUCT software for classical MD simulations. | was involved in comparison of crystal structures
of main proteases from SARS-CoV-2 and SARS-CoV and the analysis of the plasticity of their binding cavities. | was also
involved in the analysis of the potential mutability of SARS-CoV-2. | was involved in writing the manuscript, preparation of
figures, reviewing and editing the final version and in providing answers to the reviewers’ comments.

Moo, Batoka

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.p|

NIP 631 020 07 36
ING Bank Slaski .A, o/Gliwice 60 1050 1230 1000 0002 0211 3056



Biotechnology Centre

Dr

- RESEARCH . w—
ySlesian UNIVERSITY Karolina Mitusiriska PhD
of Technology EXCELLENCE INITIATIVE Research assistant

Gliwice, 10.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzowka M.*, Mitusiriska K.*, Raczyniska A., Samol A., Tuszyriski J.A., Gora A.

Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging Target for Small-Molecule
Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.1016/j.csbj.2020.02.001

| declare the following contribution to this publication: 30%

| was involved in conducting a set of classical molecular dynamics simulations and analysing them. | was involved in
writing the manuscript and responding to the Reviewers’ comments.

Yours sincerely,

Yowouwuwa W i, Yo

Silesian University of Technology
Biotechnology Centre

CONTRUN BIDTECHNOLOG!
Fetatedi S

he



@ Doctoral School

= RESEARCH ,
Uniearany UNIVERSITY Agata Raczynska

of Technology EXCELLENCE INITIATIVE M SC BEnNn g
’

20.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzéwka M.*, Mitusifnska K.*, Raczynhska A., Samol A., Tuszyhski J.A., Géra A.

Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging Target for
Small-Molecule Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.3390/ijms21093099
| declare the following contribution to this publication: 10%

| performed the analysis of the energetic effect of amino acid substitutions.

PODPIS ZAUFANY

AGATA
RACZYNSKA

20.11.2023 10:26:12 [GMT+1]
Dokument podpisany elektronicznie
podpisem zaufanym

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Agata.Raczynska@polsl.pl

NIP PL631 020 07 36
‘r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056

HR EXCELLENCE IN RESEARCH


mailto:karolina.mitusinska@polsl.pl

16.11.2023

Aleksandra Samol, MSc
Email address: 2aleksandrasamol@gmail.com

Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Bzowka M.*, Mitusinska K.*, Raczynska A., Samol A., Tuszynski J.A., Gora A.

Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging
Target for Small-Molecule Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.3390/ijms21093099

I declare the following contribution to this publication: 5%

I was involved in conducting the evolutionary analysis.

g /
< A _/%Zéléowﬂw

Signature



15.11.2023

Professor Jack A. Tuszynski

Politecnico di Torino

University of Alberta

Email address: jacek.tuszynski@polito.it ; jackt@ualberta.ca

Co-Author contribution statement

Hereby, I certify that I am the Co-Author of the following publication:

Bzowka M.*, Mitusinska K.*, Raczynska A., Samol A., Tuszynski J.A., Gora A.

Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging
Target for Small-Molecule Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.3390/ijms21093099

I declare the following contribution to this publication: 5%
[ contributed to the project’s conceptualization. I was also involved in the reviewing and
editing of the manuscript.

A

Signature



Biotechnology Centre

_ RESEARCH .
Uity UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENGE INITIATIVE Head Of Tunneling GFOUD

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzéwka M.*, Mitusiriska K.*, Raczynska A., Samol A., Tuszynski J.A., Gora A.

Structural and Evolutionary Analysis Indicate That the SARS-CoV-2 Mpro Is a Challenging Target for Small-Molecule
Inhibitor Design

International Journal of Molecular Sciences (2020) 21, 1-17
https://doi.org/10.3390/ijms21093099

| declare the following contribution to this publication: 20%

| conceived the project and contributed to its conceptualisation. | reviewed the manuscript and participated in
responding to the reviewers’ comments. | was responsible for project administration and supervision.

Silesian University of Technology
Biotechnology Centre

ul, Krzywoustego 8, 44-100 Gliwice
+48 32 237 16 59 / +48 664 768 710

artur.gora@polsl.pl ELING GROUP

NIP 631 020 07 36 -7
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056

CENTRUM  BIOTECHNOLOGH
Pttt (bing



Co-Author Contribution Statements for Paper 4

[4] Paper 4: Fischer A.*, Sellner M.*, Mitusinska K.*, Bzowka M.*, Lill M.A., Gora A.,
Smiesko M.

Computational selectivity assessment of protease inhibitors against SARS-CoV-2
International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/ijms22042065



hr

Doctoral School

; RESEARCH " .
upesian. UNIVERSITY Maria Bzéwka MSc, BEng
of Technology EXCELLENCE INITIATIVE PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Fischer A.*, Sellner M.*, Mitusiriska K.*, Bzéwka M.*, Lill M.A., Géra A., Smiedko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2
International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/ijms22042065

| declare the following contribution to this publication: 20%

| was involved in the analysis of the similarity of the selected panel of proteases. | was involved in performing classical
molecular dynamics simulations with the water molecules tracking and hydration sites identification of the selected panel
of proteases. | was also involved in the analysis of the co-solvent sites. | was involved in writing the manuscript, preparation
of figures, reviewing and editing the final version and in providing answers to the reviewers’ comments. | was responsible

for coordinating the cooperation with international partners.

Homo. Ridule.

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.pl

NIP 631 020 07 36
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Pratteln, 13.11.2023

Andre Fischer, PhD
Scientist, dsm-firmenich
Email address: andre fischer1 994@hotmail.com

Co-Author contribution statement

Hereby, I certify that I am the co-author of the following publication:

Fischer A.*, Sellner M.*, Mitusinska K.*, Bzoéwka M.*, Lill M.A., Géra A., Smiesko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2
International Journal of Molecular Sciences (2021) 22 (4), 1-17

https://doi.org/10.3390/ijms22042065

I declare the following contribution to this publication: 20%
I contributed to the project’s conceptualisation. I was involved in conducting cosolvent MD

simulations, molecular docking, MD and MM/GBSA post-processing, and toxicity profiling.
I was involved in writing the manuscript and responding to the reviewers’ comments.

Signature



Basel, 15.11.2023

Manuel Sellner, Assistant / PhD candidate
Computational Pharmacy

Department of Pharmaceutical Sciences
University of Basel, Switzerland

Email address: manuel.sellner@unibas.ch

Co-Author contribution statement

Hereby, I certify that I am the co-author of the following publication:

Fischer A.*, Sellner M.*, Mitusinska K.*, Bzowka M.*, Lill M.A., Géra A., Smiesko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2
International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/1jms22042065

I declare the following contribution to this publication: 20%

I was involved in molecular docking, MD and MM/GBSA post-processing, and toxicity
profiling. I was involved in writing the manuscript.

Signature


Stamp


hr

Biotechnology Centre

Dr
o RESEARCH 2 e
Sill
U UNIVERSITY Karolina Mitusiriska PhD
of Technology EXCELLENCE INITIATIVE Research assistant
Gliwice, 10.11.2023
CO-AUTHOR CONTRIBUTION STATEMENT
Hereby, | certify that | am the co-author of the following publication:
Fischer A.*, Sellner M.*, Mitusinska K.*, Bzéwka M.*, Lill M.A., Géra A., Smiesko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2
International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/ijms22042065
| declare the following contribution to this publication: 20%
I was involved in conducting a set of classical molecular dynamics simulations and analysing them. Also, | was involved in
the analysis of the similarity of the selected proteins. | was involved in writing the manuscript..
|
Yours sincerely,
Kowoluwa  Wikginako
|
Silesian University of Technology
RSy Cactee Comnun siareomoiont
Pebtncmdi figshin

Ul. Krzywoustego 8, 44-100 Gliwice

ELING GROUP



Basel, 15.11.2023

Markus A. Lill, Prof. Dr.
Computational Pharmacy

Department of Pharmaceutical Sciences
University of Basel, Switzerland

Email address: markus.lill@unibas.ch

Co-Author contribution statement

Hereby, I certify that I am the co-author of the following publication:
Fischer A.*, Sellner M.*, Mitusinska K.*, Bzowka M.*, Lill M.A., Gora A., SmieSko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2

International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/ijms22042065

I declare the following contribution to this publication: 6,67%
I was involved in reviewing and editing the manuscript. I supervised the project.

M CN

Signature



Biotechnology Centre

RESEARCH )
Unneray  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENGE INITIATIVE Head of Tunneiing GFOUp

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Fischer A.*, Sellner M.*, Mitusiriska K.*, Bzéwka M.*, Lill M.A., Géra A., Smiesko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2
International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/ijms22042065

| declare the following contribution to this publication: 6,67%

| was involved in editing and reviewing the manuscript. | supervised the project.

Silesian University of Technology
Biotechnology Centre

CEMTRUM  BIOTECHNOLOGI
Paltagbeiki Siqubiaf

ul. Krzywoustego 8, 44-100 Gliwice
+48 32 237 16 59 / +48 664 768 710

artur.gora@polsl.pl - —=ELING GROUP
hf yirdd

- NIP 631020 07 36 —=
ECELLELNCEINIESLASCIL NG Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Basel, 15.11.2023

Martin Smiesko, Prof. Dr.

Computational Pharmacy

Department of Pharmaceutical Sciences
University of Basel, Switzerland

Email address: martin.smiesko@unibas.ch

Co-Author contribution statement

Hereby, I certify that I am the co-author of the following publication:
Fischer A.*, Sellner M.*, Mitusinska K.*, Bzowka M.*, Lill M.A., Gora A., Smie$ko M.
Computational selectivity assessment of protease inhibitors against SARS-CoV-2

International Journal of Molecular Sciences (2021) 22 (4), 1-17
https://doi.org/10.3390/ijms22042065

[ declare the following contribution to this publication: 6,67%
[ was involved in reviewing and editing the manuscript. [ supervised the project.

Signature



Co-Author Contribution Statements for Paper 5

[5] Paper 5: Bzowka M., Mitusinska K., Hopko K., Gora A.

Computational insights into the known inhibitors of human soluble epoxide hydrolase
Drug Discovery Today (2021) 26 (8), 1914-1921
https://doi.org/10.1016/j.drudis.2021.05.017



hr

Doctoral School

. RESEARCH .
Unesiany  UNIVERSITY Maria Bzéwka MSc, BEng

of Technology EXCELLENEE NITIATIVE PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M., Mitusiniska K., Hopko K., Géra A.

Computational insights into the known inhibitors of human soluble epoxide hydrolase
Drug Discovery Today (2021) 26 (8), 1914-1921
https://doi.org/10.1016/j.drudis.2021.05.017

| declare the following contribution to this publication: 60%

| contributed to the project’s conceptualisation. | carried out all the analyses for known inhibitors co-crystallised with
human soluble epoxide hydrolase. | performed the analysis of the interactions, including clustering of binding residues
and inhibitors. | ran molecular dynamics simulations and further AQUA-DUCT analysis for the identification of tunnels and
inner voids. | was involved in writing the manuscript, preparation of figures, reviewing and editing the final version and in

providing answers to the reviewers’ comments.
Mo B
A'voy \“wwlou_

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.pl

NIP 631 020 07 36
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



hr

Silesian RESEARCH
University UNIVERSITY
of Technology EXCELLENGE INITIATIVE

Gliwice, 10.11.2023

Biotechnology Centre

Dr
Karolina Mitusiriska PhD
Research assistant

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzowka M., Mitusinska K., Hopko K., Gdra A.

Computational insights into the known inhibitors of human soluble epoxide hydrolase
Drug Discovery Today (2021) 26 (8), 1914-1921
https://doi.org/10.1016/j.drudis.2021.05.017

1 declare the following contribution to this publication: 20%

| was involved in helping in data organisation and editing the manuscript.

Yours sincerely,

ki}-\_\u oly nQ

Silesian University of Technology
Biotechnology Centre

Ul. Krzywoustego 8, 44-100 Gliwice
karolina.mitusinska@polsl.pl

\ \ Nl -
W1 b \ Jw _,:"'__;‘

CEHTRUM  BIOTECHROLOG!
Feltadbebi S



@ Biotechnology Centre
MSc, BEng

- RESEARCH :
unoany  UNIVERSITY Katarzyna Zurawske
of Technology BACELENEE INTIATIVE (HopkO)

Gliwice, 20.11.2023 ‘

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzdéwka M., Mitusinska K., Hopko K., Géra A.
Computational insights into the known inhibitors of human soluble epoxide hydrolase

Drug Discovery Today (2021) 26 (8), 1914-1921
https://doi.org/10.1016/j.drudis.2021.05.017

| declare the following contribution to this publication: 5%

| did the general identification of chemical motives in inhibitors’ structures.

" QLWSQL

Lot
| @’“g ( Jrfopko)

Silesian University of Technology

Biotechnology Centre

T
Krzywoustego 8, 44-100 Gliwice CENIRUM BIDTECHNOLOGH
Katarzyna.Zurawska@polsl.pl m.o,.n..

NIP PL631 020 07 36
ING Bank Slaski S.A, o/Gliwice 60 1050 1230 1000 0002

I\r 0211 3056

CCELLENCE IN RESEARC



hr

ELLENCE (M RESEARCH

Biotechnology Centre

BN RESEARCH "
Unheraty  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENCE INITIATIVE Head of Tunneﬁng Group

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M., Mitusiriska K., Hopko K., Gora A.

Computational insights into the known inhibitors of human soluble epoxide hydrolase
Drug Discovery Today (2021) 26 (8), 1914-1921
https://doi.org/10.1016/j.drudis.2021.05.017

I declare the following contribution to this publication: 15%

| conceived the project and contributed to its conceptualisation. | reviewed the manuscript and participated in
responding to the reviewers' comments. | was responsible for project administration and supervision.

Silesian University of Technology
Blotechnology Centre

CENTRUM  BIOTECHROLOGI
%. [y

ul. Krzywoustego 8, 44-100 Gliwice
+48 32 237 16 59 / +48 664 768 710

artur.gora@ polsk.pl __ELING GROUP

NIP 631 020 07 36
ING Bank Slaski $.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Co-Author Contribution Statements for Paper 6

[6] Paper 6: Mitusinska K., Wojsa P., Bzowka M., Raczynska A., Bagrowska W., Samol A.,
Kapica P., Gora A.

Structure-function relationship between soluble epoxide hydrolases structure and their tunnel
network

Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042



Doctoral School

iy RESEARCH e
e UNIVERSITY Maria Bzowka MSc, BEng
of Technology ERCE N PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusinska K., Wojsa P., Bzéwka M., Raczyriska A., Bagrowska W., Samol A., Kapica P., Gora A.
Structure-function relationship between soluble epoxide hydrolases structure and their tunnel network
Computational and Structural Biotechnology lournal (2022) 20, 193-205
https://doi.org/10.1016/].cshj.2021.10.042

| declare the following contribution to this publication: 17,5%

I was involved in analyses of the flow of water molecules for all the analysed structures, particularly the determination of
the appropriate parameters for detecting tunnels and their subsequent characteristics. | also participated in a general
comparison of the soluble epoxide hydrolase members by analysing their structural features. | was involved in data
organisation, reviewing the manuscript and responding to the reviewers’ comments.

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260

I‘r Maria.Bzowka@polsl.p!

NIP 631 020 07 35
ING Bank Slgski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Biotechnology Centre

Dr
- RESEARCH
sil . T
Un,if:l!:irav UNIVERSITY Karohna MItUSInSka PhD
of Technology EXCELLENDE INTTIATIVE Research assistant
Gliwice, 10.11.2023
CO-AUTHOR CONTRIBUTION STATEMENT
Hereby, | certify that | am the co-author of the following publication:
Mitusiriska K., Wojsa P., Bzéwka M., Raczyriska A., Bagrowska W., Samol A., Kapica P., Géra A.
Structure-function relationship between soluble epoxide hydrolases structure and their tunnel network
Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042
| declare the following contribution to this publication: 30%
| was involved in conducting a set of classical molecular dynamics simulations, analysing them and organising data. | was
involved in writing the manuscript and responding to the Reviewers’ comments.
Yours sincerely,
\‘;\ft'v Sl Wi My m \ “‘- M4}
Silesian University of Technology
Biotechnology Centre A Lt nipuruuumm

Ul. Krzywoustego 8, 44-100 Gliwice

karolina.mitusinska@polslpl
‘r — ——ELING GROUP
TuLL



17.11.2023

Piotr Wojsa, BEng

Email address: piotr.j. wojsa@gmail com
Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Mitusinska K., Wojsa P., Bzowka M., Raczynska A., Bagrowska W., Samol A, Kapica P.,
Gora A.

Structure-function relationship between soluble epoxide hydrolases structure and their tunnel
network

Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042

I declare the following contribution to this publication: 17,5%
I performed molecular dynamics simulation for Vigna radiata soluble epoxide hydrolase. I
was involved in water path analysis for selected repetitions and figures preparation.

Signature

oo



Doctoral School

= RESEARCH ,
Uniearany UNIVERSITY Agata Raczynska

of Technology EXCELLENCE INITIATIVE M SC BEnNn g
’

20.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusinska K., Wojsa P., Bzéwka M., Raczyhska A., Bagrowska W., Samol A., Kapica P., Géra A.
Structure-function relationship between soluble epoxide hydrolases structure and their tunnel network
Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042

I declare the following contribution to this publication: 5%

I conducted molecular dynamics simulation for human soluble epoxide hydrolase.

PODPIS ZAUFANY

AGATA
RACZYNSKA

20.11.2023 10:28:20 [GMT+1]
Dokument podpisany elektronicznie
podpisem zaufanym

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Agata.Raczynska@polsl.pl

NIP PL631 020 07 36
‘r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056

HR EXCELLENCE IN RESEARCH


mailto:karolina.mitusinska@polsl.pl

@ Doctoral School

= RESEARCH "
unneraty  UNIVERSITY Weronika Bagrowska
of Technology EXCELLENGE INTIATIVE MSc, BEn g

Gliwice, 17.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusinska K., Wojsa P., Bzowka M., Raczynska A., Bagrowska W., Samol A., Kapica P., Géra A.
Structure-function relationship between soluble epoxide hydrolases structure and their tunnel network
Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042

| declare the following contribution to this publication: 5%

| conducted molecular dynamics simulation for Bacillus Megaterium soluble epoxide hydrolase. | was
involved in preparation of figures.

/—‘)DL& vaote Ok vorules

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Weronika.Bagrowska@polsl.pl

NIP PL631 020 07 36
\r ING Bank Slgski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056



16.11.2023

Aleksandra Samol, MSc
Email address: 2aleksandrasamol@gmail.com

Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Mitusinska K., Wojsa P., Bzowka M., Raczynska A., Bagrowska W., Samol A., Kapica P.,
Gora A.

Structure-function relationship between soluble epoxide hydrolases structure and their tunnel
network

Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042

I declare the following contribution to this publication: 5%
I performed molecular dynamics simulation for Trichoderma reesei soluble epoxide
hydrolase.

rl




17.11.2023

Patryk Kapica, MSc

Email address: kaFC&q . 730:(%6&@5 ma&(“ Com

Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Mitusinska K., Wojsa P., Bzéwka M., Raczyfiska A., Bagrowska W., Samol A., Kapica P.,
Gora A.

Structure-function relationship between soluble epoxide hydrolases structure and their tunnel
network

Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042

I declare the following contribution to this publication: 5%
I did a literature review on substrate specificity.

flap—"

Signature



Biotechnology Centre

" RESEARCH .
umesn,  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENCE INITIATIVE Head of Tunneling Group

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusiniska K., Wojsa P., Bzowka M., Raczynska A., Bagrowska W., Samol A., Kapica P., Gora A.
Structure-function relationship between soluble epoxide hydrolases structure and their tunnel network
Computational and Structural Biotechnology Journal (2022) 20, 193-205
https://doi.org/10.1016/j.csbj.2021.10.042

I declare the following contribution to this publication: 15%

| conceived the project and contributed to its conceptualisation. | was involved in writing and reviewing the manuscript.
| participated in responding to the reviewers’ comments. | was responsible for project administration and supervision.

Silesian University of Technology
Blotechnology Centre

ot BOTOmoG!
Puttadesd] figebinf

ul. Krzywoustege 8, 44-100 Gliwice
+48 32 237 1659 / +48 664 768 710

I\r artur.gora@polsl.pl — ——ELING GROUP
TuZ

NIP 631 020 07 36
ELEILEMILLLASCH NG Bank Slaski S.A. ofGliwice 60 1050 1230 1000 0002 0211 3056



Co-Author Contribution Statements for Paper 7

[7] Paper 7: Mitusinska K.*, Bzowka M.*, Magdziarz T., Gora A.
Geometry-Based versus Small-Molecule Tracking Method for Tunnel Identification: Benefits

and Pitfalls
Journal of Chemical Information and Modeling (2022) 62 (24), 6803-6811

https://doi.org/10.1021/acs.jcim.2c00985



hr

Doctoral School

g RESEARCH 2 B g
uSlesian  UNIVERSITY Maria Bzowka MSc, BEng

of Technology EXCELLENCE INIIATIV PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusinska K.*, Bzéwka M.*, Magdziarz T., Géra A.

Geometry-Based versus Small-Molecule Tracking Method for Tunnel Identification: Benefits and Pitfalls
Journal of Chemical Information and Modeling (2022) 62 (24), 6803-6811
https://doi.org/10.1021/acs.jcim.2c00985

I declare the following contribution to this publication: 40%

| was involved in identifying tunnels in MD simulations using small-molecular tracking approach. | was partially involved
in the identification of tunnels in crystal structures using a geometry-based approach. | was involved in refining the
methods for comparing tunnels found in crystal structures with tunnels identified during MD simulations. | was involved
in writing the manuscript, preparation of figures, reviewing and editing the final version and in providing answers to the

reviewers’ comments.
’ T I
WG bwwﬁ;a

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.pl

NIP 31 020 07 36
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



hr

i% i Biotechnology Centre

Dr

o RESEARCH . e s
uﬁ'i'féf?ir:'v UNIVERSITY Karolina Mitusiriska PhD
of Technology EXCELLENCE INITIATIVE Research assistant

Gliwice, 10.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusinska K.*, Bzéwka M.*, Magdziarz T., Géra A.

Geometry-Based versus Small-Molecule Tracking Method for Tunnel Identification: Benefits and Pitfalls
Journal of Chemical Information and Modeling (2022) 62 (24), 6803-6811
https://doi.org/10.1021/acs.jcim.2c00985

| declare the following contribution to this publication: 40%

| was involved in running geometry-based analysis for the set of the proteins. | was involved in writing the manuscript
and responding to the Reviewers’ comments.

Yours sincerely,

Wiy gl v )

112

Silesian University of Technology
Biotechnology Centre

CENTRUM BIDIECHNOLOG!
Fettnched) Syt
Ul Krzywoustego 8, 44-100 Gliwice
karolina.mitusinska@ polskpl
— ——ELING GROUP
TS _



17.11.2023

Tomasz Magdziarz, PhD

Email address: tomasz.magdziarz@gmail.com
Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Mitusinska K.*, Bzowka M.*, Magdziarz T., Géra A.

Geometry-Based versus Small-Molecule Tracking Method for Tunnel Identification: Benefits
and Pitfalls

Journal of Chemical Information and Modeling (2022) 62 (24), 6803-6811
https://doi.org/10.1021/acs.jcim.2c00985

I declare the following contribution to this publication: 5%
[ was involved in preparing scripts for the tunnel comparison.

Signature

Torten gt



e

Biotechnology Centre

o RESEARCH 2
unveraty  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENCE INITIATIVE Head Of Tunneliﬂg GrOUD

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Mitusiriska K.*, Bzowka M.*, Magdziarz T., Géra A.

Geometry-Based versus Small-Molecule Tracking Method for Tunnel Identification: Benefits and Pitfalls
Journal of Chemical Information and Modeling (2022) 62 (24), 6803-6811
https://doi.org/10.1021/acs.jcim.2c00985

| declare the following contribution to this publication: 15%

| conceived the project and contributed to its conceptualisation | reviewed the manuscript and participated in
responding to the reviewers’ comments. | was responsible for project administration and supervision.

)
ra

7
Silesian University of Technology
Biotechnology Centre

CENTRUM BIDTECHNOLOGL
Pabgchaii Siqehie)

ul. Krzywoustego 8, 44-100 Gliwice
+48 32237 1659 / +48 664 768 710
artur.gora@polsl.pl ELING GROUP

NIP 631 020 07 36
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Co-Author Contribution Statements for Paper 8

[8] Paper 8: Bzéwka M*., Mitusinska K.* Raczynska A., Skalski T., Samol A.,
Bagrowska W., Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins - What can we learn from studying
epoxide hydrolases?

PLoS Computational Biology (2022) 18 (5), 1-25
https://doi.org/10.1371/journal.pcbi.1010119



Doctoral School

. RESEARCH ; ;
uoiestan, UNIVERSITY Maria Bzéwka MSc, BEng
of Technology EXCELLENCE INITIATIVE PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzowka M*., Mitusiriska K.*, Raczyniska A., Skalski T., Samol A., Bagrowska W., Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins-What can we learn from studying epoxide hydrolases?
PLoS Computational Biology (2022) 18 (5), 1-25

https://doi.org/10.1371/journal.pcbi.1010119

I declare the following contribution to this publication: 25%

| performed the evolutionary analysis of the residues making up referential compartments and all tunnels in each of the
selected member of soluble epoxide hydrolase subfamily. | participated in providing characteristic about the general
evolutionary analysis of tunnels and a detailed analysis of the selected cases. | was involved in writing the manuscript,
preparation of figures, reviewing and editing the final version and in providing answers to the reviewers’ comments.

M/\'Slf\r\.‘f)u DD m K,.\.L_

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260

|‘r Marla.Bzowka@polsl.pl

NIP 631 020 07 36
ING Bank Slgski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



hr

Biotechnology Centre

Dr

_ RESEARCH . I
Mot 8 UNIVERSITY Karolina Mitusifiska PhD
ST R Research assistant

Gliwice, 10.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzdéwka M*., Mitusinska K.*, Raczyniska A., Skalski T., Samol A., Bagrowska W., Magdziarz T., Gora A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins-What can we learn from studying epoxide hydrolases?
PLoS Computational Biology (2022) 18 (5), 1-25

https://doi.org/10.1371/journal.pchi.1010119

| declare the following contribution to this publication: 25%

| was involved in conducting a set of classical molecular dynamics simulations. | was involved in writing the manuscript

and responding to the Reviewers’ comments.

Yours sincerely,

f-:{,‘_'),-'-n, Al AL W My 1eQ

Silesian University of Technology
Biotechnology Centre

CENIRUM . I0TECHNOLDE)
%. Fetarbedi fpbia
Ul. Krzywoustego 8, 44-100 Gliwice
karolina.mitusir

a@polsl.pl
- —=—ELING GROUP
Tus



&

Silesian RESEARCH

University UNIVERSITY

of Technology EXCELLENGCE INITIATIVE
20.11.2023

Doctoral School

Agata Raczynska

MSc, BEng

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M.*, Mitusinska K.*, Raczyhska A., Skalski T., Samol A., Bagrowska W., Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins - What can we learn from studying epoxide

hydrolases?
PLoS Computational Biology (2022) 18 (5), 1-25

https://doi.org/10.1371/journal.pcbi.1010119

| declare the following contribution to this publication: 15%

| participated in performing the variability analysis and characterisation of selected tunnels.

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Agata.Raczynska@polsl.pl

NIP PL631 020 07 36
‘r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056

HR EXCELLENCE IN RESEARCH

6-/

I > PODPIS ZAUFANY

AGATA
RACZYNSKA

20.11.2023 10:27:31 [GMT+1]

Dokument podpisany elektronicznie
podpisem zaufanym


mailto:karolina.mitusinska@polsl.pl

@ Biotechnology Centre

;o RESEARGH =
Sl UNIVERSITY Tomasz Skalski PhD, DSc
of Technology EXCELLENCE INTTIATIVE

Gliwice, 13.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzowka M.*, Mitusifiska K.*, Raczynfska A., Skalski T., Samol A., Bagrowska W., Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins - What can we learn from studying epoxide
hydrolases?

PLoS Computational Biology (2022) 18 (5), 1-25
https://doi.org/10.1371/journal.pcbi.1010119
| declare the following contribution to this publication: 5%

| designed the statistical analysis workflow.

Silesian University of Technology

Biotechnology Centre :

CENTRUM II\DIEl(HMI!LﬂGII
Krzywoustego 8, 44-100 Gliwice D 1
Tomasz.Skalski@polsl.pl

NIP PL631 020 07 36
‘r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056




16.11.2023

Aleksandra Samol, MSc
Email address: 2aleksandrasamol@gmail.com

Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Bzéwka M.*, Mitusinska K.*, Raczynska A., Skalski T., Samol A., Bagrowska W.,
Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins - What can we learn from studying
epoxide hydrolases?

PLoS Computational Biology (2022) 18 (5), 1-25
https://doi.org/10.1371/journal.pcbi.1010119

I declare the following contribution to this publication: 5%
I was involved in the preparation and adjusting of the Multiple Sequence Alignment.

< ool /(ééfgW%_

Signature




@ Doctoral School

Haie RESEARCH 5
uneraty  UNIVERSITY Weronika Bagrowska
of Technology FXCELLENEE INITIATIVE M SC, BE l’]g

Gliwice, 17.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:
Bzéwka M.*, Mitusinska K.*, Raczynska A., Skalski T., Samol A., Bagrowska W., Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins - What can we learn from studying epoxide
hydrolases?

PLoS Computational Biology (2022) 18 (5), 1-25
https://doi.org/10.1371/journal.pcbi.1010119
| declare the following contribution to this publication: 5%

| conducted molecular dynamics simulation for Bacillus Megaterium soluble epoxide hydrolase.

,’LD-%&DIW&J&J_ (Jeracikg

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Weronika.Bagrowska@polsl.pl

NIP PL631 020 07 36
‘r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056



17.11.2023

Tomasz Magdziarz, PhD

Email address: tomasz.magdziarz@gmail.com
Co-author contribution statement

Hereby, I certify that I am the Co-author of the following publication:

Bzéwka M.*, Mitusifiska K.*, Raczyriska A., Skalski T., Samol A., Bagrowska W.,
Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins - What can we learn from studying
epoxide hydrolases?

PLoS Computational Biology (2022) 18 (5), 1-25

https://doi.org/10.1371/journal.pcbi. 1010119

I declare the following contribution to this publication: 5%
I was involved in preparing scripts for the tunnel comparison.

Signature



Biotechnology Centre

- RESEARCH P
unversty  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENCE INIIATIVE Head Of Tunneli ng S roup

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M*., Mitusiriska K.*, Raczynska A., Skalski T., Samol A., Bagrowska W., Magdziarz T., Géra A.

Evolution of tunnels in alpha/beta-hydrolase fold proteins-What can we learn from studying epoxide hydrolases?
PLoS Computational Biology (2022) 18 (5), 1-25

https://doi.org/10.1371/journal.pchi.1010119

| declare the following contribution to this publication: 15%

| conceived the project and contributed to its conceptualisation | reviewed the manuscript and participated in
responding to the reviewers’ comments. | was responsible for project administration and supervision.

Silesian University of Technology
Biotechnology Centre

CENTRUM  BIDTECHNDLOGI
Fabtphesty Gigpig

ul. Krzywoustego 8, 44-100 Gliwice
+48 32 237 16 59/ +48 664 768 710

I‘r artur.gora@polsl.pl - —=—ELING GROUP
TuZL

NIP 631 02007 36

CELERCEINIEEAC NG Bank Slaski S.A, o/Gliwice 60 1050 1230 1000 0002 0211 3056



Co-Author Contribution Statements for Paper 9

[9] Paper 9: Bzowka M., Bagrowska W., Gora A.

Recent advances in studying Toll-like receptors with the use of computational methods
Journal of Chemical Information and Modeling (2023) 63 (12), 36693687
https://doi.org/10.1021/acs.jcim.3c00419



hr

Doctoral School

- RESEARCH . L
Unlesian UNIVERSITY Maria Bzowka MSc, BEng
of Technology EXCELLENCE INTTIATIVE PhD student

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M., Bagrowska W., Gdra A.

Recent advances in studying Toll-like receptors with the use of computational methods
Journal of Chemical Information and Modeling (2023) 63 (12), 3669—-3687
https://doi.org/10.1021/acs.jcim.3c00419

I declare the following contribution to this publication: 60%

I conceived the project and contributed to its conceptualisation. I performed the literature revision and organised all the
data, | was involved in writing the manuscript, reviewing and editing the final version and in providing answers to the
reviewers’ comments. | was responsible for project administration and supervision.

‘\})UOI\M), :Pﬁ')@{u Lo

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.pl

NIP 631 020 07 36
ING Bank Slgski 5.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



@ Doctoral School

= RESEARCH !
Uil UNIVERSITY Weronika Bagrowska

of Technology FXCELLENGE INMTIATIVE M S c BEn g
r

Gliwice, 17.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, I certify that | am the co-author of the following publication:

Bzéwka M., Bagrowska W., Géra A.

Recent advances in studying Toll-like receptors with the use of computational methods
Journal of Chemical Information and Modeling (2023), 63 (12) 3669-3687
https://doi.org/10.1021/acs.jcim.3c00419

| declare the following contribution to this publication: 30%

I was involved in the literature search. | was involved in writing the manuscript and preparation of
figures.

i) L
CDU&/ oo ﬂui we o t &

Silesian University of Technology

Krzywoustego 8, 44-100 Gliwice
Weronika.Bagrowska@palsl.pl

NIP PL631 020 07 36
'\r ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056



Biotechnology Centre

RESEARCH

unversty  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENCE INITIATIVE Head of Tunneiing GI’OUD

Gliwice, 09.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M., Bagrowska W., Géra A. ‘
Recent advances in studying Toll-like receptors with the use of computational methods

Journal of Chemical Information and Modeling (2023) 63 (12), 3669-3687

https://doi.org/10.1021/acs.jcim.3c00419

| declare the following contribution to this publication: 10%

| contributed to the project’s conceptualisation. | reviewed the manuscript.

Silesian University of Technology
Biotechnology Centre

CINTRUM  BIOTECHRDLOGI
% Fabteghush] {iqchiaj
ul. Krzywoustego 8, 44-100 Gliwice .
+48 32 237 16 59 / +48 664 768 710
artur.gora@polsi.pl ELING GROUP
NIP 831 02007 36 TU_/ =
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



Co-Author Contribution Statements for Preprint 1

[10] Preprint 1: Bzowka M., Szleper K., Stanczak A., Borowski T., Goéra A.
The proteolytic cleavage of TLR8 Z-loop by furin protease - molecular recognition, reaction
mechanism and role of water molecules

Research Square Preprint (2023)

https://doi.org/10.21203/rs.3.rs-3590328/v1



hr

Doctoral School

i RESEARCH N
unheraty  UNIVERSITY Maria Bzowka MSc, BEng
of Technology EXCELLENGE INITIATIVE T

Gliwice, 15.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following publication:

Bzéwka M., Szleper K., Staficzak A., Borowski T., Gdra A.

Recent advances in studying Toll-like receptors with the use of computational methods
Preprint deposited in the Research Square repository
https://doi.org/10.21203/rs.3.rs-3590328/v1

I declare the following contribution to this preprint: 55%

I conceived the project and contributed to its conceptualisation. I performed analyses related to the prediction of the
complex. I ran all molecular dynamics simulations for cach reactions species. I did the analysis of the interaction network
and the analysis of the reorganisation of water molecules using AQUA-DUCT software. | was involved in writing the
manuscript, preparation of figures, ad data organisation. T was responsible for project administration and supervision.

Mon Ronke

Silesian University of Technology

ul. Krzywoustego 8, 44-100 Gliwice
+48 607 585 260
Maria.Bzowka@polsl.pl

NIP 631 02007 36
ING Bank Slaski 5.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



hr

EUCELLENCE IN RESEARC

Doctoral School
@ Biotechnology Centre
MSc, BEng

- RESEARCH
Urnesian,  UNIVERSITY KETNEIYIe SHNEAr
of Technology EXCELLENCE INITIATIVE

Gliwice, 20.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following preprint:
Bzéwka M., Szleper K., Stafczak A., Borowski T., Géra A.,

The proteolytic cleavage of TLR8 Z-loop by furin protease - molecular recognition, reaction
mechanism and role of water molecules

Preprint deposited in the Research Square repository
htps://doi.org/10.21203/rs.3.rs-3590328/v1

| declare the following contribution to this preprint: 20%

| performed the QM/MM calculations and was involved in the parametrisation of non-standard
residues for MD simulations. | was involved in data analysis, figures preparation and writing the
manuscript.

Koaunupac. b ;;Jﬁ;\f‘k (

Silesian University of Technology

S
Krzywoustego 8, 44-100 Gliwice [:Illli:ﬂlﬂﬁomﬁu
Katarzyna,Szleper@paolsl.pl Y

NIP PL631 020 07 36
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002
0211 3056



Prague, 15.11.2023

Agnieszka Stanczak, mgr inz.

agnieszka.stanczak@uochb.cas.cz

Institute of Organic Chemistry and Biochemistry of the Czech Academy of Sciences
Faculty of Science, Charles University, Czech Republic

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, I certify that I am the co-author of the following preprint:

Bzowka M., Szleper K., Stanczak A., Borowski T., Géra A.

The proteolytic cleavage of TLR8 Z-loop by furin protease - molecular recognition, reaction
mechanism and role of water molecules

Preprint deposited in the Research Square repository
https://doi.org/10.21203/rs.3.rs-3590328/v1

I declare the following contribution to this preprint: 15 %

I performed the QM-cluster calculations for the TLR8-furin complex, analysed and interpreted data.

\/44@ Vl(}y(/)« ‘/741/1,%[(

Signature



Jerzy Haber Institute
of Catalysis and Surface Chemistry
Polish Academy of Sciences
HR EXCELLENCE IN RESEARCH

Krakow, 20.11.2023

Prof. dr hab. Tomasz Borowski

Jerzy Haber Institute of Catalysis and Surface Chemistry, Polish Academy of Sciences
Email address: tomasz.borowski@ikifp.edu.pl

Co-Author contribution statement
Hereby, I certify that I am the co-author of the following preprint:

Bzéwka M., Szleper K., Staniczak A., Borowski T., Géra A.,
The proteolytic cleavage of TLR8 Z-loop by furin protease - molecular recognition, reaction

mechanism and role of water molecules

Preprint deposited in the Research Square repository

https://doi.org/10.21203/rs.3.rs-3590328/v1

I declare the following contribution to this preprint: 5%

I provided the methodological support to QM and QM/MM calculations. I participated in
reviewing the manuscript.

V Owre (2

Signature
Niezapominajek 8, 30-239 Krakow, Poland Bank account: Bank Gospodarstwa Krajowego
phone +48 12 639 51 01 in PLN: PL 36 1130 1150 0012 1186 5820 0004
phone +48 12 425 19 23 in EUR: PL 09 1130 1150 0012 1186 5820 0005

fax +48 12 425 19 23 SWIFT: GOSKPLPW, VAT Number: PL 6750001805



hr

ELLENCE (M ESEART

Biotechnology Centre

p RESEARCH v
Unheraty  UNIVERSITY Artur Géra PhD, DSc
of Technology EXCELLENCE INITIATIVE Head of Turmeling GFOUD

Gliwice, 15.11.2023

CO-AUTHOR CONTRIBUTION STATEMENT

Hereby, | certify that | am the co-author of the following preprint:

Bzéwka M., Szleper K., Stariczak A., Borowski T., Géra A.

Recent advances in studying Toll-like receptors with the use of computational methods
Preprint deposited in the Research Square repository
https://doi.org/10.21203/rs.3.rs-3590328/v1

| declare the following contribution to this preprint: 5%

| contributed to the project’s conceptualisation. | reviewed the manuscript.

Silesian University of Technology
Biotechnology Centre

(ENTRUM  BIOTECHNOLOG!
Pabtethedd| figibin]

ul. Krzywoustega 8, 44-100 Gliwice
+48 32 237 16 59 / +48 664 768 710

artur.gora@polsl.pl ELING GROUP

NIP 631 020 07 36 - -
ING Bank Slaski S.A. o/Gliwice 60 1050 1230 1000 0002 0211 3056



