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Welcome

It is with great pleasure that we welcome you to the University of New South Wales, Sydney and to the
23" JUPAC Conference on Physical Organic Chemistry (ICPOC23). The ICPOC series of biennial
conferences stretches back to the first meeting in 1972 in Switzerland. Since then, meetings have been
held all over the world — but this is the first time that it has been held in Australia!

With its roots in relating molecular structure to chemical behaviour, physical organic chemistry underpins
a range of fields and has wide application. As such, we have taken the approach for this conference that
the area is a 'broad church' and encompasses not just the traditional physical organic areas of mechanism,
reactivity and structure but extends into biology, materials science and systems chemistry. This breadth
is represented by the range of presentations and the three streams of the conference.

e Physical Foundations of Organic Reactivity

e Mechanism and Bioorganic Chemistry

e Supramolecular and Systems Chemistry

We are thrilled that this approach has seen a particularly strong response worldwide, with more than 300
registered attendees from 35 countries and every (permanently inhabited!) continent.

A big "Thank you" is due to all participants, committee members, sponsors and (particularly) the student
helpers for their efforts in making this conference a very successful event.

Once again, welcome to Sydney and enjoy the adventure-rich city and its picturesque surroundings.

Jason Harper and Pall Thordarson
Co-Chairs
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Organising Committee

Co-Chair: Assoc. Prof. Jason Harper, University of New South Wales
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General Information

Address of Venue:
University of New South Wales (for more details see maps to follow).

For emergencies please call:

+61 2 9385 6666 (UNSW Security Services)

+61 2 9385 4692 (Assoc. Prof. Jason Harper)

Emergency Services (Fire, Police, Ambulance) are reached by dialling 000.

Medical Services:

UNSW Health Service

Ground Floor East, Quadrangle Building (Grid Ref. E16)
+61 2 9385 5425

Internet Access:

Wifi internet access will be available at UNSW throughout ICPOC23. One option is the eduroam
network - if you are familiar with and use this, this is likely most straightforward. If you do not use
eduroam, there is a guest Wifi account set up for ICPOC23. Participants can click the link below and
enter the event passphrase (which is ICPOC) and will be e-mailed a unique login. Note that it is strongly
advised that you do this before you set off on your trip!
https://adguest.unsw.edu.au/request/retreive/8F4W50gro32333831g.XE9Z0ip

Conference App
ICPOC23 has its own app, available from the Apple Store and Google Play, along
with a web version. Either search the provider's stores for “ICPOC23” or use the
links below (recommended for iPads, Macs).
e iPhone: https://itunes.apple.com/app/id1122604852
e Android: https://play.google.com/store/apps/details?id=com.attendify.confidykm7
e WebApp: http://idykm7.m.attendify.com/
Above and to the right is the QR code that can be used to download the app.

Logo Design:
awooga, 35 Woodland Street, Marrickville, NSW 2034, Australia.
awooga@iinet.net.au

Vi



Instructions for Presenters

Oral Presentations

PCs with Microsoft Powerpoint will be available in the venues. If you intend to use the provided
equipment, please ensure that you bring your files on a USB flash drive and liaise with our AV helpers
immediately prior to your session, to ensure that your presentation is ready at the start of the session.

Alternatively, you can connect your own computer to the projectors. Both HDMI and VGA connectors
are available but please ensure that you bring any adapters that you might need. Once again, please test
the connection with the aid of our AV helpers in the break immediately prior to your session starting.

Please ensure that you keep to your allocated time. There is no additional time for questions and
discussion, so all presenters should allow time for discussion after their presentation. The presentation
times will be rigorously enforced by the chairpersons!

Poster Presentations

Posters will be presented in two sessions; authors are requested to mount their posters on the afternoon of
the appropriate session (during the coffee break; you may choose to leave your posters at the registration
desk and they will be mounted for you). The poster boards will be marked with the poster IDs; please
attach your poster in the appropriate slot. Authors are assigned to the poster sessions as follows:

e Poster Session 1 (Tuesday 5" July): Authors' last names A through L.

e Poster Session 2 (Thursday 7" July): Authors' last names M through Z.
Authors are expected to be near their posters during the allocated poster sessions to allow discussion.
Beverages and finger food will be provided during the poster sessions.

The maximum poster size is A0 (841 x 1189 mm). The poster boards can only fit AO posters in the
portrait orientation. Hence, while the posters do not have to be AO in size, the maximum width is 841
mm. Material for handling posters will be provided.

Please remove your posters after your assigned poster session. Any posters still mounted at the end of the
session will be removed.

There will be several poster awards, which will be decided on during the poster sessions. The awardees
will be announced in the closing remarks on Friday 8" July.

vii



ICPOC23 App: Helpful Tips

Search filters

The  Detailed Program  contains
information about all planned events,
such as presentations and posters. In this
menu, choosing the search option, then
the filter icon, highlights the events
relevant to your interests. Filter results
by stream, keynote lectures and even
social events.

Details
Location
Arieh Warshel (PL1 - Nobel Prize - Location
in Chemistry 2013): How Do Scient
Enzymes Work and How Do
They Not Work: Advances in DESCRIPTION

Simulations and Computer Aided
Enzyme Design

Coote.

PRESENTERS

DESCRIPTION Arieh Warshel
PRESENTERS °
DOCUMENTS DOCUMENTS
33 B
Home kmark Notes sarct Home Bookmarks
Reminders

Create a tailored schedule by tapping the
in the Detailed
reminder
options for 10, 30 or 60 minutes before

+ next to a session
Program. This brings up

the event. Reminders are saved
Bookmarks, under Detailed Program.

Detailed Program
3
=/ 3:20 pm

Arieh Warshel (PL1 - Nobel
Prize in Chemistry 2013): How
Do Enzymes Work and How

@ Do They Not Work: Advances
in Simulations and Computer
Aided Enzyme Design

Sunday, 03 July

*) 1:00 pm

Sunday program

:00pm @ Scientia

° Registraticn Opens
o5

3:00pm @ Scientia (Foyer)

Bookmarks
Note important information in one easy
place. Tap the + to save speakers, events,
campus locations and sponsors in your
bookmarks.

Plenary lecture. Prof. Arich Warshel, Nobel Prize
in Chemistry 2013. Session chair: Prof. Michelle

Sunday, 03 July

George Whitesides (PL2):
Water, the Hydrophobic Effect,
Entropy/Enthalpy
Compensation, and Molecular
Recognition in Biochemistry

| 5:30 pm @ Scientia - Leighto.

Monday, 04 July

~/ 9:00 am

Luis Cempos (PL3 - JPOC
® Award): How Roy G. Biv Evicts
Two Trplets

) CIRT

ooo
oog
ooo

Home Bookmarks Notes

viii

Q|

X Filter

Select All

» Coffee/Lunch Break

® Keynote Lectures

Mechanism and Bioorganic
Chemistry

Physical Foundations of Organic
Rezctivity

Plenary Lectures

Poster session

Show 9 results Reset

Set Reminder Alert?
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ICPOC23 - Map of venues - UNSW, Sydney
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Programme at a glance — Sunday 3" July

Sunday 3rd July
1:00 PM | Registration (Venue: John Niland Scientia Building)
Introductory Session - Chair: Harper (Venue: Leighton Hall)
3:00 PM Introductory Remarks -
3:05 PM Harper
3:10 PM Formal welcome -
3:15PM UNSW Representative

Plenary Session 1a - Chair: Coote (Venue: Leighton Hall)

3:20PM

Plenary Session 1b - Chair: Thordarson (Venue: Leighton Hall)
4:25 PM

5:30 PM
6:00 PM




9:00 AM

9:50 AM

10:20 AM

10:50 AM

11:20 AM

11:40 AM

11:55 AM

12:15PM

12:25PM

12:45PM

12:55PM

1:00 PM

2:00 PM

2:50 PM

3:20PM

3:50 PM

4:20 PM

4:40 PM

4:55 PM

5:15PM

5:35PM

5:45PM

5:50 PM
6:30 PM

Programme at a glance - Monday 4" July

Monday 4th July
Plenary/Keynote Session 2 - Chair: Echegoyen (Venue: CLB7)

PL3 - Campos (JPOC Award Lecture)
How Roy G. Biv Evicts Two Triplets

KL1 - Parker
Twisting tails and curious channels deliver both reaction chemistry and allostery for the phosphoribosyltransferase

KL2 - Scott
Growing Carbon Nanotubes From Synthetic Organic End-Caps

Coffee Break

Physical Foundations

Chair: Williams, I. (Venue: CLB6)

Parallel Sessions 1
Bioorganic and Mechanism

Chair: Williams, N. (Venue: CLB7)

Supramolecular and Systems
Chair: Herges (Venue: CLB8)

ILA1 - Ess ILB1 - Pischel ILC1 - Clever
CLA1 - Al-Shammary CLB1 - Laws CLC1 - Officer
ILA2 - Chan ILB2 - Cristiano ILC2 - Bures
CLA2 - Gryn'ova CLB2 - Keaveney CLC2 - Berry
ILA3 - Coote ILB3 - Pavez ILC3 - Smith, B.
CLA3 - Meyer CLB3 - Tadgell

Lunch Break

CLC3 - Del Guerzo

Plenary/Keynote Session 3 - Chair: Beves (Venue: CLB7)

PL4 - Huang

Nanostructures Prepared from Self-Assembly of Pillararene-Based Amphiphiles and Supra-Amphiphiles

KL3 - Kamerlin

Phosphoryl and Sulfuryl Transfer Reactions: Challenges in Interpreting Experimental and Theoretical Data

KL4 - Echegoyen

Are Fullerenes Effective AntiHIV Agents? Recent Results and Mechanistic Studies

Coffee Break

Physical Foundations
Chair: Yamazaki (Venue: CLB6)

Parallel Sessions 2
Bioorganic and Mechanism
Chair: Glover (Venue: CLB7)

Supramolecular and Systems
Chair: Wilkinson (Venue: CLB8)

ILA4 - Trevitt ILB4 - Yates ILC4 — Garcia-Rio
CLA4 - Bucher CLB4 - Chung CLC4 - Rawal
ILAS - Rijs ILB5 - Kyne ILC5 - Moorthy
ILA6 - Blanksby ILB6 - Buurma ILC6 - Herges

CLAS - Usui

CLCS - Sperger

CLC5 - Bhosale

White House Pizza & Drinks

Xii




Programme at a glance — Tuesday 5" July

Tuesday 5th July
Plenary/Keynote Session 4 - Chair: Harper (Venue: CLB7)

9:00 AM PL5 - Mayr
Philicities, Fugalities, and Equilibrium Constants

9:50 AM KL5 - O'Donoghue
Umpolung Acyl-Anion Catalysis by Carbenes: Understanding Chemoselectivity

10:20 AM KL6 - Lammertsma
P-Chemistry — From P4 to P-Ligands to P-polymer to P-chirality

10:50 AM Coffee Break

Parallel Sessions 3
Bioorganic and Mechanism
Chair: Cristiano (Venue: CLB7)

Supramolecular and Systems
Chair: Metrangolo (Venue: CLB8)

Physical Foundations
Chair: Humeres (Venue: CLB6)

11:20 AM ILA7 - Johnson ILB7 - Kurti ILC7 - Andreasson
11:40 AM CLAG6 - Kronja CLB6 - Thongpanchang CLC6 - Martin
11:55 AM ILA8 - White ILB8 - Amedjkouh ILC8 - Wilkinson
12:15 PM CLA7 - Scotson CLB7 - Lee, R. CLC7 — Brea-Fernandez
12:25PM ILA9 - Williams, C. ILB9 - LaCour ILC9 - Webb
12:45 PM CLAS - Glaser CLB8 - Peng, Q. CLC8 - Tu

1:00 PM Lunch Break

Plenary/Keynote Session 5 - Chair: White (Venue: CLB7)

2:00 PM PL6 - Maynard
Rationally Designed Biomimetic Polymers for Protein Stabilization and Delivery

2:50 PM KL7 - Pan
Mass Spectrometric Study of Organic Reactive Intermediates

3:20 PM KL8 - Williams, S.
Dissecting the mechanisms of endo-acting mannosidases

3:50 PM Coffee Break

Parallel Sessions 4
Bioorganic and Mechanism
Chair: Gudmundsdottir (Venue: CLB7)

Supramolecular and Systems
Chair: Ho (Venue: CLB8)

Physical Foundations
Chair: Uggerud (Venue: CLB6)

4:20 PM ILA10 - Yamazaki ILB10 - Satoh ILC10 - Reimers
4:40 PM CLA9 - Wagner CLB9 - Alabugin CLC9 - Croft
4:55 PM ILA11 - Kable ILB11 - Wille ILC11 - Smith, D.
5:15PM ILA12 - Bieske ILB12 - Bottle ILC12 - DiLabio
5:35PM CLA10 - Nakata CLB10 - Jaeger CLC10 - Sanchez-Garcia
5:50 PM Flash Posters Flash Posters Flash Posters
6:00 PM Poster Session

Venue: Tyree Room
8:30 PM

Xiii




9:00 AM

9:30 AM

10:00 AM

10:10 AM

10:30 AM

10:50 AM

11:20 AM

11:40 AM

11:50 AM

12:10 PM

12:30 PM

1:30 PM

7:00 PM

Programme at a glance — Wednesday 6™ July

Wednesday 6th July
Keynote Session 6 - Chair: Raston (Venue:CLB7)

KL9 - Yashima
Double-Stranded Helical Foldamers as Unique Chiral Materials

KL10 - Tantillo
Modern Mechanistic Issues in Carbocation Chemistry — Biological Inspirations and Implications

Parallel Sessions 5
Physical Foundations Bioorganic and Mechanism Supramolecular and Systems
Chair: Donald (Venue: CLB6) Chair: Pukala (Venue: CLB7) Chair: Moorthy (Venue: CLB8)
ILA13 - Ottoson ILB13 - Williams, | ILC13 - Rowan
ILA14 - Lakhwani ILB14 - de Voss ILC14 - Gardiner
Coffee Break
Parallel Sessions 6
Physical Foundations Bioorganic and Mechanism Supramolecular and Systems
Chair: Johnson (Venue: CLB6) Chair: Barrow (Venue: CLB7) Chair: Webb (Venue: CLB8)
ILA15 - Schreiner ILB15 - Donald ILC15 - Williams, N.
CLA11 - Jorner CLB11 - Howes CLC11 - Shaufelberger
ILA16 - Dutton ILB16 - Chu ILC16 - Fitchett
ILA17 - Sherburn ILB17 - Pukala ILC17 - Escuder

Lunch Break

Conference Excursion

Conference Dinner (Venue: Leighton Hall)

Xiv




9:00 AM

9:50 AM

10:20 AM

10:50 AM

11:20 AM

11:40 AM

11:50 AM

12:10 PM

12:20 PM

12:25 PM

12:30 PM

12:40 PM

1:00 PM

2:00 PM

2:50 PM

3:20 PM

3:50 PM

4:20 PM

4:40 PM

4:55 PM

5:10 PM
5:15PM

5:25PM

5:45 PM

5:55 PM
6:00 PM

6:10 PM

8:30 PM

Programme at a glance — Thursday 7" July / Friday 8" July

Thursday 7th July
Plenary/Keynote Session 7 - Chair: Easton (Venue: CLB7)

PL7 - Flitsch
Enzyme Cascades for the Stereoselective Synthesis of Organic Compounds

KL11 - Abe
ni-Single Bonded Species

KL12 - Evstigneev
Hidden Entropic Contribution In Thermodynamics Of Molecular Complexation

Coffee Break
Parallel Sessions 7
Physical Foundations Bioorganic and Mechanism Supramolecular and Systems
Chair: Wille (Venue: CLB6) Chair: de Voss (Venue: CLB7) Chair: Escuder (Venue: CLB8)
ILA18 - Uggerud ILB18 - Easton ILC18 - Metrangelo
CLA12 - Marshall CLB12 - Laos CLC12 - Ulatowski
ILA19 - Gudmundsdottir ILB19 - Payne ILC19 - Pfeffer

CLB13 - Ainsworth
CLA13 - Streubel CLC13 - Cockroft

CLB14 - Britton
CLA14 - Espinosa Feroa CLB15 - Chatterjee CLC14 - Cao
ILA20 - Sander ILB20 - Barrow ILC20 - von Delius

Lunch Break

Plenary/Keynote Session 8 - Chair: Thordarson (Venue:CLB7)

PL8 - van Esch
Out-of-Equilibrium Biomimetic Supramolecular Architectures by Dynamic and Dissipative Self-Assembly

KL13 - Corminboeuf
Finding DORI: a multifaceted tool built upon chemical bonding

KL14 - Pross
The Persistence Principle: Seeking to Reconcile Boltzmann and Darwin

Coffee Break
Parallel Sessions 8
Physical Foundations Bioorganic and Mechanism Supramolecular and Systems
Chair: Croft (Venue: CLB6) Chair: Buurma (Venue: CLB7) Chair: Pfeffer (Venue: CLB8)
ILA21 - Ho ILB21 - Glover ILC21 - Jolliffe
CLA15 - Jones CLB16 - Kumar CLC15 - Reany
CLC16 - Badijic
ILA22 - Wilson ILB22 - Raston
CLA16 - Gbayo CLB17 - Wang, X. CLC17 - Wen
ILA23 - Yu, Z.-X. ILB23 - Humeres ILC22 - Day
CLA17 -
Doughty CLB18 - Legault CLC18 - Gloe
Flash Posters Flash Flash
Posters Posters

Poster Session
Venue: Tyree Room

XV




9:00 AM
9:20 AM

9:50 AM

10:20 AM

10:50 AM

11:20 AM

11:55 AM

12:40 PM

12:50 PM

1:00 PM
1:55PM

Programme at a glance — Friday 8" July

Friday 8th July
Keynote Session 9 - Chair: Jolliffe (Venue: CLB7)

KL15 - Gale
Nonprotonophoric electrogenic Cl- transport mediated by valinomycin-like carriers

KL16 - Ji
The Chemistry Behind Bond Energy: A Systematic Study on Absolute Equilibrium Acidities in Aprotic lonic Liquids

K17 - Waters
From Host-Guest Chemistry to the Nucleosome: Studies in Biomolecular Recognition

Coffee Break

Plenary / Keynote Session 10 - Chair: Blanksby (Venue: CLB7)

KL18 - Liu
Protein Self-Assembly: A New Platform to Develop Biomimetic System

PL9 - Houk
Dynamics of Organic Reactions: A Dynamical Criterion of Mechanism

ICPOC24 - Cristiano

Closing Remarks - Harper

Lunch Break

XVi




Forum on the Future of Chemistry @ UNSW - 6" July 2016

UNSW John Niland Scientia Building — Tyree Room, 4 -6 pm.

Opening address: Prof. George Whitesides — Harvard University

Panel members:
George Whitesides Prof. Harvard University.

Andrew Holmes President of the Australian Academy of Science, Prof. School of Chemistry,
University of Melbourne.

Peter Gotlitz Editor-in-Chief of Angewandte Chemie, Wiley-VCH.

Justin Gooding Deputy Head, School of Chemistry, University of New South Wales,
co-chair of the Australian Nanomedicine Centre, ARC Laureate Fellow.

Veena Sahajwalla Director SMaRT@UNSW, Associate Dean Strategic Industry Relations —
Science, University of New South Wales, ARC Laureate Fellow.

Peter Junk President Elect of the Royal Australian Chemical Institute (RACI),

Professor, James Cook University Townsville.

MC: Assoc. Prof. Pall Thordarson, University of New South Wales.

Attendance is free! %

oy, ™

Everyone interested in the Future of Chemistry is welcome. UNSW
The panel discussion will run in Q&A format with plenty of opportunities Sodscial oo 2]
for the audience to contribute to the discussion. Chemistry

i i i UNSW Scie
Light refreshments will be provided before and after the event. seence

While not necessary, to help us planning / catering we encourage you to
register your interest at the link below.

https://www.surveymonkey.com/r/XD7TVCC ro C I

Event organisers: School of Chemistry and the Faculty of Science,
University of New South Wales, Systems Chemistry Australia and 23"

IUPAC Conference on Physical Organic Chemistry.
ICPOC23

Sponsors
. Angewandte Chemie International Edition (Wiley-VCH) m
. Royal Australian Chemical Institute (RACI) MR AUSTRALIA
. ARC Centre of Excellence in Bio-Nano Science (CBNS)

ARC Centre of Excellence in

Angewandte o CONVERGENT

lnternationa“:'(:c;)‘?cti;?on Chemie BlO_NANO SCIENCE

et & TECHNOLOGY

XVii



Conference Excursion - 6™ July 2016

Wednesday afternoon we will offer a FREE cruise on Sydney Harbour for conference participants.
Included will be:
e Return coach transfers from the University of New South Wales, departing at ca. 1:45 pm and
returning around 5:15 pm.
e Two hour private cruise around Sydney Harbour.
« Drinks and finger food will be provided on board

We encourage you to register your interest at the link below.
https://www.surveymonkey.com/r/XD7TVCC
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No.

TU1

TU2

TU3

TU4

TUS

TU6

TU7

TU8

TU9

TU10

TU11

TU12

TU13

TU14

TU15

TU16

TU17

TU18

Presenter

Karma Albalawi

Anuradha

Alexandra Daryl
Ariawan

Rabia Ayub

Tae-Hyun Bae

Anna Bielawska

Krzysztof
Bielawski

Jeffrey Black

René-Chris
Brachvogel

Dong Wook
Chang

Harriet Clarke

James Cooper

Emily Crawley

Kajetan Dabrowa
Nicholas
Dominelli
Whiteley
Eric Du

Genevieve
Duché

Morphy Dumlao

Institution

Cardiff University

RMIT University

University of New
South Wales

Uppsala University

Nanyang
Technological
University

Medical University
of Bialystok

Medical University
of Bialystok

University of New
South Wales

FAU University

Erlangen-Nuremberg

Pukyong National
University

University of
Southampton

University of
Edinburgh

Flinders University

Institute of Organic

Chemistry PAS

University of
Edinburgh

University of New
South Wales
University of New

South Wales

University of New
South Wales

Poster Presentations — Tuesday 5™ July

Title

Double competition dialysis: identification orthogonal recognition
elements for nucleic acid templated nanostructures

Induction and controlled chiral supramolecular structures from
hierarchical self-assembly of achiral compounds

The cyclic peptide unguisin A is a selective anion receptor

A computational study of compounds with nonpolar “aromatic
chameleons" character

Tailoring Crystalline Microporous Materials for Energy-Efficient Gas
Separations

Biophysical aspects and biological implication on the interaction of novel
alkyl pyridine platinum complexes with DNA

Binding of octahydropyrazin[2,1-a:5,4-a"]diisoquinoline derivatives to
DNA: spectrofluorimetric analysis and molecular modeling studies

Thermoelectrochemistry of Lithium-Glyme Solvate lonic Liquids:
Towards Waste Heat Harvesting
Self-sorting of Orthoester Cryptates

Facile Solution-Based Synthesis of Nitrogen-Doped Graphene as
Electrocatalysts for Oxygen Reduction Reaction
Anion transport and binding properties of NN'-
(phenylmethylene)dibenzamide based receptors

Study of Metallosupramolecular Complexes in Nanopores
Application of shear stress mediated refolding technology to the oxidative
refolding of insulin

Strategies for Synthesis of Unclosed Cryptands via H-Bond Templated
Macrocyclization and Subsequent Mild Postfunctionalization

The Energetic Limit of Cooperativity in H-bond Chains

Peptide hydrogel properties and cardiac stem cells.
Combining liposomes and self-assembled peptide hydrogels for drug
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