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Quick Housekeeping Rules Before We Start
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Etiquette Page

» Go to worlddatasystem.org/virtual-meeting-etiquette to view
our etiquette rules for virtual meetings including this webinar.

» Please put your questions in the Q&A section.

e This webinar will be recorded.

WDS Virtual Meeting Etiquette
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Synthesis of a series of structurally diverse lignans from a single precursor

SRR

Claire Rye, David Barker*

THE UNIVERSITY
OF AUCKLAND

10

HO

44-di(4-hydroxy-3-methoxypheny)- HO
23-dimethylbutanol Kaduganstin
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University of Auckland, School of Chemistry, Auckland, New Zealand. Email: cwil201@aucklanduni.ac.nz
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Pycnanthuligene A Pyenanthuligene B

‘The greatest challenge for chemists who undertake the total synthesis of a natural product i n the conclusion; here success Is determined purely by

the completion of the molecule. But in some cases the journey can not only demand the use of interesting or novel chemistry but can also lead to

unexpected and sometimes exciing sde produc s thestory of the side products
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Discovery of further aryltetralone by-products

Keen to take advantage of the modified cyclisation and further elaborate it to the synthesis of a natural product,

the cyclisation precursor was synthesised with the aromatic substtution consistent with Kadangustn . However.

when the cyclisation was undertaken, another natural product, cyclogalgravin was obtained nstead of the
ted aldehyde. The mechanistic mplications of this are currently being further investigated.
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‘Scheme 4 Syatheis of cycloglgrain.Condions: ) MsCL NEt, DOW,0°C
Pycnanthuligene A and B were recently isolated from the bark and roots of
Pycnanthus  angolensis, and_ pycnanthuligene A has been found to have
significant antimicrobial activiy. With the discovery of being able to synthesize
arytetralanes the synthesis of pycnanthuligene A and B were then achieved by
msingthe apprprie rElc rdates whh pon e
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Discovery of diaryl butanol by-products

Inorder to further investigate the cyclisation step and stereochemistry of the resultant tetrshydrofuran ring, the
cyclsation sep was attempted with different protecting groups on the nucleophilc oxygen. We found that when
we used a TBS protecting group, nstead of the tetrahydrofuran ring being formed, aldehyde was instead. Further
rotecting group was used, both products 1 and 2 were abserved, athough thetetrahydrofuran
product was largely favoured

Scheme 2:Synthest f Conditions: ) MscL N, DEM,

Kadangustin , K, and the unnamed Schisandra lignan are related naturally occurring neolignans, which have
been recently isolated from two plant species within the Schisandraceae family. The structural similarites to
aldehyde are unmistakeable, differing only in oxidation state and aromatic substitution. The oxidation state
diffrence was corrected with a simple NaBH, reduction

o L Scheme 3:Synthests f Conditions: ) B, MeOH, 645
Comparing the 'H-NMR data of alcohol Ato the dta of the neolignans B and C, we were able to determine that it
matched the combined data B suggesting that the relaive stercochemistry of all three compounds

icantly differentfrom C which suggests that i i in factanti.

Figure 2.Selected ' AMR resonances fromakohol (4) kadangustn ] and K (9 nd the unnamed Schisandralignan ().

Synthesis of Kadangustin ]

A new synthetc strategy was developed for Kadangustin J, this sil used the acyl-Claisen derived aromatic
Ketone, which undervent a second addition of ithiated bromide to afford the corresponding tertary alcohol.
“This achieved the desired 1,1-bis ary ystem ofthe kadangustins, which afte removal of the tertiary alcohol and
manipulation of the terminal alkene gave the corresponding adehyde. Fnally,the aldehyde was reduced to the
alcohol oxidation tate, affording Kadangustin in good yield
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The HCA community is profiling millions of diverse
human cells

Global effort requiring:

e Hundreds of labs
e Organ-specific data

e Disparate experimental techniques
and data types
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Networking opportunities

Presenting your work

Fitting your research into
the landscape

Understanding more
about how WDS, RDA and
CoData work







A first count of research data at scale

The characterisation experiences from Australia and Aotearoa New Zealand

Actual research data reported, results from
63% of the total institutes in New Zealand

o Data is from the top 5 contributors

As reported by 45 PB
remaining 5 contributors Openly discoverable
December

2022

Extrapolation for the
remaining sector

1PB Sensitive data

As reported by
top 5 contributors
P . Weather/climate data

Not yet been able to assess data that has Maori Data Governance

Key Learnings: We don’t know much about the research data we keep!

45 PB <1% 20 PB weather/climate data Maori Data Governance
first copy research data stored of research data is openly reporting for other disciplines is a kf-?y aspf'act of research data
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Total Australian R h Data and the Data G h Rat Actearoa New Zealand Research Data at Scale &
>> lotal Australlan Researci ata an e Data Growt ate << &
. S A Macro View - 2022
The Macro View - 2021 and 2022 e Sy Wik e, A i o L

e Son, L b, g e

"
° 370 PB - . .
@ = December s ar W o drcnin

—— e
N cammme e

Kuy Laarnings L T

Kty Leamings: Wa 0ol Maw much about INe resaareh data we kiss?

B el

Conclusions - The Macro View has deliversd the first ever stimate of the 'research data avset’

plersterny ity e T S i A

- 5
B B UNSW B S B e ST %

Thank You

The Macro View of Research Data in Australia and Aotearoa New Zealand
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[DSWS-2023] International
Symposium on Data Science 2023

Lianchong Zhang
WDS ECR co-chair
Aerospace Information Research Institute

Chinese Academy of Sciences



ita Science

— Building an Open Data Collaborative network
in the Asia-Oceania arear—

11 ~ 15 December 2023
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Morning Lunch Time Afternoon-1 Dinner Time
10:00-12:00; 12:15-14:00
Registration Registration Ice breaker
dinner

Registration Public Lectures Public Lectures Reception
(in Japanese) (in Japanese)

Opening session, Poster Session Session 1: Session 2: Banquet
Keynote talks (Lightning talks 1; Challenges of data Open Science and the

11:50-12:05) systems and networks FAIR Principles

(Core time 1;

13:00-14:00)

Session 3: Postler Se: n Session 4: Session 5: Working
Lessons learned fron (Lightning talks 2; Recent developments Involvement of early dinner
COVID-19 data 12:00-12:15) in data science career

(Corec time 2; scientists

13:00-14:00)
Session G: Poster Session Session 7: Strategic discussion,
Asia-Oceania data (Lightning talks 3; GEO wvariables and data Closing remark
forum 12:00-12:15) mapping for Cold Regions

(Core time 3;

13:00-14:00)




Internatio

11-15 December 2023
Science Council of Japan
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Asia-Oceania data forum

1. The session is an attempt of networking of data repositories and data sciences in the
Asia-Oceania area, including WDS, CODATA and other international activities.

2. Discussions on current status and future of open data/science infrastructures in the
Asia-Oceania region, as well as in context of international global science data platform.
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Asia-Oceania data forum

1. The session is an attempt of networking of data repositories and data sciences in the
Asia-Oceania area, including WDS, CODATA and other international activities.

2. Discussions on current status and future of open data/science infrastructures in the
Asia-Oceania region, as well as in context of international global science data platform.
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Involvement of early career researchers and
scientists

1. A forum for young-generation researchers and scientists in the Asia-Oceania area to
identify current and future societal challenges. This session is led by the WDS Early Career

Researchers (ECR) Network.

2. Developing proposals on training and activities aimed at increasing engagement of
young researchers and scientists in the broad data science community.

d Data System (WDS)
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i Flood M Storm M Earthquake

M Drought M Landslide B Wildfire

B Extreme temperature Bl Volcanic eruption

Breakdown of frequency and losses per disaster
type worldwide in 2022
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Spatial distribution of direct economic losses from
natural disasters by country/region, globally in
2022

Spatial distribution of the frequency of natural Spatial distribution of the death toll from natural
disasters by country/region, globally in 2022 disasters by country/region, globally in 2022

Source: global natural disaster assessment report 2022




Collaborative network of Disaster Data Response (CDDR)

Receive Disaster Assistance Request Launch Disaster Emergency Response Integrate Disaster Data Re source Publish Data Sharing Service
Disaster AOI Fil e Metadata
; : isaster ile “Opntical etada
RESClnsiiufcumatcn SateIIIJite Data Extraction Satellite Dataset
I S
Disaster Region Information iz el el SAR Quality Cleaning

Analysis Product

q q Civil/Commercial e Mapping
Eimtegivpelinieapaten Satellite/UAV Data Center UAV Data Transform Scientific Paper
S
Disaster Loss Information Science Research Institute Fuﬂ%r;/tgrtho Information Load Disaster Newsletter
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 Earthquake (14) @ Typhoon (10) Dam Collapse (3) @ Fire(1) @ Tsunami(2) @ Flood (14) @ Volcano(2) | Explosion (2) @ Landslide (2) @ Snow Avalanche (1)
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Landslide distribution

Remote sensing

»  Zhuhai No. 1 (OSH-2C,
OSH-3B, OSH-3C)
#» Planet

Media data

»  Twitter | . b S | |

>  News o . : Comprehensive mapping of
e of disaster analysis

Auxiliary data

» Population distribution data

» NAdministrative Division Data
» Disaster loss statistics




Q&A

Please type your questions in Q&A
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Your Opinion is Our Progress

Help Shape Our Future with Your Feedback!
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Stav Tuned for Our Riveting Webinar Series!

https://worlddatasystem.org/webinars/

/i' o
1A

\' WORLD
DATA SYSTEM



https://worlddatasystem.org/webinars/

"EARLY

Join Our ECR
Community of Excellence

/i"
1A

\' WORLD
DATA SYSTEM



For more info:

Email us at wds-ipo@utk.edu

Visit our website at worlddatasystem.org

Instagram: @wds_ipo

Facebook: @WorldDataSystem.International

LinkedIn: @company/world-data-system | @showcase/wds-early-career-researchers
Twitter: @ISC_WDS | @wdsECR

Vimeo: @worlddatasystem
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