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The LabTrove story

LabTrove

© flickr.com/julia_manzerova
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How do we
communicate?

Surprisingly difficult to
explain what a process
involves

Much of the detail is
assumed to be understood
and not explicitly discussed

This is where the mis-
understandings usually
arise.

If you can't d cube what
you are domg as a process
you don't knolw what

you're dojngss &
W2 Edwards nglng

Growing need.for the
global {(virtual)
equivalent of the

“Tea Room”
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A
utoTrove from Matlab

Matlab
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£ Current user: Andrew Milsted | Log Out

HiGEM Blog

Blog for the HIGEM community

Testing POl works

27th August 2010 @ 13:40

Viztype: staticMapWithPoint
Regionofinterest: POINT((21.794815 -38.095867))
Dataset: HIGEM_XBYLR_MONTHLYMEAN
Variableid: temp
Conventions: CF-1.4
Variabl dard : OCtr/ Temperature,
Variableunits: degC
Bbox: POLYGON((13.359375 -55.689785,95.625 -55.689785,95.625 8.580235,13.359375
8.580235,13.359375 -55.689785))
Crs: EPSG:4326
Time: 2010-08-16T00:00:00.000Z
Calendarsystem: 360_day
Elevation: 5.050000190734863
Elevationunits: m
Elevationpositive: down
0dIva? test site for ogMy ata > HIGEM XBYLR Montl means > tr/ Temperature.
Time: 2010-08-16T00:00:00.000Z
Depth: 5.050000190734863 m

Units: degC

-1.744

Testing POI works
ReSC aims to promote e-Science methods in the environmental science community by developing
demonstrator projects with collaborators in academia, government agencies (e.g. the Met Office)
and industry. These projects will showcase the great potential of e-Science to be a useful method
that environmental scientists in many disciplines can use in their everyday research. Tasks that
were previously difficult and time-consuming, such as sharing and working with very large data
sets, can be made much more efficient.
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Southampton

UltraFast Xray Group
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J ¢ 2 micron diffraction pattern ¢ SiN Al {
¢ Microscope images ¢ Change to Matlab licensing on Iridis e Hello!
@ Zr and Nb data ¢ Grid diffraction through focus
¢ 2 micron fib sample maps J

¢ Hippocampal sample progress
e GPU coding initial work for SYMBIOSIS
e XUV spectrometery update
{ ¢ Crid diffraction data from monday

1l L1l I 11 i el i1 e (| | I | Fn il | 3 I I | RN

Tenel

i rim i JEm e nim nmEpren mEr . I 1nm | o m e minimm sl g sUEINEINNE VIR WININI AN D LR




LabTrove Open Notebooks Mat Todd’ s PZQ Project

~

o
N
K

HMexperiment Miexperiment

Praziquantel Project PIctet-Speng_lgr route to Praziquantel Racemluthn of PZQ and P;Qamlne

— - o~ —— o s« s s sagmed oo somen

Synthesis of SC2-1 Avhbums Repetition: Racemization of (S)-P2ZQamine (MWSO-13) with At
Stugent Collaboration o 3 ™ Rh/C "
i .
A e S —— o i 3 R,
—_— Al 3 o et ety Se res T
Tooh
.. - . -
Example Blogs - - . | .
S N_O e N_O
. v Y
W ohene -
- N N
- " "
» Sectuens

Pomaend By whvave 13 € Unierty of Saademanoe ~ e - S iz

- . afecvery: Sarem o O re aeen M (VAT

Praziquantel - Open Science Pictet-Spengler route to Praziquantel Racemization of PZQ and PZQamine

U

Praziquantel - Open Science

Mexperiment

Introduction

Hydrolysis of PZQ

Racemic Resolution of Praziquantel and
Praziquanamine

Tere 124 e @ b t— o O vo— 4 on [ oro——

Hydralysis of P2Q - WCPZQ101 Aschiver
N-benzoyl prosection of MNR7-6 to give MNR14-5 ——— Ny 1D = SrTesey eeretsere R scd
. : : e b
. & T
TEA -
v > “ oaly - ™e
N v -nr ~N
~ 1R .
- v
vo [} L8 SR
Mg 1 (L) - . ~ .
- . " ‘
o - es be '
- - rac PIQ o PIQamire
»
- Pt o
et et sater (md) and yiesed b o S S Sections -G 4D LA -~ -3 . Vi Gt i) W Tl T A00L WL DR SRR B ME Now | W %0 W0 Pew

Racemic Resolution of Praziquantel and Hydrolysis of PZQ Introduction




Praziquantel - Open Science

Praziquantel - Open Science

Improved Synthesis of an Important Drug via Student Collaboration Search: LabTrove

Public Blog Post: TfOH catalysed PS*
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Open Notebooks

* Troves can be open Read/Comment/Write
— Can control this access so it is your choice

* All contributions attributable (login needed)

— Anonymous contributions not usually enabled

* Open contribution does worry the IT services
— Provides potential pathway for abuse of systems
— Not just our systems



Global open scientific notebook
infrastructure

* Global collaboration: =
— International
— Interdisciplinary

(data ‘in formation’)

* Open science

* To ascend the knowledge pyramid, we need
open collaboration and sharing of results



We must speed up the knowledge discovery process
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From The New Yorker Book of Technalogy Cartoons.

© The New Yorker collection.
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All I am saying is that now is the time to
develop the technology to deflect an asteroid



