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Talk Outline

Discuss my experience in some of the research
projects | have been involved with over the
last 10 years

Move to increasing openness especially with
research data to facilitate collaborations

How e-Science and related technology can
help

Social vs Technical — Rewards!



UNIVERSITY OF
Southampton

UltraFast Xray Group

<< Next Post Previous Post >> Search >
2 ¢ 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
¢ GPU coding initial work for SYMBIOSIS
e XUV spectrometery update
{ ¢ Crid diffraction data from monday
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Inter or Multi-disciplinary Research
(Is there a difference?)

e CombeChem
— Chemistry, Computer Science, Statistics

* Laser based ultrafast Soft X-Ray Imaging
— Physics and Chemistry

* |T as a Utility
— Digital Economy

— Social &
Technical Disciplines
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¥ > CRU Scientific Assessment Panel announced

srectre o TR CRU Sclentic
PUDRCIDONS ' yegia relations Mon, 22 Mar 2010
OSSO precs oleases Lord Oxburgh FRS, a
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sodahead com.. by scientists from other institutions through the peer review process before being accepted for publication by international journals. We have no reason to

question the effectiveness of this process. Nevertheless, given the concerns about climate research expressed by some in the media, we decided to

augment the Muir Russell review with an independent assessment of CRU's key publications in the areas which have been most subject to comment.

"We are delighted that a renowned scientist of the standing of Lord Oxburgh has agreed to chair this very strong independent panel and await its findings

J | SC C N I CO NV¥i@ §r@{MHER!. Colleagues in CRU have committed themselves to providing any support required by the panel.”

The panel members are: Prof Huw Davies. Professor of Phvsics at the Institute for Atmosoheric & Climate Science at ETH Ziirich: Prof Kerrv Emanuel.
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]OCEditorial

pubs.acs.org/joc

Reporting Analytical Data

The integrity of science as a discipline rests on the ability of scientists to reproduce the claims
of others. For organic chemistry, this requires that experiments be described in sufficient detail
so a well-trained colleague can repeat published procedures with similar results. While none of
the organic chemistry journals go to the same lengths as Organic Syntheses, where each
procedure must be reproduced as described in anindependent laboratory before publication,
most ask that authors provide sufficient detail so that the procedures can be reproduced and
provide sufficient data to establish the structures of new compounds that are reported. This
information is necessary for the review process and for readers who want to base their

J. Org. Chem. 2009, 74, 6415-6415 6415

The integrity of science as a discipline rests
on the ability of scientists to reproduce the
claims of others.

While none of the organic chemistry
journals go to the same lengths as Organic

experiments on pubhshed work.

establishing ¢
that lhc 4

reports for hlgh -resolution mass spoctra or combustion analyses. By

manuseripts had been published in other journals. In six cases, the ongmal data wcm ncplacod
by a new set that was consistent with the structures. In the other seven publications, the
inconsistent data were left unchanged, were removed, or were replaced with another set of
inconsistent data or data obtained by another analytical technique was substituted. Four of
the manuscripts were submitted to other journals within only a few days after being
deactivated by JOC.

While the number of manuscripts that JOC deactivated in 2008 because of unsatisfactory
data and were subsequently published elsewhere was small, it is deeply disturbing that
about a third of those authors chose to ignore the problems pointed out by JOC and
submitted their manuscripts to other journals without adequately resolving the issues
surrounding the data they originally reported. All of these manuscripts were submitted
from academic institutions. The responsibility for this behavior clearly rests on the senior
authors, who are setting a horrible example for their young colleagues.

C. Dale Poulter
Editor-in-Chief
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procedure must be
1 independent
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sufficient detail so that the procedures can
be reproduced and provide sufficient data
to establish the structures .......

This information is necessary for the
review process ...... to base their
experiments on published work.
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Open Science Grid

Main

Hello, TWikiGuest
Register

What is OSG?

OSG Organization
New Users

OSC Sites

0OSG VOs

OSC Usage Graphs
Events

Newsletters
Operational News &
Announcements

Planet OSG blogs
Subscribe
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-
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Jump » Search

(J Edit | Attach | PDF

You are here: TWiki > Main Web > WebHome (19 Jun 2012, RuthPordes)

The Open Science Grid

The Open Science Grid (OSG) advances science through open distributed computing. The OSG is a multi-disciplinary partnership to federate
local, regional, community and national cyberinfrastructures to meet the needs of research and academic communities at all scales.

Technical information:

¢ DocumentationTeam

e Education ¢ MonitoringInformation » SiteCoordination

OSG Registration Authority

Is this really Open?
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OPEN SCIENCE & OPEN DATA



ON BEING

A SCIENTIST

A GUIDE TO RESPONSIBLE CONDUCT IN RESEARCH

T H I R D E D I T I O N

Faraday’s laboratory notebooks
are also remarkable in the amount
of detail that they give about the
design and setting up of
experiments, interspersed with
comments about their outcome
and thoughts of a more
philosophical kind. All are couched
in plain language, with many vivid
phrases of delightful spontaneity....

Peter Day, ‘The Philosopher’s Tree: A Selection of Michael
Faraday’s Writings’
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DIKW Bloom's Taxonomy

Understanding

Analyze
e y Evaluate Create

principles

Apply

Understand

Remember

Adapted from: Awad & Ghaziri and Bellinger, Castro, & Mills

http://en.wikipedia.org/wiki/Bloom's_Taxonomy
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Dissemination

 Methods and emphasis varies with discipline
— Journal vs Conference
— Pure vs Applied
— Research vs Application

* Authorship & Acknowledgements
— Who goes on the paper?
— Who is mentioned in the press release?

— Do you acknowledge the technician?



Validation

Increasing the value of data

How to bring all the necessary information
together to enable appropriate validation

Increasingly difficult & expensive to achieve
Need provenance and context

Essential step otherwise just a collection of
items



Plans and Provenance:
Laying the Foundations



How do we communicate?

e 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 miss-

i
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¢ R\Yig
0N

%
£ |
~
E

: ‘- E‘t‘ ‘_"‘- ; H

&

If you can't describe what

Un.ders'[andmgs usually you are doing as a process,
arise. you don't know what you're
doing.
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SEARCH

v National Science Foundation — -

WHERE DISCOVERIES BEGIN :)

HOME | FUNDING | AWARDS | DISCOVERIES | NEWS | PUBLICATIONS | STATISTICS | ABOUT | FastLane

Email@ Printa Share+

Press Release 10-077
| Scientists Seeking NSF Funding Will Soon Be
News Required to Submit Data Management Plans

News From the Field
— Government-wide emphasis on community access to data supports substantive

For the News Media push toward more open sharing of research data

Special Reports May 10, 2010

Research Overvi

NSF-Wide Invest

Speeches & Lect

eS| st like the UK COSHH safety plans are ideal basis for
e S driving an Electronic Laboratory Notebook

News Archive

If you have a plan then make use of it!

News by Researc

With a little extra work a plan becomes a useful way to
el provide context for the digital record




COSHH

Leverage off things we already have to
do — “We have a cunning plan”

7COSHH ASSESSMENT FORM Record No

SUBSTANCE | PHYSICAL = QUANTITY NATURE OF

NAME FORM HAZARD
Wi kgt 0] [Neas
Rtose  [oded  [€By |2 cabbinds aps adlon

e Sy | ~ T
C“"t‘”\“ ek ‘\’ \'J.t\\> < ]v‘j o 'lru,‘ A €m\1¢»¥’-}, AISle. \ﬁ.k-()lﬁvn-\.
sl ('i"‘."“: CAIC SR FIURIRYS U I RS,

NATURE OF PROCESS
\Lr_l‘vu\\\; .:K‘\\‘U(}*LM ot (':;V./{'-t»\.@ 8 L'Jl,c.\.xxf (\k\ cananbiiviubion w\UA Jexhgae
{

'S éw,":\m o FuRet Aok

I theme 3 bess harardores sabstance? No
If 50, Wiy B0t wee ir?
CONTROL MEASURES REQUIRED A, -0 (e ywaoane o rised

{Local exhaust ventilanon, persoral profection, e,

The fully semantic ELN - everything is linked!
Processes, materials and data
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PLAN is a key ingredient to efficient and safe working

O Ingredient List Dissolve 4- Add K2CO3  Heat atreflux Cool and add Heat at Cool and add Extract with  Combine organics, Remove Fuse compound to silica &
n ml Fluorinated biphenyl 0.9 flourinated ~ powder for 1.5 hours  Br110CB reflux until water (30ml) DCM dry over MgSO4 & solvent in column in ether/petrol
— Br10CB i 1:5999 biphenyl in completion (3x40ml) filter vacuo
o I Potassium Carbonate 2.07 g butanone
I Butanone 40 ml
acd Filter Remove Column
m liqui Solvent Chromatography
extraction by Rotary
Evaporation
—
09031 grammes \‘k T
. . Inorganics dissolve 2 Tg L ey, 30fd0 m e ¢
layers. Added br ity
o e s S OR0 1 [ H
Ether/
oo [ ] [ ] | | g \/ Petrol
\/ wei ] N/ Measure Silica Ratio
Me:
Sample of 4- e () ()
Butanone dried via silica column and fl inated
m measured into 100mI RB flask. o . . '
u Used Tmi extra solvent to wash out biphenyl v Annotate v
0 o conainer DCM MgSO4
0 ° Annotate
0 [ > o O s © 040 Q)0 OO a0 0L020L0m0L00L02040 @4 ® @4 ® O+
o o Add Reflux Add Reflux Cool Add J Dry Filter zeflmvf Fuse h °°';""" N
d) fod . Sample of (Buchner) olel romatography
Butanone QLD extraction’ by Rotary
S z . . S;;gg 3°f A EUCCE . Water . /molale A \nnotate Evaporation
m Measure A Powder .
Weigh Weigh Measure
A H — A A
. . Started reflux at 13.30. (Had to . . . .
he heater stirrer) Only refi.
v . [] [ ‘e (1 O [1 O omcmn o0 v w0
20719 9 15018 9 » m s
Key Observation Types Future Questions
Process O weight - grammes Whether to have many subclasses of processes or fewer with annotations
measure - ml, drops q 5
Input O P How to depict destructive processes [CemeEEiET
annotate - text
i . q n 2
Literal D o How to depict taking lots of samples 30 January 2004
temperature - K, C gvh, hrm, gms
Observation v \What is the observation/process boundary? e.g. MRI scan
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Discussions — Is the tea room still the ‘heart’ of the
department

Growing need for the
global (virtual)
equivalent of the
“Tea Room”

Social Space? Space for Discussions?
Time for discussions?
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Archives

Transformation of plasmid JRH4712/66 into Py
BW25141 by electroporation December 2006 (11)
11th December 2006 @ 14:31 November 2006 (5)
Transformations were set up according to the following protocol: Sections
LB Ampicillin arabinose plates and SOC medium were warmed to 37 “C briefly beta-galactosidase preparation and
before the arabinose plates were spread with X-glu (80 uL, 1:1 X-glu and LB) assays (18)
and allowed to continue warming. Beta-glucuronidase (18)
Data (Formatting) (1)
BW25141 cells, plasmid JRH4712/66, p042, and electroporator cuvettes Software discussions (2)
were cooled on ice. Items were added to the cuvettes as follows Starting materials and reagents (1)
- 1 +ve ctrl|-ve ctrl Lab Book Ref
BW25141 40 ul|40 uL |40 uL JRHA712-63 (1)
plasmid 4712/66|4 uL |0 uL 0 uL JRH4712-64 (2)
p042 O uL |4 uL 0 uL JRH4712-66 (1)
. . . . Archives
Test digestions to check the activity of two T
Cuvettes were electroporated at 1.75 kV, immediately had SOC medium (950  batches of EcoRIl and Ncol December 2006 (1)
ul) added and the transformant transferred to eppendorf. The transformants 220 January 2007 @ 11:57 HesEe2eC)
; o h . .
were mcupated at 37 °C for one hour with shaking. The tra_nsformants were Lab Book Ref: jrh4712-89 Sections
diluted 1 in 20 with LB and 100 uL added to LB amp arabinose plates and Sample Parent: jrh4712-80_blue beta-galactosidase preparation and
incubated at 37 °C overnight. Sample Parent2: jrh4712-80_white assays (18)
D Digestions were set up as follows: Beta-glucuronidase (18)
ata - 1 2 3 4 5 6 7 8 9 10 11 Data (Formatting) (1)
Software discussions (2)
;[7u]e-2/8° 8 UL - _ 8 - - - 8 UL - - . Starting materials and reagents (1)
4712/80 Lab Book Ref
- - L|- - L|- - |- L|- -
white 8u 8u 8u JRH4712-63 (1)
p042 - - SuL |- - SuL |5 uL|- - SuL |5 uL JRH4712-64 (2)
water 7.5 |7.5 |10.5 [7.5 7.5 |10.5 |10 |7.5 [7.5 |10.5 |10 oS,
Ll |ub ub fub e fur fub ub o fur fuL o uL r::;ii:: Ei
57ha712-77 (1)
EcoRl buffer|2 uL|2 pL|2 uL |- - - 2 uL|2 puL|2 pLf2 pL |2 pL ;rh4712-78 )
NEB buffer] | |_ L L L _ jrh4712-80 (1)
4 2uL[2uLj2 uL jrh4712-81 (1)
BSA 2uL|2 uL|2 L |2 uL|2 pL|2 puL |2 pL|2 pL|2 pL|2 uL |2 pL! Jrh4712-83 (1)
05 los los 0.5 Jrh4712-82 (1)
EcaRl (a) L L L - - - L - - - - jrh4712-84 (1)
T 05 |05 |05 : 5 05 e
- - - . N - . — _ - . 4712-88 (1)
_ Ned ML fub jul  juL uL §h4712-89 (1)
Jennifer Hale | Beta-glucuronidase | Comments (3) EeaRl (b 0.5 10.5 lo.s5 [o.5 4712-86 (1)
R () |- - B B - - - L fuL uL uL jrh4712-87 (1)
4712-90a (1)
EcoRl (a) assay date 2/05 Product
EceRl (b) assay date 7/05 jrha712-74 (1)
jrh4712-76 (1)
Digestions were incubated in a waterbath at 37 °C for 3 hours. jrh4712-76a (1)
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Mutagenesis of plasmid p042 via Taq and
Genemorphl

Sth January 2007 @ 14:34

Lab Book Ref: jrh4712-78
Mutagenic PCR reactions were set up according to the following:

- Taq Genemorphl|+ve ctrl|-ve ctrl
p042 2.5ul |1 puL 5 uL 0 uL
Water 10 uL |38 uL 20.5 uL|25.5 pL
5 x GoTaq buffer 10 uL |- 10 uL |10 uL
mutazyme buffer - S uL - -
Ordinary dNTPs - - 5 ulL 5 ulL
mutagenic dNTPs 5 uL - - -
Mutazyme dNTP mix|- 1ul - -
MgCl2 2.5uL |- 3.5uL [3.5uL
MnCI2 12.5 ul)- - -
Primer fwd 2.5uL |2 uL 2.5uL |2.5 uL
Primer rev 2.5uL |2 uL 2.5uL (2.5 uL
GoTag* luL |- 1ul 1yl
Mutazyme - 1ul - -

*GoTag=1 uL stock + 3 ulL water.
The reactions were run on program MUTA@BG for 30 cycles. 5 ulL product

was run on a 1% normal agarose angdsfical gel. Tag mutagenesis had failed,
Genemorph and +ve ctrl had ed. -ve control was correct.

Jennifer Hale | Beta-glucuronidase | Comments (3)

‘<< Previous Page Next Page >>
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Core of Self describing data

e Store of data that can
be viewed and
manipulated in
different ways

e User interfaces to suite
user and occasion

He is charged with expressing contempt
for meta-data



Tpp Methyl ester Hydrolysis:- Methord 2

Sth April 2009 @ 16:50

Lab Note Book Or Experiment Code: FDH-5405-E7P26
Post Type: Methord_2

Procedural Step: Methord_2

Date Of Experiment: 27-11-08

Experiment Name: Tpp_Methyl_ester_Hydrolysis
Experiment Code:FDH/5405/E7P26

Date of Experiment:27/11/08

® reaction mixture added to 100ml| of DCM

* solid formed...disolved in DCM/MeOH + water and evaporated to near d

* re desolved in 200ml choroform+20ml meOH, sonicated most desq€a.

* 3oml water added mysells leeding to sold problems and & eperation seen.
. " =

.

100ml water added now gives clear layer wit below
transfered to bigger 500ml sep funnle

g)

.‘-<

this picture taken directly after transferance

e aprox. 30ml 2Mhydrocloric added to give emitate seperation. and turn
porphyrin protenated green.
* much bettter behavd now....loverly shade of green too.

AL R
protonated prophyrin with 2M HCL
® HCL reextracted with 100ml CHCI3.
o fluffly brown noted between interface. contaminant?
* organic rinced5 times 100ml water. first rinc turns it back to puple

now purple organic with aqueous

* water re-extracted into chloroform 100ml and rince 5 times h2o.
* organicfractions combined and dryed over anhydrous sodium sulfate

27-11-08 (2)
30-11-08-1-12-08 (1)

' Diversity
and

Disability

Experiment Name

Prepartation Of Fulleropyrrolidin
Alcohol:-Planning And Saftey (8
Preparation Of N-Glycine
{amino-Ethoxy-Ethanol) Tert
Buty! Acetate (4)
Preparation Of P-tert Butly
(bislcyanomethoxy }di

What Spotted (L-R):-starting material, mixed spot, reaction mixcture

Spot
: Short|Long . .
Lo o Rf |Visible |Wave|Wave DaEe Inference
from (mm) Type|Result
uv |uv
bottom)
Solvent
Btk 28mm |1 N/A N/A  INJA N/A  [NJA N/A
3 26mm |0.93|yes N/A  |orange|n/a |[n/a Starting material MeOTPP
yes VV
faint
(not on
Photo
2 10mm |0.36|present |nfa |Blue |nfa |n/a decomposition?/contaminat?
only in
mix
and
reation)
i 6mm |0.21|yes nfa |orange|nfa |n/a product.

1.4-8enzoquinone (1)
5-4-Methy! Benzoate
10,15,20-tri Phenyl Porphyrin

06/07/2012
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Impact on researchers

Higher Qua

Easier Co
Improvec

lmprovec

la
P

ity Record
noration

anning

discussions

Efficiency gain in production
of presentations/reports
Change the nature of

Professor/Student
Interactions



Open Notebook Science

* Not always the way to work!

— IPR, Commercial, long term projects, recognition
Issues, etc

— Makes connection much easier if the data and
processes are “Open”

— Use of ChemSpider, GHS Data
— Linked-Data ideal



Praziquantel - Open Science

Praziquantel - Open Science

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

Public Blog Post: TFOH catalysed PS*
reaction to give the dimethoxy PZQ

Praziquantel Project | a00gue (KAB14) http://t.co/htXBMca)
#fourExperiment

e [ntroduction e, [+] Fri 17 Feb 05:26 via twitterteed
: Ero!ect gpdate§ r Public Blog Post: TFOH catalysed PS*
: roject 1 scussion L.a reaction to give the dimethoxy PZQ

ALTE ks analogue (KAB1-3) http://t.co/WmS57LRlu
ffiourExperiment

@ labtrove, [+] Fri 17 Feb 01:25 via twitterfeed

y Public Blog Post: The TfOH catalysed PS*

reaction to give the dimethoxy N-benzoyl
PZQ analogue (KAB8-11)
http://t.co/h8m4UUaf #ourExperiment

2 [+] Thu 16 Feb 01:13 via twitterfeed

[ Public Blog Post: Chiral HPLC method
LOLCj development for the di-methoxy analogues

http://t.co/DtxqLr50 #ourExperiment

Student Collaboration

Hydrolysis of PZQ

Resolution of PZQ

Synthesis of Resolving Agents
Conversion of PZQamine to PZQ

Example Blogs

2 [+] Wed 15 Feb 05:05 via twitterfeed
e Pictet-Spengler route to Prazigquantel |
¢ Racemic Resolution of Praziquantel and Praziquanamine . Public Blog Post: Resolution of MNR26-

¢ Racemization of PZQamine 1with (-)-dibenzoyl-L-tartaric acid to obtain —

BEBEA0

o~~~
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perlmeaghta

search

TfOH catalysé partia « reactions t© give the ediamide Archives

i — _ February 012(18)
interm diates PZQ and th penzoyl 2 alogueé (KAB1 e 2012 L
& KABl7’1) DecemberZOll 7
21st February 2012 @ 20:5
Ps= P/aer-Spengler / \1

P s A
sTART: 22/02/12 ® (X mon.Smo_ [ M e
FINISH: H 7‘*@ wowene, 90 °C N
Ny , L/ \/&{
sackground o A
Reducing the catalyst loa KABS 2
ssment

/)

|

o]
I\ o\[ o} . Hazard and Risk Ass€
7 . N/\O /| AsforKAB7—33ndKABB—17.
_N L

\r/

o]

KAB6-1

procedure

eptide acetal Ugi—inlermediate starting
he miX re wa 'mmediateh

s was monitored




SHOW OPEN NOTEBOOKS



@mala"a The project isn't currently being supported at the moment - but we hope to return soon with new funding and a bigger and better
Home project website.
ccoc
Lifecyc|
e-Malari:
Backgn
Seutha Molecules - My Molecules
escenc @malari ¥ Insert Molecule
s ©malaria
J
J
J Jmol
Malaria Threanine thr ¢ Tntrodscton
Introduction Tryptophan tro w mptoms
mptoms Tyrosine tyr y Ireatments
Vahine val v W
M Methionine met m —
06/07/2012 Ereventlon JISCCNIC ﬁﬂﬂm
on
Target SErctare

Project Update

Welcome to the e-malaria Project!

vailable at this time.

Proteins

Sort By | enten

ise. As resistance to existing drugs grows ar




@malaria

Home

c€coc

Lifecycle
e-Malaria Project
Background
Southampton
Schools
eScience
Publications

Malaria
Introduction
Symptoms
Treatments
Prevention
Target

Please feel free to
we can't make the

What's the

In the event of inquiry please contact the proj

Malaria kills over a million people a year, and i
the disease. As resistance to existing drugs gr
mosquito that need is increasing.

So what has this got to do v

look around the pages on tt
interactive part available at

problem?

The project isn't currently being supported at the moment - but we hope
to return soon with new funding and a bigger and better project website.

Welcome to the e-malaria Project!
Project Update

Sort By (¢
Molecules - My Moleci
. ¥ Insert Molecule
@©malaria
g [vome ]
Home
ccne 0C1CCC2(C1)C=CC=C2 ... 11 )
Lifecycle 58830|[New Test 2 |inCh1=1S/COH120/c10-8-3-6-9(7-8)4-1-2-5-9 3D 31.60:31.60 b
e-Malaria Project h1-2,4-5,8,10H,3,6-7H2... on (31.60:31.60)
Backgrounﬂ
Southampton
Schoals c1=cc2=cc=cc=c2c=C1 ... 11 .
eScience 58829|New Test  (InChi=1S/C10H8/c1-2-6-10-8-4-3-7-9(10)5-1 3D (27.32:27.32) %
Publications h1-8H... . . -
Malaria
Introduction °
Symptoms 0/0 ,
TreEtTeTt 58828 CCCCecccccc): |LJ 3D (0.00:0.00) [
Prevention
Target
B
58],—8\3-“—7’17\" Mme 19 Jinch-=... E Error i 55
/ U / [\ " T = JI
Hydrophilicity 58782‘"name B ||Em,r : £
- - TnChT=

Shredded
Tweet &
eMalaria

1 Plasmepsin Il (1LF2) scored 62.76 http://emalaria.soton.ac.uk/77772

@e_malaria Docking #InChiKey=AULIBBMHHWQWSB-OGSUFGDVSA-N with Plasmepsin Il (1LF2) scored 59.05 http://emalaria.soton.ac.uk/77773

Sun, 08 May 2011 16:37.09 +0000 - tweet id 67266501616171009 - #2

@e_malaria Docking #InChiKey=AULIBBMHHWQWSB-OGSUFGDVSA-N with Plasmepsin Il (1LF2) scored 51.68 http://emalaria.soton.ac.uk/77774

Sun, 08 May 2011 16:38:12 +0000 - tweet id 67267064527720448 - #3

u @e_malaria Docking #InghlKgx:AULIBIAHw-lsﬂle»rﬁasmepsin 11 (1LF2) scored 60.54 http://emalaria.soton.ac.uk/77775

Sun, 08 May 2011 16:39.19 +0000 - tweet id 67267347127336960 - #4

u @e_malaria Docking #InChiKey=AULIBBMHHWQWSB-OGSUFGDVSA-N with Plasmepsin Il (1LF2) scored 59.38 http://emalaria.soton.ac.uk/77777

Sun, 08 May 2011 16:41:41 +0000 - tweet id 67267939123990529 - #5

u @e_malaria Docking #InChlKey=FUOPKDFMTMTPAS-YOCJRYFPSA-N with Plasmepsin Il (1LF2) scored 70.65 http://emalaria.soton.ac.uk/77780

Sun, 08 May 2011 16:44:59 +0000 - tweet id 67268772146315265 - 46

C C N I Co nfe rmmalarla Docking #InChiKey=FUOPKDFMTMTPAS-YOCJRYFPSA-N with Plasmepsin Il (1LF2) scored 58.92 http://emalaria.soton.ac.uk/77781

Sun, 08 May 2011 16:46:00 +0000 - tweet id 67269025285152768 - #7.




Web Interface

* Provide user access to the SOS

Shale Hills experimental watershed
Sensor observation service

* Provides mechanisms to
retrieve data and metadata of
both the sensors and the
features of interest

* Data plotted using the Simile
TimePlot software

Shale Hills experimental watershed
Features of interest

06/07/2012 JISC CNI Conference



DATA EXPLOSION
CRYSTALLOGRAPHY E-CRYSTALS



The future
Noverwhelms the

b \m = =
mmmmmmm

must not be lost

JISC CNI Conference



Unavailable Information

* Not just lots of data but why are many of the
structures unpublished so certainly
unavailable?

* The E-Crystals and E-Bank Project looked at
how to address this issue

* |s making data available the same as
depositing a copy with someone else?



Depositor
structureé alr
project:

Data collet

Chomi‘”'fc
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It is not necessary to change.
Survival is not mandatory.
W. Edwards Deming

START @HOME
PUBLICATION@SOURCE
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Reproducible Papers

Quotes Literate Proyramming
Literate ramming
Softwa mentation
pesign Documentatson
Agile Documentation
rce Code comments ald Knuth- npiterate Pnonmmlna (1984) in Literate P,oor-mmlno-
are Aging “IJ, 1992; 99.
Quotes printer Friendly
1 believe that the time is ripe ifica petter documen of programs:
category andmatweanwlt this by gpmgraf“stobewod(Sof
CWEB I re. Hence y title: "Lt ig
Articles Let us chang® our of
Tools of imagin g that ou
Links :ﬂmﬂ rather expllinlng to hu
communty The practitioner of
Feedback Tin concern 1S W
5’:;“’ h h’nd"‘ INSTn’UT FOR STATISTIK'COMPUTAH
W””m@, .FRIEDRICH
unaustﬂndng, usit
each other-
search — Home | AG Com jstik | LMU
TEACH[NG
ws 10/11 The sweave Homepage
MU LS!
Theses what 1S sweaV
RESEARCH sweave is a to | that allows to ped t R cod r mpl ata analyses in latex
overvi documents: The pu to create dynamic " . be updated
satistica! computing automatically if d nalysis chan f inserting a refabricate graph or
software table into the reports he master d contains de né ry obtain it
PUBLMTIONS When run through || data nalys t (tabless p ,) is reated 0N the fly
gook and in rted into 2 final latex ocu epo tomati Il ated if data
on - or analysis change: ich allows for trul productbl researc
pers
Pf;fmon Where can 1 getit?
LINKS The sweave software itself is part of every R installation, see
R help("Sweave", package="utils")
Bioconductnr
Journal "ComP- statistics” to get started. This page atures additional material that does not ship with standard R,
:u"icz‘sﬂhcrufzses ike papers and additional examples:
e chule
JISC How do 1 cite SWeave‘I
CNI Confe fgen%weeave please use the paper describing the first version:



R/LISP Papers Quantity Names
Symbol
P <- read(“http://eprints.soton.ac.uk/frey/reproducible. Value
computable.paper’] Units
Summary(p) Prov
The rate constant for the OH reactions......

Abstract(p) vs pSAbstract {First abstracts the paper, second gives the
papers’ abstract}

pSTitle
OH Rate constants for Atmospheric Chemistry and Combustion

Print(pSText); variables <- pSQuantities

Graph <- pSGraphs or to access the data in the graph pSGraphsSTableSQuantities

Context(P)

AH(OH) = Frey & DeRoure
Context(P) <- New.Context(new_thermodynamic_data) Stockholm
pl <- Run(p) ; run with new context : value of A;H(OH) 4t Paradigm Next Step

Warninh:you do not have the resources to re-run this paper.... meeting
Diff 5707 p1 ; what conclusions changge 4 Dec 2011



Change in the whole way we design and build

Search

B Change Region » Sign Up
Home  Products Games  Create & Share  Shop o sign In

mindsTorms

HOME PRODUCTS COMMUNITY FUNZONE NEWS SUPPORT e

(= communy D
|-|X.|'|_DEZ'n FIRULES  [IABOUT  EIPROJECTS  CIHELP

D ———— e —

Welcome
Projects
> signin Projects are currently sorted by date. Projects matching: laboratory
>} Sign Up for free Sort by: Date Rating
<< <<< 1 >>> 3>/ 1-120f 12
Search
SEARCH E od
Doctor's Assistant  Centrifuge NXTLOG Body
’ LF.D.A. PHIL7340 Forward Building
NXTbuilder-1 themindstormman314 Challen...
WE WANT NXTLOGster
YU u .
Mars Science Working Centrifuge  The NXTGotMD2 Photo Laboratory
Laboratory Rover snabeli 1k219422 (Part 2)
from N... Giorgis

MyStormMind

TO SHARE YOUR NXT PROJECT

GET STARTED >

= "
:’P";:: :J""”""V AT-BW Taller NXT001 Fraction Collector
art 1 saiddster tallernxt (FC-1)
Terms of Service Giorgis ScooterT1

3D Printers Shared Space?

06/07/2012 JISC CNI Conference



06/07/2012

Science in three dimensions: The print revolution

Three-dimensional printers are opening up new worlds to research.

Nicola Jones

04 July 2012

.“.\;

Research labs use many types of 3D printers to construct everything from fossil replicas to tissues of
beating heart cells. Arthur Olson’s team at the Scripps Research Institute in La Jolla, California,
produces models of molecules; some are shown here partway through the printing process.

ADAM GARDNER MOLECULAR GRAPHICS LAB AT TSR

an 3 45 » JISC CNI Conference s M



Archiving of data

* Experiments are often
repeated

— Data stored locally on a
computer and can’t be
found

— Handwriting can’t be read

— Laboratory notebooks lost or [ “F
damaged -

— Correct data not recorded
first time round

http://www.ecs.soton.ac.uk/regenesis/pictures
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We must speed up the knowledge discovery process

All I am saying is that now is the time to
develop the technology to deflect an asteroid



Thanks

UK e-Science Programme

RCUK, EPSRC, JISC, BBSRC, HEFCE,
Microsoft & IBM, for funding

Southampton Colleagues and
Students from Chemistry,
Electronics & Computer Science,
Engineering, Mathematics,
iSolutions and the Library

Colleagues at UKOLN, STFC,
University of Reading

Colleagues from Penn State, Cornell,
PNNL, UNSW, USyd
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Thank you for listening

Trust me Mort - no electronic communications
superhighway, no matter how vast and sophisticated,

will.ever replace the art of the,schmooze



