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Scientific Computing:

he Stone Age

FE 06 jvanhem2@frontend01:~/projects/molecular_anatomy/src — ssh — 114x28 h
#!/bin/sh L
M =

LPATH:${HOME}/software/woolz/bin:S{HOME}/sof tware/imagemagick/bin

L{HOME} /projects/molecular_anatomy/src

one_experiment . sh
H 1 ‘seq 381 6@
¥, /one_experiment.sh $1i
run-%1i
Skip run-%1

#E L] O L —

LI ]
L

gsub =5: 04 : 08 .fnne_experiment.SE:EE:::)

Error: experiment.sh relies on one_experiment.sh, which was not found

"experiment.sh" 20L, 468C

9,3-18
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Linkedm. People + Jobs - Answers - Companies -~

Explore People Search: Engineer at IBM - Internet - Senior Consukant

Account & Settings | Help | Sign Out

- p..,,;.j[ e

2> Home
& Groups

Presentations

Inbox (1 unread)

Koye Somefun RE: op linked in Sep 15 take action ~

Actlon Items: Invitations (3), See all messages »

Network Updates

What are you working on now?

<\ Jano...

Jano is giving a presentation for eDIKT2 9 seconds ago - clear
Today

28 CONNECTION UPDATES (7)
Tom McCallum is now connected to Michael Dearman 1 minule ago
Stefano Cagnoni is now connected to Mirco Passeri 12 minutes ago

Stephan da Silva is now connected to Inoo Tanaka and Michael
Bednar-Brandt 1 hour ago

Cecilia Di Chio is now connected to Florent Nollet 1 hour ago
Barend Mons is now connected to Bart Knols 1 hour ago

Yesterday
<\ sTATUS UPDATES (1)
Rokesh Jankie and the QAFE Team are all at location i

People you may know

Adrian Jackson invite | X
Application Consultant at

EPCC, The University of

Edinburgh

Shane Threatt [LION] invite | X
shane.linkedin@yahoo.com

Yahoo! Talent Acquisiion
Team

Paul Fisher (2-0) invite | X
Resecarch Associate at
University of Manchester

Trogit

il Upcoming trips [ +h00 A 1o |

%xluu.mnwom) Sep 21 - Sep
Fly Brain Workshop

Bratislava, Slovakia (3 days) Oct7-0c19
ADMIRE F2F

View all trips
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Web |mages Videos Maps News Shopping Mail more v jvhemert@gmail.com | Classic Home | My Account | Sign out

iGoogle

(_Google Search )(_rm Feeling Lucky )

New! Add social gadgets to post updates and play games with friends. | Add stuff »

~ Home [+
Weather BBC News | Scotland | Edinburgh, East and _ ©l Weather L-J

B8C News | UK |UK... o1 VK o statie wegens moord op studente EH3

Googl Map Search B 12°C Gurent: Mosty Cloudy
nu.nl - Algemeen (@ £5m plan for falled bridge bids oolacht an geviuchte toocriminee = th.Eat;;ﬁluNh
BBC News | Scotian... @) Row over who dispenses medicines ' - umidy:

Zements PMML 3.2 - g Case dropped in chid rape tral B e

17°|5° 1|5 17| 200 |6°

o - [esiesd ! OIS DN JUSE w“ m
Gmail @ Famous dictionary to close office

-h3w.fr.. CheckMail ... @) Darth Vader voices ‘scare girls’
) Lost cat tuns wp 500 miles away
() Police plea after shop ram raid

Google Map Search

BBC News | UK | UK Edition
Zementis PMML 3.2 Converter

Zementis PMML 3.2
Converter

Convert Help/Feedback

PMML file (Versions 2.1, 3.0 or 3.
Limit 1MB.)
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BBC - Homepage

£5m plan for
* Rowo

Alba

News

» MORE TOP STORIES

¢ Doctors warn on climate failure
¢ Swine flu victim speaks of ordea
¢ Benefits plan to 'make work pay'

» LOCAL NEWS

bids

failed bridge

ver who dispenses medicines

v ) Reset homepage

——————3

SPIRAL

watch it on BRE

e Case dropped in child rape tria Weather Edit BBC iplayer Edit
BBC Edinburgh & East Scotland | Scotland /
, » TV: HIGHLIGHTS
Wednesday Thursday Friday
Sport Edit
o5 . o :
& Sunny Sunny Sunny Lost Land of the Volc...
Intervals Intervals
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8006 MyEd - Today

my
The University of Edinburgh

Home SileMap Cusiomise Reporta Problemm Logout

Search the University Website GCo Your w”

Today myStuff Teaching Research IMmh Finances Services Library Search&info Help New

WEB Intelligence (InfoView) e ._?

WEBI

This service is available for the following:
= Legacy Student (NESI) reporting

= some Finance reports
s CMS

= MyEd
= VRS

All other business areas have been migrated to the new Business Objects Reporting

service.

= Availability outside the University network

EBIS Online
[ taunch esrs |

= Availability outside the University network

EUCLID Staff @ .q?

i EUCLID is the University online system for managing the whole student
lifecycle from admissions through to graduation.

launch # euclid

EUCLID availability
= EUCLID is available.

“How to get started * User support

= Apply for a EUCLID account = User Guide and FAQs
s Contact Support
* Training

HR Manager Workflow

Refresh Details
You have no oum.ndlog notifications.
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Blog Liferay

<4 *  C ® " o hup://127.0.0.1:8080/web/bruno/blog w28 Q
Most Visited ~  Cetting Started Latest Headlines ®  Apple Yahoo! Coogle Maps YouTube Wikipedia News ™ Popular~
4 Blog - Liferay + -

I_I FE RAY M Bruno Admin
Emerprne. Open Source For fo

-
Welcome Bruno Admin'

® Add Page

Recert Bloggers 00 =~ Loan Calculator e
" Loan Amount 200,000
Posts: 1 Interest Rate 700
o § Yoars 0

Date: 1072809
Monthly Payment 1,331

John Regda Intorest Pais 2018
Posts: 1 Total Pax 479018
Swrs 0
v Date: 1072809 Caleslate
Poats: 2 [
Stars: 0 Bookmarks e

Date: 1072809

(ZILTTONN My Entries  Recest Entries

_+ Canrency Comverter e

Add Folder Permissions

Ihowing O results

Comvert 10 USD +|To EUR +|

Words eeoo

Scramble  *| Search

Settings Owline Friends (0)
Done
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Ridiculous portal

ad Welcome to the GENIUS INFN GRID Portal - Mozilla - B
. Eile Modifica WVisualizza WVai Segnalibi Strumenti Finestre Guida

‘| Q e @ @ [ & https://genius.ct.infn.it/ | I@k&rnl ‘igﬂ

e

~) @enginframe _ ﬁﬁﬁ?
’ N F N E-science in Europe
L-/ Istituto Nazionale s

di Figica Nucleare

Grid Enabled web eNvironment for site Independent User job Submission

[»]

Here you may edit the selected file and save it also with a different Filename.

FileMame L’hﬂmefmwsrh.lamefjdlfhel

it 3 : Executable = "/bin/echo™;
- Arguments = "Ciao Mondo™;
Stdlutput = "std.out™;
B I recto StdError = "std.err"; =
DutputSandbox = {"std.out"”,"std.err"}; -

. . Save |
(= €&f EJ1 @2 | hitp/fwww.eu-egee.org/ BTl

source: GENIUS portal guide
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%
JSDL Application R itory /
’i N G S pprication Reposttory & Science & Technology

National Grid Senice YO Submission Portal (JSR-168 Compliant) @ W Facilities Council
My Grid Identity: ~ None Help / Get Started | Logout
& puthenticate Submit My Job =7

ZrApplications . - =
G e n e ral p O rtal N & My Job :  Weka "Instances” Test Hsave BEsaveasnew [=Inew

- 1Job Cateqgories
aBrowse Host

:] > Review and submit My Job (the active job) to the selected candidate host.
Data_Transfer

aAdmin Mv Job S
Rinfo y Job Summary
Application Name: (Browse / Select New Application) Weka Edit
o[ many b
ar too an Oxes to My Job: Application Version: 3.4.9 Edit
f.” . ® ol . Job Name: Weka "Instances" Test Edit
I In age ayOU Job Category: AnalySiS/StatS @
% JsdiLayout Selected Execute / Submission Endpoint: ngs.rl.ac.uk:211%f> Edit
= T < Jobldentification/> Candidate Execution / Submission Endpoints: Sts> =| _Update Edit
Executable: /usrings/WEKA_3_4_9 Edit
3 JobName . .
. B JobDescrintion Standard Input File: Edit
-obbescription : :
* Arcane technical e Standerd Output File my_vs_res e
. i . =gbrioject Standard Error File: StdErr.txt Edit
content required = D<appications> Working Directory: Eai
1 ApplicationName Status (Check): UNSUBMITTED
1 ApplicationVersion JobHandle:
1 Description Process Count: 1 Edit
R : : Edit
5 Deposin/> Job Type: single Edt
. 0 Node Count: Edit
¢ Basically a command- - e Vi Mem (VB): i
Arguments Max Mem (MB):

Iipe / ?(M L-editor in 0 i e (u yD E3
disguise

3 Error Job Description: Edit

a Working Directorz WEKA 3.4.9

3 Environment | [|mmmmmmmmmmmmommmmmmmmmmmmmmmmm oo
a wall Time template configured by J.Churchill (HPCSG,RAL,STFC)
—_— updated by A.Maniopoulou (HPCSG,RAL,STFC)

—}- &
=l ‘/‘]<Resourcesl> """""""""""""""""""""""""""""""""

[ candidate Hosts This is an simple "Instances" job. Weka is a serial code.
3 File Systems ) ) . ) . . ) .
g u The input files required for this example can be retrieved and staged into your home (or working) directory from
<DataStaging/> ngs.rl.ac.uk:/apps/weka/weka-3-4-9/data/soybean.arff. This template is setup to stage the example input files from this
:] directory. Before running this example, change and/or create the working directory on the "Active Job Profile Detail" page, then
Stage Data go to the 'StageData' page and click on 'StageNow' button to copy the files into that working directory.

3 Files/Links

£ <35DL/> To now run this example job (or another job based on this template) go to the "Submit" page and click on "Validate the RSL"
<JSDL/> before submission. If that gives no errors, check the box next to re-submit and then click the "Submit active job". The status of

& Submit/Run the job should appear in red. First it will say submitted. To update the status, click on the status wording. When completed, go to

Environment Variables (None): Edit

File Systems: Edit

File System Name MountPoint Type
WORKINGDIR normal

/
< USRNGS /u@ normal
S —
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Specific portal

/= GridSphere Portal - Windows Internet Explorer

—— pr——

e

»

o A Z.3_'1‘9??E-_'f',e‘?'f’_‘,:',‘_"“&?'ﬁf?‘,'_“,"_‘9'_‘.d,i‘B?,‘?959',‘@,",‘?!9-’.‘,‘9?93{99?’['9 , , 0] b [|42]1 %] | 5000 ]
i |

W ¢ | Gridsphere Porta == - E) = - - Page v {} Tools »

Nano-CMOS Porta

l W= English v

[ GridSphereq[ Management ‘M[ VP-Man Test l

@l . -
oMmIStic U a Dewvice Atomistic Ssimulatc

Atomistic Simulator

Atomistic Simulator

Input |input.inp
TIF linput tif
Demo mode v

Execution Target VEEE Giasgow SGE (golem.lec.gla‘ac.uk) V

EEE Glasgow SGE (golem elec gla.ac.uk)
‘Local Machine (lepus.nesc gla.ac.uk)
NGS Leeds Compute Node

'NGS Manchester Data Node
[ Refresh Status  |NGS Oxford Compute Node

'NeSC (Glasgow) Condor Pool

Run Simulation

Tuesday, 9 August 2011



he problems with hiring a developer

Tuesday, 9 August 2011



he problems with hiring a developer

Developer

Tuesday, 9 August 2011



he problems with hiring a developer

Developer

Tuesday, 9 August 2011



he problems with hiring a developer

Tuesday, 9 August 2011



he problems with hiring a developer
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he problems with hiring a developer
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Job Paramatens

g
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. v
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Rapid Solution - Using the portlet
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he Rapid Solution - Using the portlet

Scientist e

Files B2 be staged

grldsphere portal framework
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he Rapid Solution - Using the portlet
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R
@ Chemistry 2 Inorganic Lab

Boron Trifluoride Sulfur Hexafluoride

ammonia_chem2

Ammonia: Molecular Orbital (MO) Calculations

This portlet will run MO calculations on the ammonia molecule using the Gaussian 98 quantum chemistry program. All the calculations
will be performed on the remote workstation 'anita-linux.chem.ed.ac.uk’.

Portlet Aims

This portlet will help you understand:

« the process of running computational chemistry calculation;
. the type of information that can be extracted from these calculations;
« the structure of a Gaussian 98 input file.

While using the portlet you should think about the chemical relevaence of the input file and the results that you see.
Portlet Structure

The portlet consists of a number pages for the various parts of the calculation:

1. setup the input file;
2. monitor the calculation;
a. view the final results.

These pages are not static web pages but are actually setting-up, running, monitoring and managing the files for the Gaussian 98
calculation. If you change things in the input file then they will affect the calculation and the results you get.

Click on the 'Next' button to load the Gaussian input file for ammonia and get started.

Next >
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O OO

velcome to nerie: )

" http://193.52.21.80/jetspeed/portal/ wv e

-

- -
" Seismic Data Portal
hH % N
€erie S Home >> WELCOME TO NERIES I

WELCOME TO NERIES MY NERIES  EVENT EXPLORER  WAVE EXP  GIVE YOUR FEEDBACK  ACCOUNT  NA4 TEST  NAS EXPLORER  SITE MAP
Folders Logout
RapidSeis » GIEE  Login Portlet =HE

Welcome aeh h

t:\‘:::‘m‘ Welcome to the NERIES Portal Chiroe: Paspwor

EMSC website »
NERIES Project Portal »
ORFEUS website »

NERIES Seismic Data Portal

D emdiest

==& -

Datasots Events NEWS

&8 Latest users’ datasets composed through the NERIES Portal

SANTA CRUZ ISLANDS, M= 5.1, Time= 2009-10-08T14:06:3
comment: ..
published on: 2009-10-22T15.00.06

SANTA CRUZ ISLANDS, M= 5.1, Time= 2009-10-08T14.08:3
comment: ..
AEE published on: 2009-10-22T715.53.43

NERIES Data Portal tools £000 90%p - proviow - 02K - rgf mot9daig- quakeml

.
e T B S - T ———

Login to access the tools svailsbie through the NERIES Sei Data P : SUMBAWA REGION, INDONESIA M= 6.8, Time= 2008-11-08T19:41:4

published on: 2009-11-09T12:02-35
s00d data - preview - 502k - rdf metadata- quakeml L

IRAQ. M= 4.2, Time= 2009-10-17710:58:0
comment: ..
published on: 2009-10-17T11.42.07

HINDU KUSH REGION, AFGHANISTAN, M= 6.2, Time=
2009-10-22T19:51:2

comment: 85 JU TU networks.,

published on: 2009-10-23T11.30.25

-
- -

>

-
«

Tuesday, 9 August 2011



New Use Case: Microscopy.

RapidOM

T. H McALLISTER'S STUDENT'S MICROSCOPE,

DUNDEE
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Obtaining Rapid

ehttp:.//research.nesc.ac.uk/rapid

e Rapid Portlet program
¢ Rapid Manual
e Tutorials

e Screen Casts

ehttps://forge.nesc.ac.uk/projects/jos/

e Source Code (Use at Own Risk!)

Tuesday, 9 August 2011


http://research.nesc.ac.uk/rapid
http://research.nesc.ac.uk/rapid
http://research.nesc.ac.uk/rapid
http://research.nesc.ac.uk/rapid
http://research.nesc.ac.uk/rapid
http://research.nesc.ac.uk/rapid

