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UNICORE projects at ICM

= EUROGRID (Nov. 2000 — Nov 2003)

 |CM develops middleware for biomolecular applications,
« |CM operates European grid for molecular biology

* GRIP (2002 — 2003)
« |CM deployed interoperable biomolecular applications

= UNIGRIDS (2004 — 2006)

« |CM develops high level services (visualization, database access,
access to remote instruments)
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Unicore plugins

UNICORE Client (5.3, 5.6)

Example tasks:

 Quantum Chemistry: Gaussian, TBDFT

* Molecular Dynamics: Amber, Gromos

Plugins:

* Quantum Chemistry: Gaussian, Gamess, CPMD (V. Huber FZJ)
* Molecular Dynamics: AMBER

* Biolnformatics: BLAST (S. Haubold, TU Dresden)

- DataBase Access: PDB Search, DBAccess

* Visualization: SapphireVis, IADemo, |Vis

* Broker: Resource Broker (UoM)
« Other: ListAllJobs, PluginLoaderPlugin
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Gaussian98 plugin

J. Pytlinski

Input
preparation

reads existing
input,
recognizes
keywords

Molecule
coordinate
editor
formats:
XYZ
oZ-matrix
text

& UNICORE 3.6 build 5

File Edit .JobPreparation Job Monitoring Settings Extensions Help

I [=] E3

&[]

= Job Preparation

o Mewe_Job

@ @ ICH
@ [ hydra <NJS-
@ Enviranment_test_1 [T
& % Env
o Enviranrment_test 1 [T
E" Env
@ (2% New_Jobs pwed Jun 1
- water_energy

& water_gnergy
@ [£5] my_iob twed Jun 19 11:
E" Gaussian_joh
©- [ tajfun <MJS>
©- [ tsunami =k.J5=

[4]

e Mewe Jobd fved Jun 19; :

4 B2 | [*]

:|~Gaussian Plugin

; Job Mame: |Mew_Gaussiani
Job Type: | Single Point
Pararneter:
Model: Hanee-Fnck
Theony: HF
Basis Set: | Basic: 3-216
Charge: 0
fultiplicity: | Singlet
status:

Generate Gaussian Input

estimated calculation time:

Gaussian input Coordinates-

| Text format

- |

((Editor | Coordinates Editor Fiﬁsuéiiiafiun:.rbﬁfmns'.rl\t_'rfe'i'm[]_uﬁ.s |File Exports |

[ b

4]

Load

Save

Save as

[ph eurogrid] Hew _Joh1 not saved yet.
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Gaussian98 plugin

CPU time
estimate

based on
known
algorithm
scaling O(N4)

Check
program
avaliablility

% UNICORE 3.6 build 5

File Edit JobPreparation Job Monitoring Settings Extensions Help

I =] E3

&3]

= Job Freparation
@ |&| New_Job1
wiater_energy

¢ @ 1M
@ [ hydra <NJS-
@ Enviranment_test_1 [T
& % Env
o Environrment_test_1 [T
'3" Eny

@ [FZ] e L InbA Rvar Don 1

& UNICORE: Enor

@ Gaussian98 resource not available at IBM-SP3-tlon

OK

¢\ -Gaussian Plugin

Job Mame: [water_energy

Job Type: | Single Point
Parameter:

Model: Hartee-Fn-::k
Theony: HF

Basis Set: | Routine: 6-31G(d)
Charge: 0

Multiplicity: | Singlet

status:

input nenerated successiul

Generate Gaussian Input

estimated calculation time:
1.0 sek

rEditur rfuurdihﬂteséﬁifur r{*.’ilstlalizat"iun.-rﬁptihns.l?ife im[]_uﬁ.s rﬁiﬁéxpuﬁhr

Gaussian Editor
# HFIB-31Gid) 5P

water energy

01

o NARA 0ATT NN

@ [ tzunarmi =MJS=

1 [ i [*]

- |

4]

Load

Save

Save as

[pb eurogrid] New_.Joh1 not saved yet.
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£ UNICORE 4.1

Gaussian Plugin

J. Pytlinski, A. Nowinski

IR R

File Job Preparation Job Monitoring  Seftings  Extensions  Help

[ Job Preparation

b k]

ok | Genc

¥ [Ba]|[ NeW_JonT [T
9' Mew_Script
9' Mew Yisual

o New_d0b1 [11
9' Mew Yisual
9‘ Mew_Script

¢ [E=]| New_Job2 [11
9‘ Mew (Saus:

i bryedra dlobus

=10 x|
m| : Wisualization |
i Controls:
‘_ Ayes Results
X Haorizontal Mew Gaus
Vertical 101
0.855
-Plot:

_ ; 0.6ad

Area colorm. . E =
= 9 [ — 0544

lsalines 3
: 0.384

BoF 10—
O Atoms wisible E 0.233
-200m1—| D.D—z 0.078
0,078
~Description: ~Axis line: 0933
Name: visible | Stroke W Color -0.389
Linits: |nm ~Ler: oo 10 20 -0.544

¥ [nm]
Wariable: [y [ wvizible | Stroke B Color -0.659
Scale: Major grid: -0.853
start |2 519556 Wivisible | Stroke | [l Color 101
end: 274124 “Minor grid:
a3 computation results
MWajor ticks: |1.0 [ wisible | Stroke [ ] Color

QK

Cangel

Apphy

Files

6‘ ]E &IDIOJ{F WEE (eumgrid) IHEEOuluG T Tl TIT IS T et




Amber plugin

k. Skorwider, J. Wypychowski

& UNICORE 3.6 build 5 <0ffline Mode:

I [=] E3

File Edit .JobPreparation Job Monitoring Settings Extensions Help

Panel for o
eaCh = Job Preparation
group of  ["E ..
options

Default

options Y ]| [ oeon |

Help
window

Flag for the removal of translational and rotational motion at the
beginning of the simulation.
=[) The translational and rotational motion about the center of

NTCM
Drefault: 0

tnazs 12 not remowved (default)

=] The ahowe motion ig removed one titne at the beginning of the

sitriilation.

:|1sMD Plugin-

Enter Job Name: [MD_job_1 |

| Generate Amber Input |

Simulation Type: | W

Find parameter

Amber version: ‘ et |

Molecular dynamics rTEmperaturE‘TeguIaimn Tﬂressum reguiatmﬂ rSImk& |

Editor | Advanced Code |Z0030 General | input | Output | Potential function |
Molecular tymamics

=

NSTLIM  MD-steps per NRUN... |1 noo | | Default | |

NDFMIN  Degrées of freedo... | | Default i

=

| || Default ?
| || Deraut || 7 |
| || Default ?

OK
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Amber plugin

Find
parameter
button

& UNICORE 3.6 build 5 <0ffline Mode:

File Edit .JobPreparation Job Monitoring Settings Extensions Help

I [=] E3

&[]

= Job Preparation

@ [&] wion
MD_jab_1

:|1sMD Plugin-
- Enter Job Name: [MD_job_1

Simulation Type: | W

Amber version: ‘

bl |

| Generate Amber Input |

Find parameter

Molecular tymamics rTEmnerafufE‘Tegu{a{mn Tﬂressmmeglﬂatrﬂw 1/ sham]

|/l Editor [ Advanced Code ‘General | Input | Output | Potential function |
|
MATCAP || Find || pefaut_|| = |
NION Furmber of1ons Polanzable potentials | || Default ?
NMROPT | NIVE-analysis (Yeneral || Deraut || 7 |
NPSCAL MPRCAL Pressure requlation || Default 2
NSCM MECH Inlecular dynarnics | | Default | | 2 |
NSTLIM M-zteps per HEUN # Molecular dymaraics || || Defautt 2
NTB Periodic boundary Potential function ._
NTC HNTC Shake
NTCM MNTCTW Molecular dymaraics
NIF Force evaluation Potential function
NTMIN R TRATR Ernevar minimization ~|

Close
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List All Jobs Plugin

K. Benedyczak

& LA) Window Hi=] E3

Lsite Ysite Joh name Status Date D

& LA Window M =] E3

Lsite Yaite Joh name Status Date D

LIahd 0300 _wren_atft LUMAVAILABLE LIMNAYAILABLE LIMAVAILABLE UMAYAILABLE =

LIahd PS2_frik LUMAVAILABLE LIMNAYAILABLE LIMAVAILABLE UMAYAILABLE

LIahd soltest LUMAVAILABLE LIMNAYAILABLE LIMAVAILABLE UMAYAILABLE B

Parafifah SGE_CriginZ2000 Ervironment_test_1 SUCCESSFLIL 11-058 00:02:22 161d7113

FParaifab SGE_CriginZ2000 Faussiandd_job SLICCESSFLIL 10-25 02:19:12 afeTfffa

IDRIS-CHRS |BM-5P 3-tlon Mew_Joh1 MOT_SUCCESSF.. [11-01 20:10:02 2hafeld?

Paraifab SGI_Onyx2 Mew_Joh1 MOT_SUCCESSF.. [11-01 20:08:59 Sh3fedic

FZJ IBM44P-170_aft UMAVAILABLE LINAVAILABLE LIMAVAILABLE UNAVAILABLE

[CM tajfun TOO SLOWY TOO SLOWY TOO SLOVY TOO SLOWY

[CM hydra Mev_Joh1 MOT_SUCCESSF.. [11-20 06:19:54 454 3fhof =

Last refreshtime:  Mon Mov 251735928 CET 2002 [_| Show also control jobs

Refresh Close Show in JMC
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PluginLoader Plugin K. Benedyczak

Bl UNICORE Client

File .Job Preparation .Job Monitoring Settings Egtensiuns| Help

& | @ Lﬁ% % l Watch johs ]
ij Interactive Visualisation
{1 Joh Preparation List Jabs
Plugin Loader
Visit
= Plugin Loader (=] EI
~\site selection Available plugins on Vsite: .
LAJPIugin.jar
e e gaussianPlugin.jar
— DEBrowserPlugin.jar
ICM Biogrid DBAccessPlugin.jar
Sl sapphirePlugin jar
~Plugin properties
Name: Gaussian Plugin |
Yersion: |2.2 |
Yirtual site:
stanislaw_IA Date: 12.01.2004 |
stan!slaw_ma!n Descritpion: Pluin for Gaussian guantum
stan!slaw_mam_ﬁﬁs chemistry code. Allows for input
stanislaw_noPBS preparation and output visualization
- P Download
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ResourcesList plug-in Michat Wronski

ral Settings | EXtensians | Help

Test LM L
Resources F Show Hardware resources
Sort By: | Usite -
Usite | Wsite | MNodes | Proc/Node| Speed | Disk | Memory
. [iZha tsunami 12 1 2000 Me.  |100.0 Me. . |108.0 Me. ..
u LISt Of [iZha tajfun 1 32 12000 M. |100.0 Me. . |16384.0 .
[iZha Fydra 4 1 2000 Me.  |100.0 Me. . |125.0 Me. ..
resources Parallab  |Parallab |1 4 200.0 Me.. |100.0 Me.._ [2056.0 M.
Lo T3E_turing (512 1 12000 M, 1000 Me. . |256.0 Me. ..
=  Software
Software resources
resources
Show: |All -
Usite | Viite | Soffwar e
[Ch hydra Caussiands -
- SOftware [Ch hydra Amber =
resources can [2ha hydra Charmim
. [Ch hydra Cromosdaa
be filter [t tajfun Caussiand s
[Ch tajfun Cromosdaa
[ChA tsunarmi Laussiands =
Save as XML OK
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Visualizer Plugin K. Benedyczak, A. Nowinski

=101 x|
File Job Preparation Job Monitoring  Sefings  Extensions  Help
lalmlale 0 | Wisualizer plugin file chooser
[ Job Preparation Task name: |‘u’i5ualizer1
v el Select files which you wish to feteh to workstation and visualize.
Data
isualizer! MOTE 1: Destination must be 'Local'

MOTE 2: Remember about dependencies (specified below files must exist before this task wil.
Resources rSpeciaI Setlings :
Dependencies

Task Dependencies B W | =3

|| Filein Job Directory | Destination |  File at Destinaion | Cwerarite File(s) | Binary |
| out Local ¥ |out v [
|
9111
Wisualizeri
1112
=

saved yet | | 11k




Visualizer Plugin
-

K. Benedyczak, A. Nowinski

File Job Preparation Job Monitoring  Sefings  Extensions  Help

=10 x|

RS N TN W
[ Job Preparation
D | @& I

& |F8 New_Wisualizer

& = New_Scriptf
& |F8 New_Wisualizer

& Mew (Saussians
o |j tydra_globus <Globus=
o [J Iatimeria <NJS>

¢ Bl Mew_Job1 [10:59:43 09411

¢ [Z5] New_Job2 [11:15:27 09/12) |

| 'Standard Output | Standard Ertor. | Detais [[Log | VISUALIZATION |

Diata file: File format: Renderear;
out W Gnu Plot 20 format - = Simple x-y araph  w
= i Legend:
i w Data set nro
4.0 i
= i
; 3.0
<L i
2.0 i
IIIIIIII|IIIIIIII|IIIIIIII|
1.0 2.0 3.0
Axis x [

JMK)




SapphireVis plugin

A. Nowinski

tings Extensions Help

r Standard Output r Standard Error r Details r AJO view r Visualization |
(2P0t 12 |~||__property | walue  |[gar Renderer
|9 CIvinual Graph 13 || |2nableAutos. . True Area renderer
i P [ Anes i ﬁn&ﬂeﬁ«utos... ::r'i'e Glyph renderer
n i IPAxes alse R
pe Line ren derer
D A}{fs 25 |55 legendsyisible False Line mes h renderer
[ Auis 26 name DataPack 10
@ ] DataPack 9 \izible True
3 ataRenderer| 4|
| | | (data | components
= -
.
.
3
*
N
\I
)
\J

I h

i .

< \

\‘
] L \
N\

i

N
\‘\
|’ ’-ﬂl‘.\\\“
ALl rlrl,,“m,[lﬂﬁ:j-ma-__ |
0.0 15.0 20.0
Axis x

Provides quick
visualization for results
files

Allows quite advanced 2D
visualization

Easy in use

Simple sample of sapphire
library power
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PDB search plugin

& PDE Search

M. Wronski

|SearchLite | Adv. Search | Display Options | Query Results | Details | Visualization |

=] B3

Simple and
advanced
search

PDB ldentifier:

rCitation Authar

User can use
different
mirrors

Title:

The best one
IS selected

(fastest
answer)

PDB HEADER:
Exp. Technigue:

Text Search:

rSelecting Options

Compound Information:

[ ]

Citation Author: |

[¥] Authors of primary citation onhA

Contains Chain Type

-
1
u
=
=]

ez No o lgnors

DNA: (O il

lgnore
Protein: 2] &)
o RNA: O O (@
() o
il

Enzyme:
Glycoprotein:
Carbohydrate:

-- select one -- bl

DHARNA hwbrid: ) ICY

DD 0 W

[_] Select a subset of results with sequence homologues removed

at | 90% | sequence idendity

1]

Adv. Search Reset Form Cancel
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PDB search plugin M. Wronski

& PDB Settings =10
fQuE[y:El_er | Mirrors | ‘-J'i_'s_u_alizatiu'n‘|

User can use
different
mirrOrS —hdirrars

Add...

URL:

| hitp:fivesee resh . orgfpdbicgifresultBrowser. coi
The best one P GiRERIED g

hitp:frutgers. resb.orgfpdbfecgifresultBrowser.coi

is selected e iom < [ ~ |

hitp:iipdb.cedeo.a

(faSteSt ﬁ.- hitpefircsbacm. edu plipdb/cgiresultBrowser. cgl => Connection Error
answer) = hitpoffwrarw rosh, orgfpdb/ogiresultBrowser. cgi == 34.49 sec
httpfpdb code. cameac uld'pdb/cguresultBrowser. g == 60.75 sec

hitpdimatgers rosh orgipdbfcouresultBrovweser cgi == 71.79 sec

Quality of Senvic 0K

OK Cancel
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PDB search plugin M. Wronski

& PDB Search S =]
| SearchLite | Adv. Search | Display Options | Query Results | Details | Visualization |

SearCh Title: Crystal Structure Of Human Tyrosine-Protein Kinase C-Src, In Complex With :

results Amp-Prp

Compound: Mol Id: 1;Molecule: Tyrosine-Protein Kinase Src; Chain: Null;Fragment: Residues
86-836, Containing 5h2, Sh3, Kinase 2 Domains and C-Terminal Tail; S¥ynonym:
C-Src, PA0-Src;Ec: 2.7.1.112;Engineered: Yes;Biological [Unit: Monomer

Authors: W, X, A. Doshi, M. Lei, M. J. Eck, 5. C. Harrison

Exp. Aethod: X-ray Diffraction
Classification. Tyrosine-Protein Kinase 5
EC Mumber: 2.71.112 1
~ouree; Homo sapiens

Frivaary Citation: Xu, W., Doshi, A., Lei, M., Eck, M. J., Harrison, 8. C.: Crystal Structures of C-Src
Reveal New Features of its Autoinhibitory MechanismMofecifar Cell ppih29 (19979)

[ Medline |

Deposition Date: 29-Dec-1993 Feleqse Dgte: 22-Jul-1999

1]

Save
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PDB search plugin

&3 25RC X-BAY DIFFRACTION =]
. . . Eile Edit Dizplay Colours Options  Settings  Egpart Help
Visuaizatior - m
with external
. PDB Search H=
paCkageS rSEarchLite |’nuu. Search rDispIayr Options |/Quer].r Results rnetails r\ﬂsualizatiun|

Rasmol

JMV

Jmol

User-defined
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Sequence search plugin M. Wronski

=l
Search | QueryForm [ Query Restlts | Detais. | Visualization |

Search Nucleotide for, |Ieukemia |

interface
All Fields b
[ exclude ESTs [ exclude 8TSs
] exclude GS& [ exclude working draft

[ exclude patents

[ exclude all of the above

Maolecule ¥ | | Gene Location b
Segmented Sequences w | | Only from v
Modification Date hd
WYY MM DD WYY MM DD
Modification Date | From: | |_| |_| | To | |_| |_| |

(manth and day are aptional)

~Drisplay Option

Display (20w | results at once

Search Reset Cancel

DEBrowser Plugin
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Sequence search plugin

& Mucleotide Search

Detailed QueryForm | QueryResults | Details | Visualization |

Summary Information

=10 x|

\/IEB\A/ LOCTs M 292773 951 bp mENA linear PRI 17-0CT-2003
DEFINITION Homo sapiens similar to ABO histo-blood group B transferase
[LOC342885), mRNA.
ACCESEION M 292775
VERSICON M Z892775.2 GI:3755Z060
KEYRORDS
SOURCE Howo sapiens [hwman)
CRGANIZM Homo sapiens
Eukaryota; Metazoa; Chordata; Craniata; Vertebrata; Euteleostomi;
Mammalia; Eutheria; Primates; Catarrhini; Hominidae; Homo.
COMMENT MODEL BEFSEQ: This record is predicted by automated computational
analysis. This record is deriwved from an annotated genomic sequence
(HT 011108} using gene prediction method: GNOMON.
Also see:
Documentation of NCEI's Annotation Process
On Oct 7, 2003 this sequence version replaced gi:Z9741532.
FEATURES Location/Oualifiers
source 1..851
Jorganisw="Homo sapiens"
/mol type="mRNA"
Adb xref="taxon: 606"

1]

Save
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Sequence search plugin

21

Simple
visualization
based on
BIOJava

v oA Nucleotide Search e O X
( QueryForm r Query Results |/ Details |/ Visualization |
_ I
T H A eotide Sea B O X
( QueryForm r Query Results |/ Details |/ Yisualization
1:NC ) @ Horizontal (' Vertical
Duscul
gi|20Z | Scale: | =)
Lines: 2 E E
et R LD TN
DlSC'Lll = = = | B8 = H = s
g1 204 .

EHIN e
Evach

4 N
Evach

?WWW?F‘P’QFW

5 Q00

W, L0000 11

20000 35000 4000

=] a

15000 20000 25000

10000

0 45000 50000 55000 G000 65000 70000 75000 S00C

MRMA TE42, 37265 {([<5642, ST, (L0804, 10976]), ([12496,12656]), ([14136, 14266]),
([144032,14522], (16852, 16387]), (17821, 17959], (18068, 18122]), (19456, 19570]), ((22623,23752]),
([25885,26052]), ((29102,29240]), ([22621,22728]), ([23595,27265])}

L

=
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DBAccess Plugin

& Access to the

SQL databases T;sl;l‘dame: DBAccessSeript |
 Sefings | Baich Mode | File Imports | File Exports |

C MySQL SOl seme
¢ Postgress

w PostgreS0L O MySQOL O Other

¢ SRB Host: |u|traBD | Fart: ’7
~Lagin
User: [bala | Dafabaseiftest | Password:| |

¢ Results can be
saved in the file SELECT* FROM fab]

| *Standard Output: | Standard Error | Detais | Log | DBAcaess Outsome |
¢ XML output  Tbei~

id |name i |surname |bir‘[hdate
; Jan Kowalski 196506-15
Michal Wronski 19800902

e L

Output Format. | XML -

(L1 Put output into file: | |

1st Unicore Summit 11-12/10/2005 | P. Bata (ICM/UMK)



FileConv Plugin

M. Wronski
L - UNICORE Client s O X
File Job Preparation Job Monitoring 5ettings Extensions Help
& e ]2l @ | | Task | File Imports | File Exports |
7 Job Preparation Task name: (Mew_FileCorys
o [ new jon1 | XSLT processor: | XMLzLibXSLT |
[L3] Mew_FileCanys || B @
; Source | Destination | Stdeshest |
il autl | DRACCess- =Plain - |
| lin2 autz | DBACCess- =Plain v |
| @) & i |
[_1 Job Monitoring
o ﬁ euklides
&= N lADewicE <|Aax
&= N auklides <5
LQ; michal wronski |New_Jnt:|1 not saved wet, | 17Mhb 1
23 1st Unicore Summit 11-12/10/2005
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Adam3k

K. Benedyczak

 Advantech ADAM5000

« Deamon for the device running
on the target system

 Management of the cluster
hardware

Access to the external devices

Coilno 1

2
Turh OMMOFE | L] l;J @ | @ i i (-]
Switch Ry Ry Ry Ry Ry & &y

[_| Continous refresh (monitor)

\i
;]

Refresh rate

Switch turns the coil on, then waits and
finalhy turns the coil off.

Switch wait time: (1000 ms

Module description: S relay output module used to reset
cluster nodes.

-Server selection

24 1st Unicore Summit 11-12/10/2005
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DeviceSteer

K. Benedyczak

= Access to the external devices

« Thermometer connected through serial port to TSI server
« Deamon for the device running on the target system

* DeviceSteer Plugin

& Devicesteer

=10 |

~Thermometer

Temperature: 1» 483 probing time: 01:12:18

Refresh Continuous refresh

|

Refresh rate (s)

5 10 15 200 2%

30

~Connection

Connect with device Close

Status: Connected to s-score
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DeviceSteer

26  1st Unicore Summ

File Job Preparation  Job Maonitoring

Settings Extensions  Help

K. Benedyczak

=10l x|

BR[04 P o

:|-Reex JPA panel

1 Job Preparation
. New Joh2
¢ [ New_Job1

Generic_job_5

5 N zamO0%_GRI .

¢ £ oM
e [ hydra <NJs>

o [J latimeria <NJS>
e |j monsun <MJs=
e [ tajfun <NJg>
¢ T UMK
|j s-soorg <MJS=
¢ [l New_Job1 [10:07:00 0

& |j hydra_globus =Globus>

9— DBAccessScripl2 |+

Marme: |New_Reex1

Select task type: | Loop queny -

Desaription: [This action queries a thermometer in loop.
After each iteration it sleeps for defined time.

Parameters:

wiait - (integern) How long to wait (seconds)

iter - finteger) How many iterations

pott - (integern) Port of thermometer device
Task parameters: Farameter names | Walug

port 224

iter 100

it 1

[¥l Save results to file: |reex_output1 |

~Results grabber only

Grab results from file:

Current list:

| || aad

ﬁlﬂNew_.JobE not saved yet




DeviceSteer K. Benedyczak
-0l

File  Job Preparation Job Monitoring  Seftings  Extensions  Help

il RS RN e I | Reex results |
3 Job Preparation -P:ieliloutcome
9 [ New_Job2 [01:24:22 06/152003]
4 New_Reext _
i (=} .
? New_Job1 - Legind. t
Genetic_job_5 g rom ol
@ 230
= j
(A
= i
L]
l_ -
GLIE m| 1
T ] & =T T i
? New_\_lob1 [1[:][:]?0[:][] TTTT ||||||||| ||||||||| ||||||||| ||||||||| ||||||||| ||||||||| ||||||||| T
@- DBJ&lGGeSS 0.0 1.0 20 3.0 4.0 .0 G.0 T.0
Time [min]
¢ New_Job_1 [
& Gl New Reexd
& = New_Script!
o Mew Reei? Date & Time ~ |Measured value |From file
L0 Hew_neex : 04/06/2003 21:12:03 22 84 out -
e Mew_Job_2 [21:23:17) |3 D40GBL2003 211207 2281 aut
: 04062003 21:12:11 22 7T out
@" New_Seripl2 ég 04/06/2003 21:12:15 2 81 out
& Gl New Reex? D406/2003 21:12:19 22.84 out |
® New_dJob DANRLO0E 211223 > 31 allt

27 1st Unico |1—|J0b Maonitoring: MNew_ Reex2




IVis K. Benedyczak, A. Nowinski

* |Vis concept e
— data stream {UNICORE Client puﬂ
— performance ot
— firewalls g% =
= O
— Stream data through
UNICORE Gateway {UNICORE Gateway 'V'&?M
using Gateway plugin
— Simple authorization I “
— Multiple clients can NS Nis
connect to the single NJS (lvis server)

visualization
— IVis is available at 8@
SourceForge m uspaces

lvis enabled NJS
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IVis - remote file access GUI K. Benedyczak, A. Nowinski

Plugin allows for easy files download from running job
directory and visualization (or export to disk)

Interactive Visualzation

Session: | Nevy_Jobl@localSite:local

v|| Add selected job | | Remove

Flles: ~File infn

File: output.tst
.f mden

Transfer in progress.
o outputbxt

-Add transfer:

File name: | |

Interpret as: | -~ NO VIEW--

[[] save as: |

[¥] lkkeep watching

Stop H Remove ‘
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IVis — build-in visualization

Johb:

~Transfers:

New._]obl@siSession: | New_|obl@goibi_noPas:Local SITE

o
. ddd

| output.dat

~Add transfer:

File name:

Interpret as:

[ save as: |

(vl keep watching

| idd selected job | | REmaove | | DirTest
e
iles ——————
| Variables | foad 5
E |ﬂ1ﬂ_1 -.nl _| |
¥ load_5 Eu.—m
[ load 15 3 — |
= 0.35 ] f I
v et used {i————= ; l—‘—\ﬂ
— 030 =] o
Hold 3 |
T— 0.5 |
-I L] L] L] [ L] 'I
Ii 0.0 §04 104 La0.A 1200 1440
]
--NO V MenT, used
- | |
£ 1903000
5 B e e
ClasIan g _.i_ i
LEA0A0E0 = f |
L75A00.0 =] | ] .
L I .I |
| Mgl e ] (R —, |
-I 1 [ ]
40,0 a0, 10,8 Laoa 17,0 149,08
1 [ . |
Al ¥
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IVis — build-in visualiza

on

Currently Amber job monitor
IS provided

Plain text file preview is
available

Any ASCII data file can be
Interpreted

Other visualizations can be
easily added, depending on
requirements

|le_Jnh1@|utalS|te:lntal hd b | Remove
Amber energy: mden
e
Variables |
[¥ EKinetic EKinetfc
[¥ Temp "
Fre00.0
[— T_solute g 3 i
i 7300.0 = v2
[ Tsolv S s T
Pres_scal_solv T :
= S 11 132 1.3 1t
¥ MIRIAL X
[V WIRIAL ¥
[— WIRIAL_z
Interactive Visualzation
[Z E_pot !
a Session. | New_|obl@localSite:local hd b Remove ‘
[C Evdw E —
fc e
300.0| ((Files .~ Amber energy: mden
[C Eel I L
295.0
[ EKinetic Temp
[¥l Temp
[¥] T_solute -
Interactive Visualzation
o \ob. - ad s " Remove |
CFiles  Amber energy: mien | Text viewoutpulit | Text viewoutputdat = i
| File oulpuLdat Read sofar 4,999 byes —— ™~
File content:
6§ 0.0000000000E+00 — 30353 14176E+05 060328044636+ 04 —4538504623E05 B
7 0. P 0.00000000B0E+ 00 m
+00 0. +00 0. 400 0.0000000000E+00
o 0. 0.0000000000E+ B0 T T
0 30 0.1030000000E+01 - 3204883909E+05 07349270470E+04 170 175 100 185 190
10.3009700409E+03 0.3009700409E+03 0.0000000000E+00 0. 1000000000E+01 t
0.1 1 0. 0. 2 0.4960000000E+02
400 0. 400 0. 400 0.0000000000E+ 00
4 0. ) 0.00000000DOE+ 00
0.0000000000E+00 - 1850565452E+05 - 1912130001E+05 - 1860168500E+05
6 0.0000000000E+00 - 33398 10956E+05 0.6010897544E+04 - 4540900711E+05 T,Sﬂl'ute
7 0. 0. 0.0000000000E+ 00
00 0. 00 0. 00 0.000000D0D0E#00
0 0. 0.0000000000E+ 00
0 40 0.1040000000E+01 -.3204923850E405 0.7363272644E+04 /
10301543463 1E+03 0.3015434631E+03 0.0000000000E+00 0.1000000000E+ 0L '
1 0. 0. 12 0.4960000000E+02 = {
00 0.4 00 0. 00 0.000000000E+ 00
4 0. 0. 0.0000000000E+ 00 '
0.0000000000E+00 ~. 18907 17630E+05 - 1875 194769E+05 ~ 18623935 LIEH0S W
6 0.0000000000E+00 -.3941251115E+05 0.6021198714E+04 - 4543370986E+05 L
7 0. P 0.00000000D0E+ 00 — i
0. ) 0.00000000DOE+ 00
L 0. 0.0000000000E+ B0
0 S0 0.1050000000E+01 - 3204901915E+05 0.7324351624E+04
10.2999495551E+03 0.2999495551E+03 0.0000000000E+00 0. 1000000000E+01
0.1 1 0. 0. 2 0.4960000000E+02
0 0. 0.0000000000E+ 00 T
4 0. 0 0.00000000DOE+ 00 170 175 1.80 185 190
0.0000000000E+00 -.192739688GE405 - 18505 77682E+05 — 186148 1484E+05 '
6 0.0000000000E+00 - 3837337077E+05 0.6052226680E+04 - 4542559745E+05
7 0. 0. 0.0000000000E+ 00
0. 0. 0.0000000000E+ 00
0 0. 0.0000000000E+ 00
0 60 0.1060000000E+01 - 3204971106E+05 0.7365830499E+04
1 03016506705E+03 0.3016506705E+03 0.0000000000E+00 0.1000000000E+ 0L ]
0. 0 2 0.4260000000E+02 T —
o 0. 0.0000000000E+ B0 N >
ki 0. 0. 0.0000000000E+ 00
0.0000000000E+00 - 19431312 11E+05 - 185954B346E+05 — 184903 2036E+05
6§ 0.0000000000E+00 -.39415€0156E+05 0.6059682597E+04 - 4547528416E+05 Close
+00 0. 400 0. 400 0.0000000000E+ 00 g
0.0000000009E+00 0.0000000000E+ -
Close
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IVis — build-in visualization

File

mal graphs carel time cord

file dizplay zelect dyn comj

scene display zettings
reset

perspective [ hlack

scale scene

—)

sxale balls and sticks

=y

image quality

=0

line thickness

|:|U

depth cueing limits

har co

nane |« colar

solid color -

1  —
A v
10 20
ribbon display
i dth

32  1st Unicore 5um/r

K. Nowinski

MolDyAna
visualization

Reads
streamed
data

P. Bata (ICM/UMK)



IVis performance

 |Vis tests

— Throughput is well acceptable

— 2D and 3D visualization
— Works with Amber, Gromos

100Mbit LAN, no routers

j—
w

—_
N

—_—
p—

o

Ne]

| | Medium
theoretical
maximum

[ |RAM >
RAM

| |HDD-
>HDD

SO —= N W b UIT OO N ©©

1TMbitWiFi +LAN with 3 ro

1,4
1,3
1,2
1,1

1
0,9
0,8
0,7
0,6
0,5
0,4
0,3
0,2
0,1

0
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uPortal 2 4 - Mozilla Firefox

File Edit Wiew Go Bookmarks Tools Help

(:EI - L; - %l @ | http:f.-ftarawa.icm.edu.pl:EDEDIUF’urtal.-‘tag.SQDdEQIFfMEQ?cd.render.userLayuutRnutNude.targe|V‘ ||§L !

| | Fedora Linux | | Mozilla Firefox Help | | Mozilla Firefox Discus... | | Plug-in FAQ

it S R e B ]
| =
VRS ]
Changs USita Wybierz typ skryptu: I bash |
wScTiptd
T tarawa biogrid.icm.edu.pl 5533 Podaj nazwe skryptu:

1ls -1R / |head -n 1000
pwd

|j Warsaw I Set as currant I

testSeript! | Setas cument |

TestSeript? | Setas cumsnt |

testSeriptd | Setas cument |

testSeriptd | Setas cument |

TastSScript | Setas cument |

testSripte | Setas cumant |

testSeripts | Setas cument |

TestScripts | Setas cursnt |

[E] [E] [E] [E] IE] [E] [E] [E] [E]

testSeriptd | Setas cument |

|j Torun I Set as current I MI

Warsaw

Warsaw

NJS information : NJS start time: Fri Nov 19 10:36:20 CET

| Done l

20 o S S IS O R S o e I 7/ 7/ 1 - C L€ Ay '||(}'




Wybierz typ skryptu: I hElEh J

Podaj nazwe skryptu: |

Wynik praby submitowania skryptu:
Job subbmited sucsessfully

_Fun Seript.| Job submission.
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QIZAE e
" | Forthe job: MyScript8 on s “ QE hﬂiﬁl

stdout For the job: MyScript8 on site: Warsaw get:

stdout stderr log

This script was created and s
UNICORE - start of user outpl

’: 15:44:15 09/12 5 Initial user incarnation is <unicore_demo/> Y | &
' 15:44:15 05/12 C Arrived at Warsaw
total Z08 .
AT W —XT—% 5 root Toot A 15:44:15 09/12 S Status is now READY
15:44:15 09/12 S Status is now EXECUTING. Message: Start processing of AJO
drwxr-xr-x 3 root root 41
15:44:15 09712 T Starting to execute
lrwxrwxrwx 1 root root 15:44:15 09/12 T I i U
drwxr-xr-x 22 root root 118] e UEAEDALINE & ?P?C? . . .
15:44:15 09/12 T AJO and Uspace initialised. Starting execution
drwxr-xr-x 97 root root & , . !
i 15:44:15 09/12 T Starting child action
WXT -XT-X ¥ root root 41 , d
T — 2 root Toot a1 “MyScript8_ACTIONGROUP_1102603455028_17 /5967 56d>

15:45:19 08/12 T Child action done
“MyScriptB_ACTIONGROUFP_1102603455028_17 /5967 56d> with status <SUCCESSFUL:
15:45:19 09/12 T AJTD execution finished, now clearing Uspace incarnation

drwxr-xr-x 10 root root 41
root root 163
drwxr-xr-x Z root root 41

3
;

drwxr—xr-% 4 Toot Toot af 15:45:19 09/12 5 S5tatus is now SUCCESSFUL g
E N — 3 root Toot a( 15:45:19 09/12 T Uspace cleared. Finishing
dr-xr-xr-x B0 root Toot 15:48:29 09/12 5 RetrieveOutcome request from <EMATLADDRESS=kuraflicm.edu.pl,
drwir-x--- 19 Toot Toot 41 CN=kura, OU=ICM, O=UW, L=Wa, 5T=MA, C=PL>»
dmee—r—x 7 root poot 81 15:48:29 09/12 T Complete Outcome (including incarnated data) will be sent to
drwsxr-xr-x 3 root root 4 | [client
drwxrwxrwt 11 root root 4l 15:50:02 09/12 5 RetrieveOutcome reguest from <EMAILADDRESS=kura@icm.edu.pl,
drwsr—xr-x 2 Toot Toot ad | [CN=kura, OU=ICM, O=UW, L=Wa, ST=MA, C=PL>
drwxr-xr-x 30 root root  4d | [15:50:02 09/12 T Complete Outcome (including incarnated data) will be sent to
drwxr-xr-x 26 root root 4 | [client
15:57:05 09/12 5 RetrieveOutcome reguest from <EMAILADDRESS=kura@icm.edu.pl,
CN=kura, OU=ICM, O=UW, L=Wa, ST=MA, C=FPL>
a 15:57:05 09/12 T Complete Outcome (including incarnated data) will be sent to [
client -
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Adam2k GridBean

K. Benedyczak

=]

[ Adam 5000;TCP | Options |

- Application Client - Adam5kGPEFPlugin GridBean E]@E]
File Tools
- Application Client - Adam5kGPEPlugin GridBean
fTargetSvstems rAdamSkGPEPlugin r0utcume | File Tools
Registries Jobs (TargetSvstems rAdamSKGPEPIugin r0utcume |
localhost i Job 1D
7| Adam5kJob_1

Mame: |[AdamSkjob_ 1

Adam 5000/ TCP info

Target Systems
Embedded Linux TSS

Module info

Slot: ©

IP address: 10.0.0.1

Unit ID: |1

Description: Controller case - ADAM
S000/TCP

Mumber of modules: |1

Module selection: |Adam5068 =

Description: 5 relays output module uzed to
reset cluster nodes.

Actions
Storages -
Temp
Root Action details
Action
Switch coil

|e:~:amp|egpecliemcen_|Fetching Qutcome for jokb AdamSk]ob

Description: Action turns specified below coil
CM, then waits for Switch time ms
and finnaky turns the coil OFF.
dnless in werbose mode it doesn't
produce any autpur,

Coil number: ' b 1

1 2 3 4 5 6 ¥ B8

Switch time: |1000 ms

37 ]SZ" Un/COI‘e 5U/77m/l' 1] ]2/10/ |e:~:amp|egpecliemcen Fetching Cutcome for job AdamSk]ob_1 finished.
= pa

Running Threads: 0

Mtk e B

7



GPE AppletClient J. Jurkiewicz

==

J uPortal 2.5.0 - Mozilla Firefox
Bllk Edycga Widok PrzejdZz Zakladki Marzedzia Pomoc

o R
q‘il - I_V) - % |_._] @ |U http: (flocalhost: 5030 /uPortal ftag. aaf19d9ee 124f96a. render, userLayoutRootMode . LPPUP_spar: V| @ Idi |@,

| D 50 :
ortal wﬂji:jiﬂ

by JASIG

[ Aktualnosd P Rozpocenij przygode. ..

Action
1’ JobList | Input | Output
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GPE AppletClient J. Jurkiewicz

T ————
| (AL
' CRewkaympplet

ICIEIES ]

Action
( JobList | Input | Output |

[ Stdout | Stderr | Log | Images |

Filena..|0 |1 I > |

39 15t




GPE AppletClient

J. Jurkiewicz

3 uPortal 2.5.0 - Mozilla Firefox

Pllk Edyca Widok Przeidz Zakltadk Narzedzia

Pomoc

QE - I::;f * @ |_,1 @] |L| http: flocalhost: 3080 /uPortal ftag. aaf19d9ee 124f96a. render, userLayoutRootMode, UP?uP _spar: Vl @ Idz “@, |

|7 Aktualnoss P Rozpocenij przygode. ..

ortal

by JASIG

DB X

Welecome Developer Usar

Action
[ JobList | Input | Output

blablablasss

SUCCESSFUL

Embedded Linux TS

bl

SUCCESSFUL

Embedded Linux TS

pb2

SUCCESSFUL

Embedded Linux TS

present

SUCCESSFUL

Embedded Linux TS

pb3

Embedded Linux TS

pbd

SUCCESSFUL

Embedded Linux TS
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Lesson learned

41

Plugin is a very good concept
However....

development must be easier

configure rather than program

— Amber, GnericPlugin

plugins too much depend on the UNICORE Client
UNICORE is a moving target

— plugins are difficult to maintain

need for modularity and internal workflows

— MetaPlugin

applications are changing

1st Unicore Summit 11-12/10/2005
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