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»>NGS Summary

* History of gLite WMS on the NGS.
 Compatibility issues on NGS sites.
* How we’ve set it up / NGS constraints

 What users can do with it on the NGS
+ differences from EGEE/GridPP.
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+2NGS History

e glite 3.0 RB Distribution 2006 (SL3 32bit)
* NGS glLite RB Installed late 2007.

— Unreliable

e glite 3.1 WMS Installed April 2008 (SL4 32 bit)
— Requires VOMS/LCAS/LCMAPS support
— Never put into production
— Dec 2008 service support transferred to JFC

— Known working in Nov ‘08 but not by July "09.
* Problem #1 : Who signs the VOMS credentials
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“NGS

3.0RB vs 3.1WMS

calure R
Access Interface EB service (WMProxy)
Authentication gridsite/gacl

ob submission engine globus ondor
Scalability Ok a day for 5 days

imited

O

OMS
Delegation
Bulk job submission
Bulk match making
ultiple jobs sandboxes
Asyncronous submission
Batch params passing

oL fimited |
SubCluster support o
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o NGS VOMS Attributes
Debug

[user@ngsui02]# openssl x509 -i1n /tmp/x509up p8534.FilevvKCSb.1l -text -noout

*  Shows an x509v3 extension number 1.3.6.1.4.1.8005.100.100.5 which contains the VOMS attributes.
*  OpenSSL doesn’t know how to interpret this custom field. Not part of openssl x509

[user@ngsui02]# openssl asnlparse -1 -in /tmp/x509up_p8534.TfilevvKCSb.1l | less

358:d=5 hl=2 I= 10 prim: OBJECT 1.3.6.1.4.1.8005.100.100.5
370:d=5 hl=4 1=2204 prim: OCTET STRING

* Look for the number at the start of the OCTET STRING following the x509 extension object.
ie "370" in this example. Then:

[user@ngsui02]# openssl asnlparse -1 -strparse 370 T in /tmp/x509up p8534.FilevvKCSb.1
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-7

NGS Who signs the VOMS

attribute ?

=1 GSI-SSHTerm [ngsui02.ngs.rl.ac. uk]

File Edit Yew Tools
REHG A
O0:d=0 hl=4
4:d=1 hl=4
8:d=2 hl=4

12:d=3 hl=4
16:d=4 hl=2
19:d=4 hl=2
21:d=5 hl=2
23:d=6 hl=2
25:d=7 hl=2
27:d=8 hl=2
29:d=9 hl=2
31:d=10 hl=2
33:d=11 hl=2
38:d=11 hl=2
42:d=9 hl=2
44:d=10 hl=2
46:d=11 hl=2
51:d=11 hl=2
61:d=9 hl=2
63:d=10 hl=2
65:d=11 hl=2
70:d=11 hl=2
76:d=9 hl=2
78:d=10 hl=2
80:d=11 hl=2
85:d=11 hl=2
90:d=9 hl=2
92:d=10 hl=2
94:d=11 hl=2
99:d=11 hl=2
113:d=6 hl=2
117:d=4 hl=3
120:d4=5 hl=3
123:d=6 hl=3
126:d=7 hl=3
129:d=8 hl=2

|@ |ngsuioz.ngs.rl.ac.uk:

Proxy

2 8/

Help
j:'l_
cons:
cons:
cons:
cons:
prir:
cons:
cons:
[=T=3st=H
cons:
cons:
cons:
cons:
prir:
prim:
[=1=3s=H
cons:
prim:
prir:
cons:
cons:
prir:
prim:
cons:
cons:
prim:
prir:
cons:
cons:
prir:
prir:
prirm:
[=1=3st=H
cons:
cons:
cons:
cons:

RV BID 00 X 7?58
SEQUENCE
SEQUENCE
SEQUENCE
SEQUENCE
INTEGER :01
SEQUENCE
cont [ O ]
SEQUENCE
cont [ 4 ]
SEQUENCE
3ET
SEQUENCE
OBJECT
PRINTABLESTRING
SET
SEQUENCE
OBJECT
PRINTABLESTRING
SET
SEQUENCE
OBJECT
PRINTABELESTRING
SET
SEQUENCE
OBJECT
PRINTABLESTRING
SET
SEQUENCE
OBJECT
PRINTABLESTRING
INTEGER 14066
cont [ O 3
SEQUENCE
cont [ 4 ]
SEQUENCE
SET

:countrylame
UK

rorganizatio
saSicience

rorganizatio
:CLRC

:localitylNam
:RAL

: cormmoniame
imarian klei

|Unknown

0:d=0 hl=4

4:d=1 hl=4

§:d=2 hl=4
12:d=3 hl=4
16:d=4 hl=2
19:d=4 hl=2
21:d=5 hl=2
23:d=6 hl=2
25:d=7 hl=2
27:d=8 hl=2
29:d=9 hl=2
31:d=10 hl=2
33:d=11 hl=2
38:d=11 hl=2
42:d=9 hl=2
44:d=10 hl=2
46:d=11 hl=2
51:d=11 hl=2
63:d=9 hl=2
65:d=10 hl=2
67:d=11 hl=2
72:d=11 hl=2
83:d=9 hl=2
85:d=10 hl=2
§7:d=11 hl=2
92:d=11 hl=2
109:d=6 hl=2
113:d=4 hl=3
116:d=5 hl=3
119:d=6 hl=3
122:d=7 hl=3
125:d=8 hl=2
127:d=9 hl=2
129:d=10 hl=2Z
134:d=10 hl=2
138:d=8 hl=2

|Connected

1=2090
1=2086
1=2082
1=1802
1= 1
1= 92
1= 90
1= 84
1= 82
1= 80
1= 11
1= 9
= 3
1= 2
1= 19
1= 17
1= 3
1= 10
1= 18
1= 16
1= K}
1= 9
1= 24
1= 22
1= K}
1= 15
1= 2
1= 143
1= 140
1= 137
1= 134
1= 11
1= =]
1= 3
1= 2
1= 17

cons:
cons:
cons:
cons:
prir:
cons:
cons:
cons:
cons:
cons:
cons:
cons:
prir:
prir:
cons:
cons:
jad e ((H
prir:
cons:
cons:
prir:
prir:
cons:
cons:
prir:
prir:
prirm:
cons:
cons:
cons:
cons:
cons:
cons:
prir:
prir:
cons:

SEQUENCE
SEQUENCE
SEQUENCE

SEQUENCE
INTEGER :01
SEQUENCE
cont [ O ]
SEQUENCE
cont [ 4 ]
SEQUENCE
SET
SEQUENCE
OBJECT
PRINTABLESTRING
SET
SEQUENCE
ORJECTT
PRINTABLESTRING
SET
SEQUENCE
OBJECT
PRINTABLESTRING
SET
SEQUENCE
OBJECT
PRINTABLESTRING
INTEGER : 5445
cant [ O ]
SEQUENCE
cone [ 4 ]
SEQUENCE
SET
SEQUENCE
OBJECT :countryName
PRINTAELESTRING UK
SET

:countrylName
UK

rorgEndizatio
:efcienceCd

rorganizatio
thuthoricy

: commoniame
UK e-Scienc
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VVhAProxy

WMProxy is a component

[ ppe— developed as a WEB

” | service, to access the

W:Proxy ; WMS.

— |t was developed to satisfy
the need to improve the
performance of the existing
component (NS) and to

comply to the emerging
standards (OGSA).

* |t uses gridsite, fcgi and ssl

apache modules.
*Gridsite fixed for VOMS signing later versions  _ j e is based on a solid

and gLite 3.2 distribution. existing technology
*Back ported fix on works with CN=proxy but not — It's in C++ rather than java.
CN=proxy/CN=proxy/....

Connecting Research



2% NGS VOMS Server Signing

e VOMS Core User and Reference Guide

server to ease debug. Never use it on produc-

tion servers. Use of this option is guaranteed to
severely hurt scalability. and should not be speci-
fied on a production server.
Lets you specify a file from which options will be
loaded. Thus file should have exactly one option
per line. and option that do have values should be
specified in the format “option=value
OBSOLETE. This option will be removed in the
future. Do 7ot use it.
Specifies the location of the DB interface library.
If this 1s not 1n the library search path, than the
full path should be specified. This 1s a required
option

—compat Specify for compatibility with databases created
by VOMS 1.5.4 or before. Only makes sense if
the underlying DB 1s MySQL.
Specifies the timeout after which an inactive con-
nection should be dropped. Defaults to 60 sec-
onds.

—contactstring Specified the hostname for the DB.

1D pecifies the port where My

—mysql-socket Specifies the socket where MySQL is listenir

—newformat Creates AC in the newer, correct format. Wam-
ing! Specifymg this option breaks compatibility
with VOMS APIs version 1.6.8 or before.

—loghile

—loglevel

PUBLIC
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bt NGS VOMS Proxy CN Bug

=1 GSI-SSHTerm [ngsui03. ngs.ac. uk]

File Edit Yiew T
& EHE | * B 008 X

RAL High Performance Computing Services Group

~

—

o
=

IT

[
k=]

Configured by PXE/Kickstart: 2009-07-29 17:36
Admin contact: Jonathan Churchill <jonathan.churchill@stfc.oC.uk>

[ngs0055@ngsuil3 ~]§ voms-proxy-info -all

subject : /C=UK/O=eScience/0U=CLRC/L=RAL/CN=jonathan churchi/ 1/CN=proxy/CN=proxy/CN=proxy/CN=proxy
issuer : /C=UK/O=eScience/OU=CLRC/L=RAL/CN=jonathan churchi ll/CN=proxy/CN=proxy/CN=proxy
identity : /C=UK/0O=eScience/0OU=CLRC/L=RAL/CN=jonathan churchi 1/CN=proxy/CN=proxy/CN=proxy

type I proxy

strength : 512 hits

path : /tmp/xsogup_p83?4.fileHunzq‘1

timeleft : 167:30:47

=== V0O ngs.ac.uk extension information ===

VO ! ngs.ac.uk

subject : /C=UK/0O=eScience/OU=CLRC/L=RAL/CN=jonathan churchill

issuer : /C=UK/O=eScience/OU=Manchester/L=MC/CN=vons.ngs.ac.uk/Email=supportlgrid-support.ac.uk
attribute : /ngs.ac.uk/Role=NULL/Capability=NULL

timeleft: ':.23:59:51

uri @ voms.ngs.ac.uk: 15010

[ngs0055@ngsuil3 ~] § voms-proxy-init -voms ngs

Cannot find file or dir: /home/ngs0055/.glite/vomses

Enter GRID pass phrase:

Your identity: /C=UK/O=eScience/OU=CLRC/L=RAL/CN=jonathan churchill

G O S B O B S A O o o e oo s e s e e e e tnn e I s R B s Done
Contacting wvoms.ngs.ac.uk:15010 [/C=UK/O=sTCience/0OU=Nanchester/L=MC/CN=.yws.ngs.ac.uk/Enail=supportfgrid-support.ac.uk] "ngs.ac.uk" Done
- e By T el Al b OO O OO OO OO OIOIOIO 00T IOIOIOIONT S0 100101 G101 01Ol OO CIOIOI0 10101 Ot OO CICICIOI0IOI0R0CIOIOIOID Line

Your proxy is wvalid until Mon Nov 2 72:20:29 2009
[ngs0055@ngsuin3 ~]§ voms-proxy-infol -all

subject : /C=UK/O=eScience/OU=CLR( /L=RAL/CN=jonathan churchill/CN=proxy
issuer : /C=UK/O=eScience/OU=CLR( /L=RAL/CN=jonathan churchill

identity : /C=UK/0O=eScience/0OU=CLRC, L=RAL/CN=jonathan churchill

type I Proxy

strength : 1024 hits

path ¢ /tmp/x509up p8374.fileHGouz4.1

[ngs0055@ngsuios ~1$ ]

[ngs0055@ngsuin3 ~]§

[ngs0055@ngsui03 ~]§

subject : /C=UK/O=eScience/OU=CLRC/L=RAL/CN=jonathan churchill
[ngs0055@ngsuin3 ~]§

attribute : /ngs.ac.uk/Role=NULL/Capability=NULL

timeleft = 11:59:57

uri @ Vonms.ngs.ac.uk: 15010

[ngs0055@ngsui03 ~]§

| @ |ngsuio.ngs.ac.

{Unknown {Connected




.-r;ﬁ; NGS NGS Ul Constraints:
GSISSH Access

* Ul Access must be by gsissh / MEG
— glLite Model: SSH to Ul. Store Certificate on Ul

— UK eScience CA Policy: Users should not store
certificate on machines outside of their Institution

— glite Ul Package doesn’t supply gsissh
» glite-VOBOX supplies gsissh and gridftp
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4 Do Actions:

4 Category:
= Session = ngs0662@ngsui-dey: ~
Logging

Terminal

jonsproxy@ngsui-dev.ngs.ac.uk's password:

Mokl Last login: Fri Oct 30 17:29:09 20089 from escltO38.esc.rl.ac.uk
\eYDoal

Bell
Features

Window

» Select VOs from:

RAL High Performance Computing Services Group

Appearan Configured by PXE/Kickstart: 2009-10-27 17:38
Sppearance

Admin contact: Jonathan Churchill <j.f.churchillfrl.ac.uk>

[ngs06fZ@ngsui-dev ~
subject : fC=UKE/O
xy/CN=proxy/CN=proxy

issuer i /C=UKE/O=eScience/0U=CLRC/L=RAL/CN=jonathan churchill/CN=proxy/CN=pro
xy/CN=proxy

identity : /C=UK/0O=eScience/0OU=CLRC/L=RAL/CN=jonathan churchill/CN=proxy/Cl=pro
xy/CN=proxy

type ! proxy

strength : 1024 bhits

path : /tmp/x508up us0662

tineleft’ ¢ 11156235

=== V0O ngs.ac.uk extension information ===

About VO ! ngs.ac.uk
= subject i fC=UKE/O=e
issuer : /C=UK/O=e
grid-support.ac.uk
attribute : /ngs.ac.uk/Role=NULL/Capability=NULL
timeleft : 23:54:08

uri r voms.ngs.ac.uk: 15010
[ngs0662@ngsui-dev ~]1%

vonms-proxy—-info -all
cience/OU=CLRC/L=RAL/CN=jonathan churchill/CN=proxy/CN=pro

I
m -
m

Science/OU=CLRC/L=RAL/CN=jonathan churchill
Science/OU=Manchester/L=MC/CN=voms.ngs.ac.uk/Email=supportl

e
e




NGS Ul Login:
VOMS -gsissh

- - Intel Camniler Licen

Edit View Tools Help

=1

Yomses Files [-voms] options

= | ngs.ac.uk-voms.ngs.ac.uk

Edit [-voms] options

-voms n .uk

¥0 Roles:

{Connecting
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o NGS NGS Ul Login:
VOMS-gsissh

"
' GSI-SSHTerm [ngsui03. ngs.ac. uk]
File Edit View

HOE @B DB IV 00® X ? 58

Last login: Fri Oct 30 18:43:12 2009 from esclt038.esc.rl.ac.uk

~

Tools Proxy Help

RAL High Performance Computing Services Group
Configured by PXE/Kickstart: 2009-07-29 17:36
Adwin contact: Jonathan Churchill <jonathan.churchillfistfc.ac.uk>

[ngs0055@ngsui03 ~]§ voms-proxy-info -all

subject : /C=UK/O=eScience/0U=CLRC/L=RAL/CN=jonathan churchill/CN=proxy/CN=proxy/CN=proxy/CN=proxy
issuer : /C=UK/O=eScience/0U=CLRC/L=RAL/CN=jonathan churchill/CN=proxy/CN=proxy/CN=proxy

identity : /C=UK/0O=eScience/OU=CLRC/L=RAL/CN=jonathan churchill/CN=proxy/CN=proxy/CN=proxy

type : proxy

strength : 512 hits

path : /twp/x509up p820S5.filemSrifz.1

timeleft : 102:18:27

=== V0O ngs.ac.uk extension information ===

VO ! ngs.ac.uk

'subject : /C=UK/O=eScience/0OU=CLRC/L=RAL/CN=jonathan churchill

issuer : /C=UK/O=eScience/0OU=Manchester/L=MC/CN=vons.ngs.ac.uk/Email=supportfgrid-support.ac.uk
jattribute : /ngs.ac.uk/Role=NULL/Capability=NULL

timeleft : 23:59:50

uri @ voms.ngs.ac.uk: 15010

[ngs0055@ngsuios ~1§ |

222 {Unknown |{Connected

ngs.ac.uk
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>:NGS Ul
VOMS-gsiSSH vs MEG

* MEG

— Any SSH Client: Eg putty/ winscp/ cml ssh

— Java on desktop for VOMS MyProxy Uploader

— 2 Step Login

— Allows (in theory) SARoONGS login w. FedID/Passwd
 VOMS- gsissh

— Java on desktop for client.

— 2 Step but integrated login.
— No SARONGS support

* Jobs limited to 12/24 hrs (see Long lived Proxies)

Connecting Research



’};’NGS NGS MPI Code Usage

Select Date and Display Type for Application usage over time

From Date |01-JUN-2003 00:00
Till Date |02-NO%-2009
Graph / Table | View as Graph

The number of times each application was run on each machine over the selected time period

Connecting Research




+5NGS NGs WMs Constraint: MPI

* NGS Users are predominantly MPI code users: Castep, NAMD...
e glite:12G MPISTART L

— Pushes MPI Complexity to users.

— MPISTART scripting attempts to guess local site MPI install based on site
env VARIABLES.

 NGS Native MPIRUN J
— Puts MPI start complexity to site Admins

— WMS:
Ampi r+np 16 -machinefile host$$ /usr/ngs/NAMD namd2
i nputfile > tal.out 2> tal.erro

— Site SPATH “mpirun” script munges mpirun. Eg At RAL:
mpirun. st /usr/ngs/NAMD namd2 inputfile > tal.out 2>

tal.err
* No WMS options to replace mpirun -np 16 -machinefile hostSS

Connecting Research



,:5NGS NGS WMS Constraint:
* glite WMS Model: grldftp on Ul

— glite-wms-job-submit (Submit job)
— glite-wms-job-status (Monitor until complete)
— glite-wms-job-output (Retreive output to Ul)

* Adding gridftp to Ul (from gLite-VOBOX) allows:

Type = "Job";

JobType = "mpich";

Executable = "/usr/ngs/AMBER™;
Arguments = "'sander.LES.MPI -0 -1 md.in -o md3. out #f;
CpuNumber = 4;

StdOutput = "'std.out'; StdError = "'std.err';

InputSandbox = {"md.in","les.crd","les.top"};

OutputSandbox = {"std.err","std.out"," " md3.out"};

Requirements = ( member("'NGS-UEE-AMBER™,
other.GlueHostApplicationSoftwareRunTimeEnvironment) );

e OQutput returned to Ul automatically. No -job-output

e User ‘Experience’ similar to traditional cluster submission.

— ... but job “Done” secs to mins after output arrives
Connecting Research



o NGS WMS Constaint:

Long Lived Proxies
VOMS Credentials last 12-24hours max.

WMS Will auto-renew from myproxy with
username=DN and no password.

— myproxy-init -d —n —s myproxy.ngs.ac.uk
— Can’t do this (neatly) from Ul (no certificate)

Myproxy server has to trust WMS server
- mypropxy config to allow server download.

Myproxy proxy has to be GT2 style
Not default (Ul login scripts to check)

Myproxy uploader doesn’t support —d —n (yet )

Connecting Research



tE 7 NGS NGS Compatiblity

BDII ngs.ac.uk Hostname  Settings BDI MPICH
BDII MDS-Vo-Name Short name VO support ? Test Test  AppSwRuntimeEnvMPiTest  MNote:
UKI-SCOTGRID-DURHAM duri-g3om Y N BDII Orig MPICH but should not have. OpenhPI available but not in def path
OTGRID-DURHAM duri-g3d Y N
URHA! v N
RID-DURHAM v N
UKI-SCOTGRID-DURHAM
UKI-SCOTGRID-DURHAN
UKI-SCOTGRID-DURHA

*Heterogeneous Network:
VDT, glite, Windows CS, Hector 2,

brun-short

Incomplete GlueClusterUniquelD ?

UK D-8HAM-HEP

*RHEL, SL, Debian, Windows SARSSIE

edinburgh-
compsen 2 Incomplete GlueCl
compservgla csgla-long Y 7 Incomplete GlueClusterUniquelD ?
compservgla csgla-paraliel v Incomplete GlueClusterUniquelD
csglashort /i Incomplet
csgla-viong v !/ Incomplets GlueClusterUniquelD ?
hepliv
RAL-LCG2 ralcg-2000M
RAL-LCG2 rallcg-5
leeds-ngs2
cannot run mpirun: No such file or directory
ral-ngs2
westminister-ngs2
ral-scarf
(I-SCOTGRID-GLASGOW
COTGRID-GLASGOW

glaz1-gsh

I-SCOTGRID-GLASGOW gla21q7d
XI-SCOTGRID-GLASGOW
COTGRID-GLASGOV
UKI-SCOTGRID-GLASGOW
(I-SCOTGRID-GLASGOW
(I-SCOTGRID-GLASGOW

outhgrid-ox-hep

phyoxa-longo
phyoxa-medo
phyoxa-shorto
phyoxs-long0
phyoxs-medo
phyoxs-shorto
£ york
manchester-ngs2 man ; ¥ v nNamd completes ok.
cardi cardiff

lancs v L Incomplete GlueClusterUniqueld ?
v VO Support in progress {1
Incomplets GlueClusterUniqueld ?

sheffield

nwgrid-dares 2 N Inca Config say / but none
sanger

O supported but none
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S NGSWMS

MEG / VOMS-gsi- sshTerm

1 Gl 58HTerm [ngsui03.ngs.ac. k]

a.PhD@happyuser.ngs.ac.uk

globds-url-copy

R The NGS
Nngl obppob-submito

globus-url-copy
\

i ni g Infrastruct Connecting Researc
ngsinfo-dev.grid-support.ac.ukuk



2NGS

What Can you Do With It ?

Job Types
UEE / Codes not VO's

Connecting Research



2NGS

Job types

* Single Job
— Normal: simple batch job
— MPICH: parallel jobs

— Interactive: stdout and stderr streamed back to
the client

* Collections New
— Group of jobs without dependencies

e Parametric New

— Set of similar jobs whose jdI attributes are
parametrized

* DAG New
— Group of dependent jobs

Connecting Research



g NGS WMS Collection Jo

! GSI-SSHTerm [ngsui03.ngs.ac. uk]
File Edit Vi Tools
RHEE B EH A PEVED 0@ X

alanin

alanin.psf namd. jdl namd-oerc. jdl tal.err

namd-ral.jdl output.xsc

alanin-incoming3 jobIDs nawd-leeds. jdl namd-oerc-no3B. jdl tal.out
alanin. params narmd-leeds-no3B. jdl test.jdl
‘alanin.pdb namd-man. jdl namwd param. jdl output.coor output.vel test.sh

[ngs0055@ngsuil3 namd] § ls paramjdls/
namdl. jdl nawdZ.jdl nand3.jdl nawd4.jdl  namdS. jdl namd6. jdl
[ngs0055@ngsuil3 nawd] § cat paramjdls/nawmdl. jdl

Type = "Job";

JobType = "mpich';

Executable = "/usr/ngs/NAMD";
Argurents = "namdZ alaninl™;
Cpulurber = 4;

StdOutput = "tall.out";
StdError = "tall.err";

Myproxyserver= "myproxy.ngs.ac.uk":;
InputSandbox = {"./param/alaninl®,"./param/alanin.params”,"./param/alanin.pdb”,"./param/alanin.psf"};

InputSandboxBaseURI = "gsiftp://ngsuil3.ngs.ac.uk:2811/home/ ngs0055/ nand/ paran';
OutputSandbox = {"tall.err”,"outputl.coor"”,"outputl.xsc","outputl.vel®”, "tcall.ouc"};
OutputSandboxBaseDestURI = "gsiftp://ngsuil3.ngs.ac.uk:2811/hone/ ngs0055/ nand/ param™;
Regquirements = |

mernber ("NGS-UEE-NAMD", other.GlueHostipplicationSoftwareRunTineEnvironment)

&& other.GlueCEUniquelID !'= "ngs.oerc.oxX.ac.uk:2113/jobmanager-pbs-workg"
):
ShallowRetryCount = -1;

[ngs0055@ngsuil3 namd] § glite-wms-job-submit -a -o jobIDs --collection ./paramjdls
[ngs0055@ngsuin3 nand] § |

0 F-gm.:il]E:.r.gs..‘:c wk:2222 {Unknown
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-

] /NGS WMS Parametric Job

’r- Mt
A
=1 GSI-SSHTerm [ngsui03.ngs.ac.uk]
File Edit Tools Pri
RHGE B0 B IRV aD 008 X ? 58
[ngs0055@ngsuil3 BigRndDNA] §
[ngs0055@ngsuil3 BigRndDNA] §

[ngs0055@ngsui03 BigRndDMNA] §
[ngs0055@ngsuil3 BigRndDNA] § 1s

I
i)
7

aadnafra.cusp blastIDs JjobIDs ParamRandSeq. jdl randsegl.pl
‘aadnafra.fsa ParamBlast.jdl randdnal.fsa randsecg. jdl
[ngs0055@ngsui03 BigRndDNA] § cat ParamwRandSedq. jdl

Tuns —

JohType = "Parametric';

HollTone = "Normal':

Executable = "randseql.pl":

Arguments = "--min 700 --max 1100 --out randdna PARAN .fsa';

StdOutput = Mrandseq PARAM .out":

S@lerror = "randseq PAralgerr”:

Parameters = 1001;
ParameterStart = 1;
ParameterStep = 1;

TprutSandhox = {"randsecto 1", "aadnafra cosafte

randseqg.pl

Inputhalwcacmeconts = "gaiftp://pafilUul . ngs.ac.uk: 2811/ home 930055/ BigRndDNA";
OutputSandbox = {"randdna PARAM | fsa", "randseq PARAM .out","rsadsecq PARAM .err"lg

OutputSandboxBaseDestURI = "gsiftp.]’“ﬂquiDS.ngs.ac.uk:7°",uome/ngsDDSS/Eianc1NA/RndSerut";

Recquirements = Member ("NGS-UEE-EMBOSS", other.uviueHostipplicationSoftwareRunTimer.inixanments:

Rank = other.GlueCEStateFreeCPUs;
ShallowRetryCount = -1;

[ngs0055@ngsui03 BigRndDMNA] §

[ngs0055@ngsuil3 BigRndDNA] §

[ngs00558ngsui03 Ri~Maanmil § cat ParamBlast.jdl
Type = "Jol,

JohTyps = "Parametric';

#Joh” ype = "Normal":

Exefutable = "/usr/ngs/BLAST-NCEI";

Arg ments = "blastall -p blastn -d est/ hum -i randdna PARAM .fsa -a 1";
StdCatput = "blast_ncbhi PARAN .out";

StdEriar = "blasst_ncbi_ PARAM .err':

Parametels, = 1001;

Parameter3tarc o
ParameterStep = 1;
InputSandbox = {"randdna PARAM .fsa"}:

Input3andhoxBaseURI = "gsiftp://ngsuil3.ngs.ac.uk:2811/home ngs0055/BigRndDNA/ RndSeqgOut”;

OutputSandbox .out”, "blast_nchi_ PARAM .er.

Hember ("NGS-UEE-BLAST-NCEBI", othe

)

# .. er.GlueSitelUnigquelID 'ngs.oerc.ox.ac.uk"

# &£& other oy eI le ID '= "UKI-SCOTGRID-GLASGOW"
# &£& other.GlueSiteUnicqueID == "UKI-SCOTGRID-GLASGOU"
Rank = other.GlueCE3tateFreeCPUs;

ShallowRetryCount = -1;

[ngs0055@ngsuin3 BigRndDNA]$ ]

@ n . | {Unknown

Qosuil3 . ngs.ac. uk: 2811/ home/ ngs0055/ BigRndDNA/ Blastout"”;

r.GlueHostipplicationSoftwareRunTinmeEnvironment)

nnected
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) Amber | NGS - Mozilla Firefox

NGS Applications

ukjapplicatio
ther Centre.

55 (appl... A YaimGuided... ‘P Bugs: Exitin... &3

Ambe... B | | Application ..
Certificates

Apply

2 coanca > Pe
Amber s the collective name for a suite of programmes that allow users to cany out molecular dynamic simulations.

sonal
Host
Supported Browsers
g an RA
Ren
Notes Maintenance
¥9.0in Backup
Delete
Import
Licens A
% Advan
Amber
Revoke
Get an NGS
e Your Account

User Tools

HTerm
MS Resource Broker
Grid File Browser
; NGS Portal
mpi runs.
g the UL/WMS Applications
brit an Amber job via the WMS, login to the UI and create a JDL file 35 bel , then submit .

Overvi
- glie -3 amber.3dl

Astrophysics
BioMedical

Typ

TobType = “wpich”

Executable 'fusxfngs/MMEER'

Bioinformatics
ch

Amber
Gau:
nder LES.MPT -0 -i nd.in out, -p les.top -t les.erd -x merd ~inf mdinfo -1 mdresere” N

autodock

castep
Inpue3andbox
Inpuedands: : 2

di_poly
Sands " e 0d? . o

gamess-uk

gamess-us

qulp
lammps
c-gamess
« NGS Web Portal Subm Sy
After in to the NGS Portal,

siesta
Data Analysis

« Submission Using Globus

To submit a serial Amber job use the following command (one line. hould not include the b

Engineering

Image Analysis
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;;; NGS One place to publish
them all

B LDAP Browser\Editor v2.8.2 - [Idap: fingsinfo.grid-support.ac. uk: 2135/o=-grid] =]
File Edit View LDIF Help

* BDII

* GlueHostApplica

* Values are
UEE script na

e vdt/1.10.1/Icg/v
/ngs-uee-gip-plu




»>NGS UEE Scripts

 UEE Script wraps the executable.

#!/bin/bash

#

# Run script for DLPOLY2 2.1.6

#

# Load the required module..

# Includes LD_LIBRARY_PATH entries for libmpi.so etc

. /etc/profile.d/modules.sh
module load dl_poly/2.16

# and run the program
DLPOLY.X S*
exit S?

* mpirun added by WMS wrapepr rather than
jobmanager.

Connecting Research
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