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Scientist Interface +

e WWW Interface for CSC

* Still in development

 You can Influence the contents




Scientist interface ‘L

* monitoring and managing your user
account at CSC

* managing files in the servers of CSC

— at the moment files in Hippu, Vuori and
Murska

e | aunch SSH console sessions



Scientist interface ‘L

* Use the Soma2 drug discovery
environment

* Download software and data sets provided
by CSC.

* Create batch job scripts for Louhi and
Murska servers
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Scientist's User Interface is an extranet service portal for researchers using C5C's services. The portal offers a single, seamless Murska

graphical user interface to many of C5C's services such as application and database resources and information services. ) .
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My files

CscC

== A _
& = gl @ € 12:54 =
- I [
Fle Edit View History Bookmarks Tools Help ||
https://sui csc fifgroup/suifmy-files & |Gocgle é{|
Most Visited ¥ [5Science ¥ [5Science blogs¥ [SProgramming ¥ [fSmuutY FSCSCY @HY—et.‘a‘kéyttb EE BBC | Championship FSwordpress ¥ {f Reittiopas < kamppiin FZpath finding ¥ »
—+ My Files - csc fi ® | ap v (I%
B L Scientist's User Interface = I
A CSC - IT Center for Science
CcsC Scientist's User Interface - BETA

o R

hippu

MY PLACES FILENAME

v © nippu [ | sHOME
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> Q murska

> Q wuori
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Batch job creator

1 oL — 11 wenter 1ar ocience
CscC Scientist’s User Interface - BETA

e

Host: § Lewe P
~ General
Description for general parameters Submission Command:
Job name: ]
Status Command:
Shell: Ibinftesh - ) [qstat -u [username] l

Termination Command:

Sl e tommi.bergman @cscfi [qdel [iohid] l

| Output Batch Job Script:

Stardard ouiputierror file definitions

Standard output file name:

Standard error file name:

| Computing resources
Description for computing resources

Computing time:

Mumber of cores:

Cores/MNode:

Memory size:

Save Script As_..



Downloads

* Datasets provided by CSC
* Program manuals

=4 { Scientist's User Interface =

CSC = IT Center for Science

Ccsc Scientist's User Interface - BETA

Folders »

Downloads

Search Search Folders
Folder # of Folders # of Documents
E] Contracts and Agreements g g

Contracts and Aagreements related to soffware usane
Subfolders: Accelrys, LMS International NV, Schrodinger, SIMULLA

|5) Course Material 3 3
Material cateqorized by event
Subfolders: Crossfire Commander Webinar, Gaussian Workshop 08, Reaxys Webinar

) Manuals 3 12
Manuals cateqorized by vendaor
Subfolders: CSD Systermn, SIMULLA

E] Software 30 G5
Software packages categorized by vendor
Subfolders: Accelrys, LMS International MV, Schradinger, SIMULLA

Showing 4 results.

Showino O resylts




Forum
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CSC — IT Center for Science

CscC Scientist's User Interface - BETA
S -

& —AF
My Posts My Subscriptions Recent Posts Statistics

Search Search Categories
Category Categories Threads Posts
1. Mews and Announcements 0 4 4 4 45 Actions
Scientist's User Interface related news and announcements =
2. Services Discussion [ 12 24 4 45 Actions
Discussion on services in Scientist's User Interface =
Subcategories: Batch Job Script Wizard, Downloads, My Account, My Files, My Projects, More =

0] 1 2 €4 & Actions

3. General Discussion o 1
Any Scientist's Interface related discussion

Showing 3 results.



My Projects
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CSC - IT Center for Science

CscC Scientist's User Interface - BETA

PROJECT NAME PROJECT MANAGER
CSC user's maintenance Jari Rajala 714 073.393

ssi Heikonen

Interval Begin Date: Interval End Date: Project Mame: U
1110 m) |eno W
Project Identifier: i
HOST USER CPU SECOMNDS BILLING UNIT
murska . 921043 2 5g FProject Manager: Jussi Heikonen
Field of Science: Ymparistotieteet
Date of Issue: Aug 8, 2005 12:00:00 AM
Date of Expiry: Aug 8 2011 12:00:00 AWM

Project Description: Show

Last Updated: Aug 8 2005 12:00:00 AM

Quaota: 93,814

Quuota Used: 2558

%



SSH console

nd| SSH Console =+

SSH Concsnle Annlication

on. Fill in username and remote host where you wish to connect, and click provided button to start the application.
‘ are unsure, select "password”.

=

S5H - Mozilla Firefox

g https:/fsui.csc fifsshconsolefview |sp

Er Plug-in must be installed.

File Edit Wiew Tools Proxy Help

wWal1time

Please select an authentication method(s) to continue.

password
keyboard-interactive

Sith up to 1 h walltime will run

cores up o 13 min walltime, default walltime 1 min !

naninteractivel

L1 3.166.7.76" is unknown. The host key fingerprint is
e _ a1fSaddS0aeas82c28labdbc.
1:::””_1"";‘ llow this host?

.......................

| Mo | | Yes | Always:




CcscC

Compiling programs




Compllers 1L

* Multiple compiler environments available
— PGl - Portland group Inc(default)
— Pathscale
— GNU
— INTEL

* Change using modules
module switch PrgEnv-pgi PrgEnv-gnu



Compiling 1L

* Same wrapper for all compiler suites

* MPI refers to Message passing interface

Language Compiler Compiler Compiler File Suffix
(Vuori, Murska) (Louhi) (Hippu)
Fortran 90/95 mpif90 ftn fo0 f.F .f90 .F90 .f95 .F95
Fortran 77 mpif77 f77 f77 f.F
C mpicc cc cc .C .
C++ mpiCC CC CC .C .cc .ii



Compiler man pages +

* Environment dependent manual information available:

— Mman

— man

— man

— man

pgcc | pgCC | pgf9s]
craycc | crayCC | crayftn]

gcc | g++ | gfortran]

icc | icpc | ifort]




Compiling 1L

* You should always use the wrappers
— compiling (not pgfo0 etc.)
— linking (not Id)

* Wrappers will include most of the relevant
libraries




Simple compiling example +

e (nm1)f90 -0 hello.x hello.f90

* (npi)cc -0 helloc.x hello.c

EETQINGTQn LU L~ S LETIV LN
bergman@hippul:~/scienv comp= 90 -o hello.x hello.fo90
bergman@hippul:~/scienv comp= ./hello.x

Hello World
bergman@hippul:~/scienv comp= cc -0 helloc.x hello.c
bergman@hippul:~/scienv comp= ./helloc.x
Hello World
bergman@hippul:~/scienv comp= []



Compiling optimizations ‘L

* Compiler switch -O<n> controls
compilation optimization
-nisl,23o0r4

— 3 or 4 should be used with caution, because
they may change results

* Example
f90 -O2 -0 hello.x hello.f90




Compliler switches +

-C Compiles only, produces unlinked object filename.o

-0 filename assigns the name filename to the
executable. Default: a.out

- g Produces symbolic debug information

- d evel Specifies whether to optimize or not and at which
level




Using Libraries ‘L

* mpif90 -L~/lib -llibname

— uses library libname and adds ~/lib to library
search path

* mpicc -Im
— math library math.h
* Compiler switches for libraries

-1 di r nanme Searches directory di r nane for include files or module files
- Ldi r nane Searches directory di r nane for for library files specified by - |

-1 I 1 bnane Searches the specified library file with the name liblibname.a



Libraries cont'd 1L

* Common libraries included with simple
module load

—ACML
* AMD Core Math Library
* -lacml

—IMSL

e international Mathematics and Statistics
Library



Machine Guides ‘L

* Murska
http://www.csc.fi/english/pages/murska_guide/index_html

* Louhi
http://www.csc.fi/english/pages/louhi_guide/index_html

* \Vuori
http://www.csc.fi/english/pages/vuori_guide/index_html

* Hippu

http://www.csc.fi/english/pages/hippu_guide/index_html



http://www.csc.fi/english/pages/murska_guide/index_html
http://www.csc.fi/english/pages/louhi_guide/index_html
http://www.csc.fi/english/pages/vuori_guide/index_html
http://www.csc.fi/english/pages/hippu_guide/index_html

Other interesting material 1L

* Data services guide

http://www.csc.fi/english/pages/data-services

e | Inux Basics

http://www.csc.fi/english/pages/data-services/linux_basics

e Software and databases

http://www.csc.fi/english/research/software/index_html



http://www.csc.fi/english/pages/data-services
http://www.csc.fi/english/pages/data-services/linux_basics
http://www.csc.fi/english/research/software/index_html
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