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Why use eclipse’?

x [DE: edit, navigate, compile, debug; ..

» multi-language: Java, C/C++, Python, Perl, Fortran, ...
x multi-platform: Linux, Windows, Mac OS X, Solaris, ...
x gctively developed by IBM, Intel, Borland, Oracle, ...

x fons of plugins available

® Open source



How to create a project

(1) copy from a folder, e.g. /source/gromacs/”
(2) check out from a version control system,
1. CVS
2. SVN

(3) create from scratch



(1) Project from folder

e.g. unzip
gromacs-4.0.4.tar.gz to
/home/you/gromacs-4.0.4

/usr/local/bin/eclipse

eclipse stores projects in
/home/you/workspace

file > new > project > C
will create an empty project

C Project
Create C project of selected type

Project nalne: demo

Use default location

| | .

Project type: Toolchains:
(. Executable
w Empty Project Linux GCC
w Hello World ANSI C Project
_— Shared Library
_— Static Library
Makefile project

Show projecttypes and toolchains only if they are supported on the platformn

< Back | Next = | Cancel I




File system

x right-click on
the demo
project ano i
select Import

acinclude.m4

aclocal.m4
AUTHORS

configure

A & A A

FiIterIypes... Select All | Deselect All |

| | m pOrt > Into folder: ,demo— Browse... |

Options

-:i |e SyStem > [] Overwrite existing resources without warning

(O Create complete folder structure

:rom d i rectory > (o) Create selected folders only
OIrowse

g | |ow ] ome |



® construct the gromacs maketfiles, therfore in

/home/you/workspace/demo do

export PATH=/usr/local/lam/714-gcc412-without-fortran/bin: SPATH
export LDFLAGS=-L/usr/local/fftw/312-gcc4d12/lib

export CPPFLAGS=-I/usr/local/fitw/312-gcc412/include

export CFLAGS="-g -00”

. - (G Propertiestordemo @J
./configure --enable-mpi

: type filter text CIC++ Build v t
i

Resource

{
n in prOjeCt > ; Builders Configuration: Default | ManageConﬂgurations...

| b
|

propertles > ; e b = Builder Settings ~§-Behaviour|

i Project Referenc

< ;/< ;_I__I_ bu ild ; Refactoring Hist Build settings
| Stop on first build error Uke parallel build

1 Run/Dehug Setti
| b Task Repositary ) Use optimal jobs numbe

ChOOse COmp”e i (® Use parallel jobs: ,4_

Workbench Build Behavior

Settl ngS ’ Workbench build type: Make build target:
, [] Build on resource save (Auto build) | |

Note: See Workbench automatic build preference

)| COmplle Wlth { Build (Incremental build) mdrun Variai\les...
CTRL B ; Clean clean Variables...




(2) Project from CVS

Enter Repository Location Information
Define the location and protocol required to connect with an

ﬁle > ﬂeW > prOjeCt > CVS existing CVS repository.

Location

' ' Host: I—
r r |
create repository location i

fOr |ater Usage Authentication

User: [anonymous

g Password: I——
select module gmx; this

Connection

Wi” CheCk OUt the H EAD Connection tyge: pserver —,l
branch

File > New > Other > G >
Convert to a C/C++ Make Project

Navigation available after compile



®» you can switch anytime 10 [EESHEN_—.
another branch:
right_C”Ck Oq the projeCt > (e) Selectthe tag from the following list

Team > Switch to another e

Branch

‘X HEAD
+ 4k Branches

(O Use the tag currently associated with the workspace resources

% generalizedborn

'}; localpressure-4-0
k. parallelization

L release-1-6-02

'I; release-3-0-patches
'I; release-3-1-patches
'R release-3-2-patches
k. release-3-3-patches

T 5

Refresh Tags | QonﬂgureTags... Add Date... |




® check your changes with
right-click project > team > synchronize with repository

Local File (}.22.2.2
(_filenm  fnm[] = { —FENT, -, NULL, fTfREAD
fEETENX =T NULL, ffREAD 1}, efENX, "-T2", NULL, ffOPTRD
ETENRDeRt=h2 e NULL, ffOPTRD }, efTPX, "-s" NULL, ffOPTRD
e'fTPX, ”"‘--” NULL, ffOPTRD }, efXVG, " n ”"-'_‘TI':_‘I-g'_‘." le fwaITE
ETXRGHEEER S “‘energy”, TTWRITE }, efXVG, " "violaver", ffOPTWR
efXVG, "-viol", "viola , TTOPTWR 1}, efXVG, "pairs", fFfOPTWR
efXVG, pairs", TfOPTWR }, ', "orienta", ffOPTWR
i ', "change", ffTOPTWR }, efXVG, "-ort", ‘"orientt", TTOPTWR
efXVG, "-ort" "orientt", ffOPTWR }, efXVG, "-oda" "orideva", TTfOPTWR
efXVG, "-oda" "orideva", TTfOPTWR }, efXVG, "-odr" " , ffOPTWR
efXVG, "-odr", "oridevr", TTOPTWR }, efXVG, "-odt", "oridevt", ffOPTWR
e‘fXVG, "-Cldt“, "Cll”l':l":"ft”, TFfOPTWR }, EfXVG, "_Ot'—___“"’ "ori t":ll", fFfOPTWR
efXVG, "-oten", "oriten", ffOPTWR }, efXVG, "-corr", "enecorr", ffOPTWR
efXVG, ”":_-\l:im":”, ”"_--tl,lff”, ffOPTWR }, efXVG, ”""-"1"__»”, ”"J'WS:CI”, ffOPT"lR
efXVG, "-corr", "enecorr", ffOPTWR }, efXVG, "-ravg", "runavgdf",ffOPTWR }
efXvG, "-vis", "wvisco", TfOPTWR }, };
efXVG, "-ravg", "runavgdf",ffOPTWR } #define NFILE asize(fnm)
}i int npargs;
#define NFILE asi ze(fnm) t pargs *ppa;
int npargs; =
t_pargs *ppa; CopyRight(stderr,argv[0]);
: : : nhpargs = asize(pa);
CopyRight(stderr,argv([0]); ppa = add_acf_pargs(&npargs,pa); |
npargs = asize(pa); _ A parse_common_args(&argc,argv,PCA_CAN _VIEW | PCA_CAN_ |
Ppa add_acf_pargs(&npargs,pa); NFILE, fnm,npargs,ppa,asize(desc),desc,O,NU
parse common args(&argc,argv,PCA CAN VIEW | PCA CAN BEGI! ﬂ
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ncorporate
newest
eatures /
ougfixes by
updating

those will be
merged with
your changes

dit MNavigate Search Project Run Window Help

- Navigator g2

| demo

L] FlexGromassesd

| M oywar

admif -
Go Into

config
9 Openin New Window

includ

Cop
man =0py

script

25 Delet
share
Move...

Rename...

P
P
P
p
P
P
P

sSIc
.cvsigl
| w2y Import...

> =.proj
~ Export...

acincl

AUTH Refresh

SinTe Close Project

config
COP Run As
Debug As
INST. Team
Make Compare With
READ Replace With
Restore from Local History...

= Outline | ] Properties

Synchronize with Repository
Conﬁn‘iif .

Update

CreaeTatch...

Apply Patch...

= 1ag as Version...

true

Branch...
April

R Merge...




(2) Project from SVN

Select Folder

- . Select the folder to be checked out from SVIN.
®x similar to CVS - e
C h eC kO Ut svn+sshi/iram/homel/svnirepo
A er_sc

_— dynaom

x file > new > project >
SVN

b
b
P [~ mdwatch
p
-

.— nodeswho
L pymacs

¥ (= pymacs

x give repository:URL Se

— SIC

P~ rotpaper

x group SVN serveris on
ram

e | [ ] oma |



Project from scratch

x file > new > project > G > Hello World ANSI G project

File Edit Refactor Navigate Search Run Project Window Help

¢ empty.c 52 5= Outlin 82 = [m|

v

empty - |_z\ N

C
v Includes ‘ e

stdio.h

= fhom :/Iinuxllocal/inc‘ :
i | =1 stdlib.h

= fusriinclude
= jusrflib64/gccix86_6 |

. jusrix86_64-suse-lir| #include <stdio.h>
#include <stdlib.h>

main(void) : int

int main(void) ({
=g ; puts("!!'Hello World!!!");
I stdio.h | return EXIT_SUCCESS;
=1 stdlib.h

ol P

lempty/src/empty.c




Code style

x used for auto-formatting, G IRL-
Set In project > properties > G/C++ general > code style

x fOr gromacs spaces only, indentation 4, every { and } on
a separate line

Profile name: BSD/AIlman GROMACS Export... |

Indentation | Braces |Whif=- Snase--Contral Statements | Line Wrapping |

“ Preview:
Spacesonly | ¥ |
#include <math.h>
( Indentation size: l 4

class Point
Tab size: l 4 {
public:

Indent e e S
x(xc), y(yc)

Geparal settings Show invisible characters

Tah policy:

[] 'public’, 'protected privatetwithinolassiuay {
}

Declarations relative to 'public’, ‘protected’, 'private’
jouble distance(const Point& other) const;

int compareX(const Point& other) const;

Statements within method/constructor hody
Jouble x;

Statements within hlocks double ' y;

[] Statements within 'switch' body
double Point::distance(const Point& other) consft



1he eclipse

iINntertace

File Edit Refactor MNavigate Search

Project Run Window Help

=
v |— demo

b~ admin

b automé4te cache

P config
. include

The navigator &
contains projects with I8
their folders & files il

- SIC J

b (=eantrih = -ﬂ
| [ 3]
o= Qutline 82 . [E] TaskListf = O

I_E\ y - S

°° add_simple(t_ns_buf*, int, atong
° calc_image_rect(rvec, vec, vec|
o ° calc_image_tric(rvec, rvec, matr!
calc_naaj(int, int) : int ’

o ° close_i_nblistit_nblist*) : void

i

|

"  ° close_nblist(t_nblist*) : void ]
i !

®° cIose_neighbor_list(t_forcerec*‘

2 do_longrange(t_commrec*, am|

Outline shows
functions of currently
edited source file

get_dx(int, real, real, int, real, int|

ot _dx_dd(int, real, real, int, rea |
it_nhlist{t_nblist*, t_nblist*, int:
init_neighbor_list(FILE*, t_force |

= init ne(Ell E* rAanctt coammrar | 1

Callers of do_nonbonded(* *, * * * * * . * . % .int int, ) - [demo/src/gmxli

| sim_util.c .c/ nonhonded.c c| genhox.c .C &3 2

int n,i;
t_nblist *nl;

hit F3 on
highlighted editor
region to jumpt to the
function

for(n=0;

{

nefr->nnblists; n++)

for(i=0; (i<eNL_NR); i++)
{
nl = &fr->nblists[n].nlist
1T ((nl->nri > nl->maxnri

close_neighbo

grppener->ener [fr->bBHAM ? egBHAMLR :
grppener->ener [egCOULLR] ,box_size,
nrnb, lambda, dvdlambda, TRUE,n,i,bDoForces);

eglLJLR],

reset_neighbor_Llist(fr,TRUE,n,i);

- Tasks SE Full Latex Outline Search £l Console __ Properties e Call Hierarchy 3

¥ o, do_nonbonded(*, * * * *** % % intint)
b e, do_force_lowlevel (CrOREH

*in***** L
! BRI e e

Call hierachy
shows how
do_nonbonded is
called

- 1 * e ol
v o, do_nsgridCIO_FILE™*,, ,**)
v o, add-conf(*, ** ***% int, . % 5N
v o, add_solv(char™ * ** ** **int,  ,  int*

v o, amx_genbox(int, char**)

| DR v}

S AT W WL



Frequently Used Commands
x [ump to definition — F3
x Find/Replace = Cirl-E
x Search files = Gtrl-H
x Correct Indentation = Gtrl-|
x Comment/Uncomment = Gtrl-/
x Refactor = Shift-Alt-R
x Call Hierarchy — Ctrl-Alt-H

x Auto-completion — Ctrl-Space



Extending eclipse

x Add software location in Help > Software updates

Installed Software Availahle Software

Name | Version |

= Buckminster - Subclipse support (Incubation 0.2.0.r3554
1 Eclipse C/IC++ Development Tooling Source 5.0.2.200902130801
‘e Eclipse C/IC++ Development Tools Utilities  5.0.2.200902130801
1w Eclipse C/C++ GDB Hardware Debugging 5.0.2.200902130801
/» Eclipse CDT p2 Toolchain Installer 5.0.0.200812191529 Add Site...
== Eclipse CDT Testing Feature 5.0.2.200902130801
== JNA Library 3.09
.+ LR Parser
= Mylyn Bridg Local... |
1 Mylyn BridgdhLocation: | |

AR Archive... |

__ caneel |

Manage Sites...

[1<
[1<
[1<
[ <
[1<
i
[
[1<
=]
[

Show only the lates

[] Include items that |

Open the ‘Automatic Updales preferenc 0 Set up an automatic update schedule.




lypsetting LaleX in eclipse

x texlipse.sourceforge.net

g | «alpha

3 C.t rl : B typesets Arrows ,i l;:tr:ma

Compare symhols

Binary Operator S delta
< epsilon
EIAces £ varepsilon
x Ctrl-4 opens e.qg. PDE =

7 eta

Vi ewer & theta

, +# vartheta
E command \abracadabra could lead to pr

the total potential of a single atom o < lota
4 sum up Fh?_f R e ¥ kappa
x Shift-Ctrl-6 - Spell-checks o e resama e e I
.1$E; slabs ; ’ , , a| ¥ nu
\ ; -?t1al exir:fd on thgbrztatio: group : &'m
18 sum o 12 contributions from each :
x can lbe combined with * st
= total potentia s the sum of the co i
270
other features, 1o e.g. ,

T sigma

achieve version control of e
tex project



http://texlipse.sourceforge.net
http://texlipse.sourceforge.net

— e

%) I(f) (v
File Edit Refactor MNavigate Search Latex Project Run Latex Symbols Window Help
Ui s | el el B SR ol B Qo T Jicicres+ o
A “Xlg_él 010 Pj—“ ) ?@
i : Errors and -
Mg cic++Proj 32 ~ = 08 || [1] . = 8 || 5= Outline 32 =
| warnings can be D
hvg A ; . . . e | = [& 5&' S )
easlly identified in : i
e wp Bl @ 23 : . Preamble -
LI ong_texTopaper (x| .- editor © Introduction
] pimp_my_RIS 2t ‘ < ) Fixed axis rotation
L/ pimp_my_tpr (325% This command ‘abracadabra could lead to problems. P4 figure
"7 SynSim ' For the total potential of a single atom of the rotation group we have < ) Flexible axis rotation
A to sum up the
L tex-gb : a warning \ref{undefinded ref} bla bla ( = P 4 figure
tributi i i 11 slabs, tt h 1 ti it i t : 5 3
[_thX-LOQbUCh zg:s;’:‘el: T0NS Coming rom a sLabps 1M0Ugn 1n practice 1 sSu 1Ces 0 D .,O Alternative formulation of the potent
¥ b tex-rotpaper [trunk] only the slabs ; ; ; , and . The total extra © Implementation and scaling
B potential exerted on the rotation group
E} biblio.bib 114 4/ is the sum of the contributions from each of its atoms: b € Example ap
comparison.ai 8 i
: % The total potential is the sum of the contributions applied to each |»| ||4]
comparison.pdf -
gaussians.pdf 1 (¢ Problems 23
jec-new.bst 73 2 1 eror, 3warnings, 0 others
pullfigure.pdf 73 Descr ption | Resource
rotpaper.aux v &) ¥rrors (1 item)
rotpaper.hbl €9 Undefined control sequence: This command \abracadabra (followed by: could lead tc rotpaper.tex Ou’[”ne ShOWS
rotpaper.blg v Wamings (3 items) ® document structure
rotpaper.brf .. Key undefinded ref is undefined File Edit View Go Tools Seftings Help
rotpaper.log B :, found PDF version <1.5=, but at most version <1 .4 : \‘) b 1259% v A 1
oif rotpaperout  |v| : PageGroup detected which pdfTeX cant handle. | - —— .
L_I_I" L’ 1 the shown Gaussians. Each Gaussian has its maximum at d = n - ALS
| Writable ‘an be written as j;
;‘:x':‘ by
(| X exp ( — >3 )

osing @ = (.7Ax and A 1 /1.7547 vields (see Fig. I:




Debugging in eclipse

x Run > Debug Configurations > select binary

x
| File Edit Refactor Navigate Search Run Project Window Help

i || Bxy Py Qv | (% : P _’: -“.v‘_;';Debug EgcIc »

|| %5 Debug 52 82 . 9 Breakpoints i Registers = Modules |

‘ 4 : &n ~
o = = o -a - wiihe = | - ‘ &
c | gmx Preference Configuration [C/C++ Local Application] Name | Value j

v &2 gdb/mi (4/8/09 10:28 AM) (Suspended) 6452 arge 2
v 2 Thread [0] (Suspended) b =’ argv 0x00007fffff36fd
— v ® Cr 0x0000000000C

- 0gdb (4/8/09 10:28 AM) ¢9= sim_nodeid 0

w fhomelckutzne/workspace/gmx/src/kernel/mdrun (4/8/09 10:28 AM) 9= nnodes

0
()= npmenodes 0
0

9= threadid
HL S e T e A [ ||| KT e S e e
J c/| mdrun.c 32

"HIDDENFrequency of writing the remaining runtime" }

.t ed;

long Flags, PCA_Flags:
ddxyz;

dd_node_order;
HaveCheckpoint;
*fplog,*fptest;
sim_part;
suffix[STRLEN] ;

cr = init_par(&argc,&argv);

1T (MASTER(cr))
CopyRight(stderr,argv[0]);




