
PaNdata Software Catalogue 



Objective 6 – Software 

To determine how to develop, deploy, operate and evaluate a common 

registry of data analysis software and, where appropriate, the necessary 

format converters, so that data from different sources can, in the future, be 

treated with a variety of data analysis software. 

 

 ... More ‘passionately/ambitiously’ ... 

 

Data analysis (software) is a key link in the chain of events that transforms 

original ideas into conclusive scientific output. The approach of this WP is 

therefore to help define a common software resource that will: 

• simplify and streamline for facility users the conversion of raw data into 

high quality scientific data for publication, 

• accelerate the deployment and use of new data analysis methods which 

will open doors to new science across the facilities and the user 

community, 

• enhance and optimise the scientific output of the facilities i.e. better value 

for money. 

  

PaNdata Europe WP6 : Objectives 



D6.1: List of software (~250) 
Name of 
software Entered by 

Affiliatio
n URL homepage Brief description Field of application N/M/X/P 

A2Tool 
A. 
Rothkirch DESY 

  Tiny Tool for visualization and batch processing of 
image diffraction data - allows batch processing for 
simple azimuthal/circularintegration of 2d data pre processing of 2d data 

X-ray (and 
neutron ?) 

Aclimax 

Robert 
McGreevy ISIS 

http://www.isis.rl.ac.uk/molecula
rSpectroscopy/tosca/ 

Inelastic neutron spectroscopy simulation software 
based upon existing vibration data designed to 
produce a spectrum that can be compared with 
experimental data. Inelastic neutron spectroscopy neutron 

ADXV             
BAC & 
PICCA Soleil 

http://www.scripps.edu/~arvai/a
dxv.html Data visualisation/model building/analysis. Protein Crystallography X-Ray 

AMORE            
BAC & 
PICCA Soleil 

http://mem.ibs.fr/JORGE/index.h
tml Processing. Molecular Replacement. Protein Crystallography X-Ray 

anatric 

Mark 
Koennecke PSI Integration of four circle area detector data Single crystal neutron 

APBS 

BAC & 
PICCA Soleil 

http://www.poissonboltzmann.or
g/apbs/  Adaptive Poisson-Boltzmann Solver Protein Crystallography X-Ray 

Ariel 
Robert 
McGreevy ISIS 

www.isis.rl.ac.uk/disordered/gem
/Software/Ariel3.1release.htm 

Data reduction/visualisation software package for 
handling data collected on the GEM, OSIRIS and 
HRPD powder diffraction instruments at ISIS Crystallography neutron 

ARPWARP 

BAC & 
PICCA Soleil 

http://www.embl-
hamburg.de/ARP/   Automatique tracing and phase improvement Protein Crystallography X-Ray 

ASTEXVIEWER      
BAC & 
PICCA Soleil 

http://www.astex-
therapeutics.com/AstexViewer/in
dex.php Data visualisation/model building/analysis. Protein Crystallography X-Ray 

Athena/Artemis
/Hephaestus/At
oms 

A. 
Rothkirch DESY 

http://cars9.uchicago.edu/~ravel/
software/   

Beamline-B1-
macros 

A. 
Rothkirch DESY 

https://github.com/uvainio/Beam
line-B1-macros 

Processes the Pilatus 1M data coming from 
beamline B1 at DORIS III, using the information 
from header-files, specific to the beamline. 
Produces SAXS data integrated into 1D in absolute 
units and a matching q-range and error. SAXS X-ray 

BEST 

BAC & 
PICCA Soleil 

http://www.embl-
hamburg.de/BEST/ Strategy calculation Protein Crystallography X-Ray 

bkchem 

A. 
Rothkirch DESY http://bkchem.zirael.org/ chemical drawing program 

BNP 

BAC & 
PICCA Soleil 

http://www.hwi.buffalo.edu/BnP
/ Processing. Ab initio structure solution and phasing. Protein Crystallography X-Ray 

BOBSCRIPT        
BAC & 
PICCA Soleil 

http://www.csb.yale.edu/usergui
des/graphics/bobscript/bobscript.
html Ray stracing/Representation. Protein Crystallography X-Ray 
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D6.1: List of software (~250) 

Observe (i.e. overview) 

 Large volume of (often legacy, single-developer) software 

 Diversity of software 

 Diversity of data formats (WP5) 

 No obvious author/owner in many cases 

 Lack of (often technical) information i.e. Missing metadata 

 Limited use of version control 

 Limited use of licenses 

 

Conclude 

 Considerable challenge to harness and manage this data (short 

term) 

 Rationalise the volume of software (ranking) 

 Encourage best practices for software development (software 

policy WP2) 

 Encourage use of software forge and link to catalogue (longer term) 



given volume of software and quality/completeness of 
information ensure that a functional catalogue could be created 

to allow sharing of existing software  
 

 proto-type catalogue 
 

(concentrate on the catalogue, reflect upon link to and 
integration with  repository and software forge) 

strategy for software sharing 



Software Catalogue Prototype 

 

 Database Model : Information collected on each item of software, 

that is the set of metadata.  Minimal set of metadata, managing multiple 

entries, formatting this data, structuring links between data 

 

The types of users that are likely to be concerned by the DB and the roles 

they will play 

 In particular contributors, authors and contact people 

 

The web interface to the DB and the information and function that this 

will include 

 Clear presentation of software, scheme for rating software i.e. Identifying 

the most popular and useful codes ( common, key software), best 

practices... 

 

The Web Services for using the information outside the portal 

  iCat integration, Information System of facilities … 

 



 restricting input (‘controlled vocabulary’)   
  efficient searching   

  integration with data catalogue (ICAT) 

structuring the metadata 



Enables tracking of application features 
for a given version or date. 

Allows multiple developers on app with 
different roles (dev, contrib, …) and also 
multiple apps for developers. 

ps_role 

role_id: number not null PK 
role_name: varchar2 

ps_user 

user_id: number not null PK 
user_firstname: varchar2 
user_lastname: varchar2 
user_email: varchar2 
user_instit_id: number 
(affiliation) 
user_su: varchar2 (Y/N) 

ps_application 

app_id: number not null PK 
app_name: varchar not null 
app_description: varchar 
app_url: varchar 
app_measure_type: varchar not 
null 
app_cat_id: number not null FK 
app_email: varchar  
app_instit_id: number (affiliation) 

ps_appdevelopers 

ad_app_id: number not null FK 
ad_role_id: number not null FK 
ad_user_id: number not null FK 

ps_appversion 

av_id: number not null PK 
av_app_id: number not null FK 
av_version: number not null 
av_datemodified: date not null 
app_language: number not null FK 
av_status: varchar 
av_license: varchar 
av_features: varchar 
av_swreqs: varchar 
av_hwreqs: varchar 

ps_platform 

platform_id: number not null PK 
platform_name: varchar2 

ps_dataformat 

df_id: number not null PK 
df_name: varchar2 

ps_outputformat 

of_id: number not null PK 
of_name: varchar2 

ps_sciencefield 

sf_id: number not null PK 
sf_name: varchar2 

ps_instrument 

instr_id: number not null PK 
instr_name: varchar2 
instr_instit_id: number not null 
FK 
 

ps_institute 

instit_id: number not null PK 
instit_name: varchar2 
 

ps_instrumentscience 

is_sf_id: number not null FK 
is_instr_id: number not null FK 

PHOTON 
NEUTRON 
XRAY 
MUON 

STABLE 
BETA 
UNSTABLE 

ps_appver_dataformat 

avdf_av_id: number not null FK 
avdf_df_id: number not null FK 
 

ps_appver_outputformat 

avof_av_id: number not null FK 
avof_of_id: number not null FK 
 

ps_appver_sciencefield 

avsf_av_id: number not null FK 
avsf_sf_id: number not null FK 
 

ps_appver_instrument 

avinstr_av_id: number not null FK 
avinstr_instr_id: number not null 
FK 
 

ps_appver_platform 

avp_av_id: number not null FK 
avp_platform_id: number not null 
FK 
 

ps_category 

cat_id: number not null PK 
cat_name: varchar2 not null ps_appver_language 

avlang_av_id: number not null FK 
avlang_lang_id: number not null 
FK 
 

ps_language 

lang_id: number not null PK 
lang_name: varchar2 not null 

Enables tracking modifications to the 
database and allows for moderation of 
changes before committing. Mapping 
between xml and tables. 

ps_commitlog 

cl_id: number not null PK 
cl_user_id: number not null FK 
cl_moderator_id: number FK 
cl_datecreated: date not null 
cl_datemoderated: date 
cl_xmlmodifs: varchar 
cl_comments: varchar 
 



PaNsoft – pandata.ill.fr (during development) 



PaNsoft 





PaNsoft (imaging software) 







Current status 

Achievements : 

 
• Graphical Design 

• Database structure 

• Display interfaces 

• Software submission 

• Registration  

• Search Engine 

• Basic web services 

• … 

 

 



Roadmap – PaNDataODI WP6 

To be refined : 
• Management interfaces 

(licenses, Instruments, …) 

• Management of Comments 

and Rating 

• Finalize the infrastructure  

• Clean up the information 

• Name ? 

 

• Public rollout of the prototype 

Mid April 2012 
 



Roadmap 

Not yet done, planned for the summer  
• Full set of Web Services 

• TopCat integration 

• Umbrella integration 
  

 

In a longer term : 
- Persistent Identifiers for SW 

- Forum integration ? 

- Link with a SW forge 
 

Please feedback 


