CCPN Survey results

· Total answers: 149

· Location:    UK 20%; Europe (non-UK) 36%; North America 33%; Australasia 5%; Asia 4%

· CCPN software in regular use:    Analysis 74%; FormatConverter 44%; no answer 19%

· Analysis Version in regular use:     v1 11%; v2.0 20%; v2.1 32%; no answer 36%

· Do you use CCPN Wiki documentation:    Yes 58%; No 36% no answer 7%

· CCPN web services used:    v1->v2 upgrade 27%; FCWEB 17%; CCPNgrid ARIA2 7%

· Have you used/written CCPN Python scripts: No 81%; Yes 13%; no answer 5%

General rating of Analysis / FormatConverter: 

(Scoring: Good: +1, Bad -1, Acceptable: 0)

- Good      (score 0.55-0.8):
Analysis Functionality, Analysis Support





FC stability, FC Functionality, FC Installation, FC speed, FC Support

- OK      (score 0.35-0.45):
Analysis Stability, Analysis Installation, Analysis Ease of use

- Marginal (score 0.1-0.2):
Analysis Speed, FC Ease of Use

- Poor (score -0.15 - -0.3):     Analysis documentation, FC documentation.

Need for specific Analysis features:

(Scoring Crucial:+2, Important:+1, Maybe:0, Unimportant:-1, 'No action required':-2) 

Features that need work in the future
Mean Score
Std. Dev.

Improved manual
1.3
0.9

Tutorials and How-Tos
1.2
0.9

Peak picking and fitting
1.0
0.8

Faster Analysis Speed
0.9
0.9

Tooltips and in-program documentation
0.9
0.9

Side chain assignment
0.8
0.8

Relaxation Analysis
0.8
0.8

Molecular Viewers
0.8
0.8

Fast acquisition, NUS, etc.
0.7
0.7

Macro writers documentation
0.6
0.6

1D functionality
0.6
0.6

Data Backwards Compatibility
0.5
1.0

NMR Processing
0.3
1.1

Installation and upgrades
0.3
1.2

New, Improved Analysis Interface
0.2
1.2

New, Improved FC interface
0.2
1.1

Metabolomics
0.2
0.8

Database Version
0.1
0.8

Integration of Non-CCPN software
0.1
1.0

Proton-only asssignment
0.1
0.6

Small Molecule assignment
0.1
0.9

The Features questionnaire sums up as follows:

Important:

· All kinds of documentation.

· Program speed (contour drawing, load/save, setting up)

· Science people already use: (Peak picking and fitting, 1D display, Relaxation, Fast Acquisition techniques, Side chain assignment, Molecular Viewer).

Not Important but opinions vary:

· Technical issues (data compatibility, installation, user interfaces)

· NMR Processing

Not important:

· Science for new fields and users. 
Note that we are asking existing users, that will bias the answer.

Comments and issues:

The feed-back is so manifold that the best you can do is to pull out more general problems that appear repeatedly. The summary was done by Rasmus Fogh and may slightly reflect personal impressions. NOTEs are Rasmus explanatory comments.

FormatConverter:

· Great it exists, very flexible and powerful.

· Badly documented.

· Very fiddly and cryptic to use.

· Popups come up hidden so you can not see they are waiting.

· Asks too much input - should guess suitable values for parameters.

Analysis:

Good Points:

Excellent support. Continuous improvement. Powerful features. All in one package, and well integrated with everything else. Good basic design. Window navigation and peak matching. 

Problematic areas:

The important points from the specific features questionnaire, like the need for documentation, program speed, and the important areas of science, are also reflected in the individual comments. For simplicity these points have been omitted in the following list. Additional points are:

· Installation problems, crashes, bugs and memory leaks. Mentioned by a minority, but very off-putting when they occur. 
NOTE: This area has been improved in recent versions; comments may reflect mostly older and/or non-Linux versions.

· Learning curve - Analysis is scarily complex to first time users. Some propose a mode with the more complex features greyed out. 
NOTE: Step-by-step documentation might help.

· Analysis is too cumbersome for a quick look-see. One use case is overlaying HSQC spectra for quality control, maybe for a short titration series. In Sparky it is all done in ten minutes, including reading assignments from a text file. In Analysis loading spectra, loading/creating project, ... takes much longer. 
NOTE: this is not the same as the previous point, though both could be called 'Analysis Lite'). 

· The underlying data model is hard to fathom, Analysis feels a little 'black box', many feel the program does things behind their backs (as indeed it does). 
NOTE: The model is inherently complex, and the fact that we try to hide the more complex features does not make it easier to learn.. Making the model more explicit in the interface might help on this point, but would make Analysis even more complex and scary for beginners. 

· 'Undo' feature highly desired, even just for a single operation.

· People find it difficult to build unusual or branched molecules, set linking in saccharides, assign to molecules with less universally agreed atom names than proteins, work on more unusual molecules with tools that were designed for regular proteins... 

· NMR Experiment Types difficult and opaque to understand and set.

· Assigning unknown molecules is effectively impossible, or at least badly supported.

· Need better facilities for publication quality figures, for spectra, assignment figures, ... 
Many use Sparky instead. WYSIWYG editor wanted.

· Too many popups and windows, too hard to track and find the one you need. Some propose storing popup positions and selected options, possibly in multiple setups, to allow reproducible control of screen layout. 
NOTE: Popups that pop to the top when called (also if already open), might help. 

· Colour setting is hard to find, there are too many things to set, spread over too many different menus and popups. Especially people who use black background would like a single switch to do all necessary colour changes. One wanted customisable peak annotation colours.

· Many want easy orthogonal views (like Sparky-type axis rotation) and synchronised spectra over different windows (like Sparky).

· Complaints about, variously, lack of support for working manually, Analysis being too prescriptive, rigid tutorials, need for alternative tutorials for alternative ways of working, ... 
This may reflect that development has centered on specific tools, and spent less energy on in-between work and alternatives. 
NOTE: It might be very useful to have someone who fully understood the program use it once, in anger, making fixes and additions as he went, and documenting everything in a tutorial. 

· Parts of assignment, especially, are very hard to deassign/undo/trouble shoot. 
NOTE: Assignment tries hard to hide complex steps from the user, but as a result users do not easily understand the full mechanism. A single 'Assign' operation sets 5-6 different data fields that have to be deassigned individually. There are no good tools for viewing spin systems, and especially for viewing / deassigning partial sequential assignments. We need something there, both for the power it gives and for the teaching effect. 

· It is hard to transfer data between CCPN projects, peak lists especially.

· A minority has complained about the menus being disorganised and hard to find your way in. The request is generally for documentation. 
NOTE: For the upcoming version we have reorganised and renamed menus, and added mini-icons.

