Data manipulations with VNMRJ 2.3 A

Version 2.3 A of VNMRJ is currently installed on v700, i600 and expected to be on u500 before the end of
February. The rest of the spectrometers and data stations will follow soon after u500.

The main difference to the older version of VNMRJ is the data manipulation and directory navigation. This
help file shows the new way of managing NMR data.

The VNMRJ 2.3 A interface is shown in Figure 1.
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Figure 1: VNMRJ 2.3 A interface
There are fewer data handling buttons now in the top left
corner (Figure 2). Only saving of data in free format or =~ [ [ @ [
. Data | Sawe Data| Save D SF | Altosaye |

standard format (SF) plus AutoSave are available. The rest e —
appears in a separate window which can be accessed by a '
single click on the Data button. The new Data Manager
window (Figure 3) is used to navigate the directories and to
perform all data-related operations such as saving, loading, renaming data etc. It opens in the default data
directory (also accessible at any time by clicking on the Data Dir button). As indicated by the red text at the

bottom, desired files or directories should be highlighted with the left mouse button and entered with a
middle mouse button click onto the desired line.

=

Figure 2: data manipulation buttons



Navigation to the HALL directory is used in the following example (Figures 4 to 6).

~| Data Manager
rDirectory Navigation-
Data Dir | Change Dir| Dir A | Mew Dir | Show Files | Media | Refresh Entr\.fl Clear List

|,fmnt,fd600,fhume 12 fgennmrfnmrdata/

rSave|Rename|Delete Data

save Data |save Data SF| Autosave | Rename | Resave |  Delete | ciear Entry |
|
Load Drata

Load | Reload | clear Entry |

Current Working Directory
fmntjde0o/homel2/gennmr/nmrdata

Display Text |

BERGEWNS  CHEWM263/ data/ LOPP O HNHRLAE # YEOUWET
EUMNDLE # CHEW3G6x, deleted_files,/ Lost_and_Found/ RIWVARD/S WEDERAS S Sequence Manual |
BURIAKS CHEM3&8X, FENNIRILS L DRy 7 SERPES YEINOT/
CAIRO, CHEM451,/ GIBESDAWISS LUy~ STRYEER, AN Ref Material |
CAMPEELL CLIVES HALL,/ Haryam: SEYMANSKIS  WASYLISHEN/
CAVELL S CO0KE,S HARRISON,S HCDERMOTT TARATS WEST Para 1 |
chdG3, COREINS  Les Hoshfigurs TrEWINSEI  WHITTALS
CHEM161,/  COWIE/S (LI MARIME, UMASSTGMED S

Para 2 |

Para 3 |

Linear Prediction |

Arrays |

Shims |

Clear Window |

To enter values in the entry boxes abowve, highlight the file of interest and middle click in the
entry box of choice.

1 EEhE H Undo H Close H Abandon

Figure 3: Data Manager window

Note that the Current Working Directory is always visible just above the list of directories.

Instead of using the mouse to obtain the directory name, it can also be typed right on the Directory
Navigation line by appending HALL to the existing directory information.

Important when typing: files and directories are case sensitive. Special characters as well as empty
space are replaced automatically by _.
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Directory Navigation
Data Dir | Change Dirl Dir A | Mew Dir | Show Files | Media | Fefresh Entw| Clear List

|,fmnt,fd600,fh|:ume12jgennmr,fnmrdata,f

Save|Rename|Delete Data

S avE DatalSama DataSFl ,&utusaw| Rename| Fesave | Delete | ClearEntw|
|
Load Data

Load | Feload | ClearEntw|

Current Working Directory
fmnt fde00fhomel 2 faennmrfnmrdata

BERGENS/ CHEM263/ data/ LOPPNOW,/ NMRLAE WEOUWET,/
BUNDLE CHEM3Gx,/ deleted_files/ Lost_and_Found/ RIWARD/ WEDERAS
BURIAK, CHEM36X,/ FENNIRI/ L Ol Ry SERPE/ WEINOT/
CATIRO,/ CHEM461,/ GIBBSDAVIS/ LUCY/ STRYKER/ WM,
CAMPBELLS CLIWE/ HALL / Maryan/ SZYMANSKIS  WASYLISHEN/
CAVELL COOKE HARRISON MCDERMOTT, TAKATS WEST/
ch4g3/ CORBIN/ Le/ Moshfigur, TYEWINSKI/  WHITTAL/
CHEW161/  COWIE/ LI/ NARINE / UNASSIGNED

Figure 4: Desired directory highlighted with left mouse button

Directory Mavigation
Data Dir | Change Dir| Dir | Mews Dir | Shir Files | Media | Fefresh Entwl Clear List

|jmnt,fd600,fhnmelzjgennmrjnmrdata,fH,&LL,f

Save|Rename|Delete Data

Save DE[TE[|S-'E[‘U"E DataSF| MJIDSENE| Fenhamme | Fesawve | Delete | ClearEntw|
|
Load Data

Load! | Feload | ClearEmw|

Current Working Directory
fmntfded homel2 faennmrfnmrdata

BERGEMS/ CHEM263/ data/s LOPPN W,/ NMRLAE,/ YEOUWET
BUMNDLE # CHEM35x/ deleted_files/ Lost_and_Found/ RIVARD/ WVEDERAS
BURIAK, CHEMZEX,/ FENNIRI/ LOWARY SERFE/ WYEINOT/
CAIRD/ CHEH451, GIBESDAWIS/ LUCY,/ STRYKER,/ lnlin
CAMPEELL,/ CLIWE/ HALL Maryam/ STYMANSKI,  WASYLISHEN/
CAVELL / COOKE / HARRISON/ MCDERMOTT,A TAKATS WEST/
ch4g3/ CORBIN/  Le/s Moshfigurs TYKWINSKI/  WHITTAL/
CHEM161,/  COWIE/ Lt MARINE UNASSIGNED/

Figure 5: Desired directory entered on the Directory Navigation line by typing or mouse middle click
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~Directory Mavigation

Data Dir | Change DirJ Dir A J NewDi_r_J ShnwFiIe_s_J Media___J Fefrash Entm ClearLisLJ

|jmntfd6t}whnme12;gennmr;nmrdatajH,&LL,f

~Save|Rename|Delete Data
Save Data | Save Datagﬂ ,&utnsawE_J Renamg_J RES-‘EL‘-.-“E__J DElEIE__J Clear Ent_r)d

~Load Data

LIIIElDi__J Reluad__J ClearEde
r-

~Current Working Directory
fmmt fde0ofhomel 2 fgennmrefnmrdatafHal L

2009, 07/ Jack,/ Ludwig_kaspary Shimal_Fernandopulles
Arnab s Jack_Lees Harlin/ Soeren/

Blakes Kant,, Michael Stephanie,”
Dennis_Hall,/ Laura, Michelles Tim/

Grassot/ Lessard,/ Maoren, Tim_ET1fords

Hongchao” Lisa, Faed/ umakanthan

Hongchao_Zheng, Ludwig, Eaed-41-Zaehi/s WIWEKRS

Figure 6: Directory content appears after clicking on the Change Dir button

The procedure has to be repeated until the desired directory is reached.
In this example it is Noren and 2010/01/. The desired file (*) is highlighted in Figure 7 then put on the Load
Data line in Figure 8 with a click on the middle mouse button.

rDirectory Mavigation

Data Dir | Change Dir | Dir# | MewDir | ShowFiles |  Media | Refresh Entry| Clear List |

|jmnt;d600,fhume 12 faennmefnmrdatafHALL Morenf2 010 01

~Save|Rename|Delete Data

Save Da_thSawE Data__'f.ﬂ ,&utuzawg_J Renamg_J RESEl‘u"E_J DE|EIE‘J Clear Ent_ryJ
e

-Load Data

Lnad__J Relnad__J ClearEmr}d
e

- Current Working Directory
fmntfde0dfhomel 2 fagennmrefnmrdataf/HAaLL Morenf2 010,01

2010.01.13.u5_Blank_B11_10. fid,/” 2010.01.13.u5_NHH-TI-11a_H1_1D. fids
Z010.01.13. u5_NHH-TI-110_F11_10. fid, Z010.01.13.u5_NHH-I-110_H1 gHMBC. fids
2010,01.13. u5_NHH-I-110_C13_10. fid,s 2

Figure 7: Desired directory after more Change Dir; the fid of interest is highlighted
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Directory Navigation
Data Dir | Change Dir| Dir A | Mesw Dir | Shov Files | Media | Fefresh Entw|

Clear List

|jmnt;d600fhnme 12 jgennmrfnmrdata/HaLL/Morenf2 010 01 /f

Save|Rename|Delete Data

JdE DatalSawE DataSF| ,&UIDSawE| Fenarme | Fesane | Delete | ClearEntw|
|
Load Data

Load | Feload | ClearEntwl

|2E]10.Cl1. 12 u5_MHH-1-110_H1_gH50C fid/

Current Working Directory
fmntfdedofhame 12 faennmefnmrdata/HaLLfiMNaoren 2010 01

A click on the Load button completes the procedure and the data 2010.01.13.u5...... gHSQC.fid get loaded

2010.01.13. u5_Blank_E11_1D0. fid, 2010.01.153. uS_HNHH-I-110_H1_10. fid/
£010.01.13, uS_HWHH-I-110_E11_1D0.fid,s  £010.01.13.u5_NHH-I-110_ H1_gHMEBC. fids
2010.01.13, uS_HHH-I-110_ <13 1D, fid,  2010.01.153. 05 _KHHH-TI-1103 H1_gHSOC. fids

Figure 8: Desired fid on the Load Data line

and are ready for processing.

Saving the data requires simply typing of the desired name on the Save|Rename|Delete Data line followed

by a click on one of the Save buttons.

Save Data

Save Data SF

Autosave spectrometer saves data automatically in standard format; AutoSave now requires
confirmation by the user in a separate pop-up window.

Rename allows renaming of selected data

Resave saves the current file with new parameters (e.g. after re-phasing, changing the text
etc. — the fid itself is unchanged); in essence only procpar inside name.fid is updated

Delete deletes data without an undo or undelete option

Clear Entry clears the input line

characters as well as empty space are replaced automatically by

middle of date/spectrometer and nucleus/technique information

free-style naming but files and directories are case sensitive and special

a format like the one shown in Figure 8 is chosen with the user-selectable text in the

The procedure is not complicated — it just needs a little bit of trying to get the feel for it!

*) VNMRJ stores data always in a directory containing the actual FID, procpar, text etc. The directory

name always ends in .fid.
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