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NMR SOFTWARE

This VnmrJ Administration
Quickstart Guide covers
typical day-to-day tasks,
including the creation and
configuration of:

*user accounts

* operators

* printers

* probe files
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Administration of users, operators and printers are executed
using the VnmrJ Administration interface. Adding printers
requires the Linux root password and accessing the VnmrJ
Administration interface. Configuration of the probe file is done

through the VnmrJ interface.
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Starting the VnmrJ Admin Interface

1. Login as the VnmJ administrator, usually vnmr1.

2. Click on the VnmrJ Admin icon on the desktop.

Vnmr) Admin

|

Users Panel

Select Directory.
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User Account Creation and Administration

A typical administration function is setting up new accounts and configuration of
the VnmrJ interface according to the needs of the users. Another administration
function is assigning a group of operators to a single user account. If operators will
be used, then the default password should be set first, before creating operators.

Setting the Operator Default Password

Set the default password for VnmrJ operators that do not have an operating system
login as follows:

. From the VnmrJ Admin interface, click Configure.

. Click Operators.

. Click Preferences.

1

2

3

4. The Preferences window appears.

5. Enter a password in the Default Password for VnmrJ Operators box.
6

. Click OK.



Creating a New User Account

This procedure creates a single new user account.
1. From the Vnmrd Admin interface, click Management.
2. Click Users.

3. Click New User.
NewUser appears with a box around it and the account’s profile is displayed in
the User Profile Panel.

4. Fill in the User Profile Panel as appropriate. Usually the User Login (Linux Login
Name), User Name (Optional - User’s Full Name), VnmrJ operators (Optional - one
word per operator separated by a space) Interface Type and Show Command
Area are modified.

5. Click Save User. You must configure newly created user accounts. Refer to
the section Configuring the User’s Account.

L Vnmr) Admin —@x
Management UNIX Configure Help

!
| Newuser |-||save user [prow ai vy users [*]Fma]  Myser Login: fenter 10gin name and press TaB

User Name: I

Home Directory: |

nmef wormrd NewUser] ] Operators: |

() Spectroscopy. ) Imaging
Interface Type = | Nur/Ms

how Command Area: () Yes O No

av av

Creating multiple new user accounts from a .csv file

The .cvs file must follow a specific format. In the first line, enter a list of column
keywords separated by commas. Keywords are login, itype, name, home, email,
profile. Required columns are login and itype. Column keywords can be listed in any
order on the first line. List subsequent lines of values, separated by commas, in the
same order as the column keywords listed on the first line. The .csv file's comment
lines must start with a number.

Example: login,name,home,itype,email,profile
myuser1,My User 1,/home/myuser1,Spectroscopy,userimail@abc.com,BasicLiquids
myuser2,My User 2,/home/myuser2,Spectroscopy,user2mail@abc.com,CommonLiquids



To create multiple new user accounts from a .csv file

1. From the VnmrJ Admin interface, click Management - Users.

2. Click Multiple Users from the drop-down menu next to the New User button.
3. Click New Users (2 or more).

The Create/Delete 2 or more users windows appears.

4. Select Use File for User list input.

5. Select Create.

6. Enter the file path for the .csv input file.

7. Click Add Users.

Vnmrj Admin

1=

[ Addusers || cancel |

NOTE: To create multiple new users accounts at once without using a .csv file,
refer to the VnmrJ Installation and Administration User Guide.



Deleting a User Account

User accounts can be deleted as necessary by moving accounts to the trashcan
or using a .cvs file. Once the trashcan is emptied, the account cannot be restored.
See the VnmrJ Installation and Administration User Guide for further account
manipulation details.

Adding Operators to a User Account

1.

From the VnmrJ Admin interface, select Show all VJ Users and click on the user
account to which operators are to be added.

2. Type the name of each operator in the VnmrJ Operators box in the User

Profile Panel.

3. Operators with no operating system account are assigned the default password,

those that have an operating system account use their operating system account
password to access the VnmrJ operator interface

4. Click Save User.

Resetting the Operator Password

This applies only to operators that do not have an operating system login.

. From the VnmrJ Admin interface, click Configure.
. Select Operators.

. Select Reset Password.

. Enter the operator or operators in the VnmrJ Operators box.

1
2
3
4. The Reset Operator’s Password window appears.
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. Click OK.

—| Reset Operators’ Password |

Vhmr) Qperators; |

|i" | Gancel




Modifying Operators

The system administrator assigns operators an email address, a panel level, a full
name, access to the command line, a profile, and even removes an operator.
Opening the Modify Operators Window

1. From the Vnmrd Admin interface, click Configure.
2. Click Operators.

3. Click Edit Operators.

4

. The Modify Operators window appears.

Modity Operators

__Operator [ Emall l rms_um | mmms_finmmmmul

Jamos Allliquids -:-‘
—_—_

Jfarlax

mario 30 TH

nmrl 30 yes

I OK ] { Cancel ] I telp I :ﬁ::::::Uquld
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Assigning Operators an Email Address, Panel Level, Full Name
and Command Line Access

The operator can be assigned a default email address. The panel level determines
which VnmrJ interface pages are available under the tabs in the parameter page
area. The default is 10 for operators and 30 for the account owner. Setting the panel

level higher makes more pages available (Default panel level groups are 0-9, 10-29,
and 30-100.) Edit the above fields as follows.

. From the Modify Operators Window, click Modify Operators.
. Click the box to edit.

1
2
3. Type or edit the email address, panel level, and full name.
4. Select yes or no from the Show Command Line list.

5

. Click OK to accept changes and close the Modify Operators window.



Assigning Profiles to a User and an Operator

A profile controls the buttons that appear in the Experiment Selector, rights,

and tools that are available to a user(s) and operator(s). (To create, edit, view or
delete a profile, as well as an explanation of rights and options, refer to the VnmrJ
Installation and Administrator User Guide.)

1. Click Modify Operators. The last column in the Modify Operators window is for
assigning the profile.

2. From the Profile Name list, click on the box and scroll to the profile for the
operator.

3. Click OK to apply.

Additional operator rights are assigned from within the users account, and explained
in detail in the Automation User Guide, Chapter 9.

Removing Operators from User Accounts

Operators can be removed from all accounts or from a single account.

To delete an operator for all accounts:

1. Click Delete Operator.

2. Click the box(es) next to the operator(s).
3. Click OK to apply.

To delete an operator from a single account:

1. Click the user account from the Users Panel.
The operators of that user are listed in the User Profile Panel.

2. Edit the VnmrJ Operators box to remove the operator(s) from the list.
3. Click Save User.



Configuring Printers

To add and manage printers, access to the Linux administrator permissions (root)
and the VnmrJ Admin interface (typically vnmr1) are needed, and can be done using
the Linux Printer wizard and the VNMR Plotter Configuration window.

Setting up a Linux Printer

Follow this procedure for each printer to be accessible by VnmrJ.
1. Click on the Linux System menu.

2. Select Administration.

3. Select Printing.
4,

Enter root user’s password in the popup window. The Printer configuration
window appears.

O Printer configuration - localhost [=)(E)x]
Fle Edit Help

(5] (] @ ()

New Printer flew Class Copy Delete Goto Server  Refresh
Server Settings Settings |Po||cies IAccess control ] Printer Options Ijob Options
7 Local Printers Settings
Description: [prin(er I
Location: [ I
Device URI: [hp:/par/HP_LaserJet_GP?device:/devlparporto l [Change...l
Make and Model: HP Laser]et 6P Foomatic/hpijs (recommended)
Printer State: Idle
State Default Printer
Enabled
Accepting jobs
e This is the default printer
Shared
Print Test Page
|

Connected to localhost

5. Click New Printer in the Printer configuration window.
A New Printer wizard is displayed to assist in adding a Printer. Follow the wizard
to completion.

6. Print a test page from the printer configuration window to verify proper
configuration of the printer.
NOTE: To delete a printer, highlight or select printer in the Printer Configuration
window and click the Delete/trash can icon.



NOTE: Printers can be managed from the Common UNIX (and Linux) Printing
System interface by typing http://localhost:631/ in the browser address line. The
Administration tab allows for addition of printers, while the Administration, Jobs
and Printers tab provides addition tools to manage printing jobs and print queues.
More information can be found by visiting the official CUPS site
http://www.cups.org/ for printer drivers and printers.

Administration - CUPS 1.3.7 - Mozilla Firefox — @
Fle Edit View History Bookmarks Tools Help

@ v ® O @ [Cntpmocanost:631/admin [+] @ ]ceou: @)

[ Most Visited v MJRed Hat MBRed Hat Magazine MIRed Hat Network MIRed Hat Support

| € Administration - CUPS 137 x [[6] Red Hat Enterprise Linux Ve... x | ¥

Administration Classes Documentation/Help Jobs Printers
Printers Server

Add Printer J Find New Printers

nfiguration File

View Error Log

Manage Printers

Classes Basic Server Settings:
7] Show printers shared by other systems
Manage Classes [ Share published printers connected to this system
[J Allow printing from the Internet
jobs [ Allow remote administration | |
[J Use Kerberos authentication (FAQ)
[J Allow users to cancel any job (not just their own)

[] Save debugging information for troubleshooting

(oI

Done
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Setting up a Printer for VnmrJ

1. Click on the VamrJ Admin icon.
2. Click on Management.

3. Click Printers... to open the tool. The VNMR Plotter Configuration window appears.

VNMR Device Narme Linux Printer Name
inew_plotter printerl * drawable area
2
>
&
5
£
£
&
H
&
Device Name:  new_plotter
Paper Size:  [Lewer || width: ZASIONIN () Height: 2ZSIOMIN (mrm)
Output Format: |POSTSCRIPT |+ | Resolution: [300 (dots per inch)
Dicom Printer Host Dicomn Printer Port
Orientation Paper Margins Spectrum Area
B Ororraic Left(mm)  Right (mm)  Wemaxmax (mm)
[14.5 | [14.5 | [zs0.0 |
[®Y @ Landscape WeZmaxmax (mm)
Top (mm)  Bowom (mm) 50 o ]
[14.5 | [145 |
Add new device || Delete selected |[ Resetto origin_| Reset to default

4. Select an available printer from the Linux Printer Name list.

5. Type a name that VnmrJ will use to recognize this printer in the VNMR Device
Name box.

6. To the right of the VNMR Device Name and Linux Printer Name columns are the
page settings VnmrJ will use to print. These are to be set for appropriate paper
size, output format, dots per inch (dpi), paper orientation, and printable area.

7. Click Close to save and close the VNMR Plotter Configuration. To abandon ALL
changes, click Abandon.

"



Accessing the Hardware Configuration Window

The software must be configured to match the installed hardware for proper
operation. This system installer performs this task at the time of installing
the spectrometer. The administrator may want to record the settings in the
configuration for backup or reference.

1. Login as the Vnmrj administrator.

. Click on the VamrJ icon on the desktop.

2

3. Click Edit in the main menu after VnmrJ starts.

4. Click System Settings... to open the System Settings window.
5

. Click System config.
The spectrometer Configuration Window appears.

6. Record the settings for future reference and then click Cancel to close
the window.

In time, value of the Lock Frequency may need to be reduced to ensure z0
can be adjusted for all solvents used. This window is where the value of the
Lock Frequency can be set for all users. (Refer to the VnmrJ Installation and
Administration User Guide for details.)

System Spectrometer b Sample Changer None 'I
Proton Frequency 400 ~| sample Changer Port None id
VT Controller Present ~| shim set Varian 28 Shims ~|
X Axis Gradient Not Present ~|  Number of Receivers 1 ~|
Y Axis Gradient Not Present A Receiver Configuration Single Receiver 'I
2 Axis Gradient Performa | ~| ILack Frequency Wﬁ?s |
System Gradient Coil None o ProTune Present ¥
Number of RF Channels 2 bl CryoBay Not Present '|
PFG board Present o VT Flow Range 01050 '|
Cryogen Monitor None b2
RF Channel 1 (Obs) 2 (Dec)
Synthesizer Direct Digital Il || Direct Digital Il = |
Maximum Power 63 3
Type of Linear Amplifier Full Band = Fuil Band ~|
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Adjusting Solvent Lock Power and Gain Values in the
Probe File

The solvent lock power and gain values in the probe file are generated when the
gradient shim map was automatically created and are based on the lock power and
gain values of the D,0 sample used. These values should be adjusted for typical
samples used in the probe after the automated routine has been run, so as to not
replace your manually adjusted values for calculated values.

1. Log in as the VnmrJ administrator.
2. Click the VnmrJ icon on the desktop.

3. Click the Probe button at the bottom of the VnmrJ interface. The Probe
window appears.
The Current probe and Manage probe files sections display pull down menus of
probes available for showing and editing.

4. Select the probe to edit from the appropriate section from the pull down menu.

5. Click either the Edit/Show Probefile if editing the current probe displayed in the
pull down menu or Edit if editing a probe in the Manage probe files section. The
probe file is displayed.

6. Click the Ik tab to display and edit the lock power and gain values of various
solvents under automation.

NOTE: If the autocalibration routine for gmap and z0 is run, the new/updated
probe file will put calculated values of lock power and gain in the new probe
file. A backup of the old profile file with previous values is located in the
probe’s direcotory.

7. Scroll to the bottom of the page and click the Save Changes to accept
changes.

8. Click the Close button to close the Probe edit window.

9. Click the Close button to close the Probe window.

Adding and Removing a Nucleus in the Probe File
A new entry (example Si29) can be added to the probe file by typing on the
command line:
addnucleus('Si29’)
The probe file will then need to be edited to contain appropriate values for the new

entry. Follow the directions in the “Adjusting Solvent Lock Power and Gain Values in
the Probe File” except click the Si29 tab rather than the Ik tab.



Configuring the User’s Account

These settings refer to a single user’s account. Each user will need to log in to their
own account and set their printer and preferences. These changes affect only that
user’s account.

Setting Printers for Users

Each user will need to set their default printer and plotter from the list created in
the VNMR Plotter Configuration window in their own account in order to print
for Vnmrd.

1. Click on the VnmrJ icon on the desk top.
Click File in the main menu after VnmrJ starts.

Click Printers... to open the VNMR Plotter Configuration window.

oL~

Select a default printer and plotter to be used then click Close to save
the setting.

File Edit View Experiments Acquisition Automation Process Tools Help

[ New Workspace = c

| Join a NEWWorkspace !JJJ_JJ
| open...

Save As...
Auto Save
Printers...
Print Screen...
Auto Plot
Create a Plot Design...
Review PDF Plots...
Switch Operators...
Exit Vamr)

View: Sample
+ Ethylindanone
Ethvlindanone_PROTON_
Ethvlindanone_PROTON_
Ethvlindanone_HOMODEC
Ethylindanone_CARBON _( |
Ethvlindanone_CARBON
Ethvlindanone_gCOSY_0.
Ethylindanone_COSY_01 T
Ethvlindanone_gDQCOSY |
it ey Device Name:  printer
z:;:::::::::;’;gy“ Paper Size: Letter Width: 215.9 (mm)
Ethvlindanone _NOESY_0.
Ethviindanone _ROESY_0.
Ethvlindanone _ROESYAD.

New Study

Tray: auto_201102

Show Study fr|

§ Temp | Spin
-

x|

VNMR Plotter Configuration
|_Printer_|Linux Printer .| VNMR Device Name |4
unknown |

B drawable area

OO

none

) ® C
O

printerl  plotter

printerl printer b

T spectrum max neight

Output Format:  POSTSCRIPT Resolution: 300 (dots per inch)

Color: Mono Line Width: 1

Paper Spectrum Are;

{0
Left (mm)

Right (mm) | | Wemaxmax

© Portrait

@ Landscape

Bottom (mm)

Top (mm)
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Setting User Preferences

Each VnmrJ account can be further customized through the Preferences popup.
These preferences control only that user’s account and any operator using that
account; it does not affect any other VnmrJ account. The Preferences popup and
all of its contents are described in detail in the VnmrJ Automation User Guide,
Chapter 7.

» The Preferences configures:

» Data saving templates.

+ Default automation functions.

» Day and night queues.

+ Study Queue display configuration.

» Settings for all sample queues.

* E-mailing options.

» Data mirroring.

» Parameters to preserve during a queued acquisition (Sample tags).
» The ability to define parameters to be stored and recalled for the user
» Operator rights.

» Adaptive NMR

To access the Preferences popup:
1. Click Edit in the main menu.

2. Click on Preferences... to open the Preferences popup.



Template Preferences
I

Email enabled lv] Enable Email Options

Templates | Automation | SQview | Queue | eOptions | DataMirror | SampleTags | UserPrefs

Template Preferences: ___ Restore to defauits., |

Study Directory Template (svfdi): |/home/wnmr1/vnmrsys/data/$studyowner$
Sample Directory Template (sampdirtmplt): |$notebook$ _$ page$%R0%
Data Template (sviname): [$pslabel$ _$samplename$ _%R3%
Automation Directory Template (autodir): [auto_%DATE%

Bitmap image format: pdf o Time display format: 12Hour (AM/PM) vI

Examples:

Study Directory. /home/wnmrl/wnmrsys/data/wmrl
Sample Directory: 213.5
Data: PROTON_Ethylindanone_001.fid
Automation Directory: auto_20110216_01

Save J
l Edit... H Undo ] Close [ Abandon |

The Template Preferences found in the Templates tab are usually customized to the
user’s needs and several common examples are provided here (although the default
naming and saving convention can be used.) Parameters are placed between dollar
symbols (example: Spslabel$), time and date substitutions are placed between
percent symbols (example %DATE%), and appending a numeral on the end that
increments to prevent names from being identical can also be added (example:
%R3%) in the templates. Typing man('Svfname’) from the Vnmrd command line will
provide a detailed description of other substitution identifiers, usage, and examples.

NOTE: The Study Directory Template is a path. The three remaining templates are
directories and do not contain a path. Any changes done on this window should
be saved before exiting the popup by clicking Save. If the Automation Directory
Template is changed, a new automation needs to be started for the template
becomes effective. Changes to not affect submitted studies, only future studies.

In the example above, all study data is directed to home/vnmrl/vnmrsys/
data/<study owner>, accomplished by the use of the Sstudyowner$
argument. The data for each sample will further be saved in a directory
named <notebook>_<page>, where notebook and page are the notebook and
page numbers that were entered in the Start tab of the parameter panel. The
revision number is suppressed here. The actual FID directory will be saved as
<pslabel>_<samplename> with a three digit revision after it.
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Several other samples templates are shown below:

= Preferences X

Email enabled Enable Email Options

Study Directory Template (svidi): [/home/vamr1/wnmrsys/data/$studyowner$
Sample Directory Template (sampdirtmplt): [Book_$notebook$_Page_$ page$%R0%
Data Template $pslabel$ _$ $_%R3%
Automation Directory Template (autodin): [auto_%DATE%

Bitmap image format: pdf &~ Time display format: 12Hour (AM/PM) '|

Examples:

Study Directory. /home/vnmrl/vnmrsys/data/vnmrl
Sample Directory: Book_213_Page_5
Data: PROTON_Ethylindanone_001.fid
Automation Directory. auto_20110216_01

Save J

[ Edit.. |[ undo |[ close |[ Abandon |

Fixed text (Book and Page) are included in the Sample Directory Template.

= Preferences X

Email enabled Enable Email Options

Templates

Study Directory Template (svidi): [/home/vnmr1/vwnmrsys/data/$studyowner$
Sample Directory Template pdirtmplt): Book_§: $ _%DAY%%M O C%%YR¥%%R(
Data Template : [$pslabel$_$ 1e$_%R3%
Automation Directory Template (autodir): [auto_%DATE%

Bitmap image format: pdf '| Time display format: 12Hour (AM/PM) v|

Examples:

Study Directory: /home/vnmrl/vnmrsys/data/vnmrl
Sample Directory. Book_213_16Feb2011
Data: PROTON_Ethylindanone_001.fid
Automation Directory: auto_20110216_01

Save J

l Edit... H Undo ” Close ” Abandon l

Date in the format of day-month-year is included in the Sample Directory Template.
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= Preferences x

Email enabled Enable Email Options

Template Preferences:

Study Directory Template (svidir): [fhome/wnmr1/vnmrsys/data/$ studyowners$ /XDATEX
Sample Directory Template (sampdirtmplt): [$notebook$_$ page$%R0%

Data Template : [$pslabel$_$ $_%R3%
Automation Directory Template (autodir): jauto_%DATE%
Bitmap image format: pdf oud Time display format: 12Hour (AM/PM) 'I

Examples:
Study Directory: /home/wnmrl/vnmrsys/data/vamrl/20110216
Sample Directory. 213.5
Data: PROTON_Ethylindanone_001.fid
Automation Directory. auto_20110216_01

Save J

[ Edit.. |[ undo |[ ciose |[ Abandon |

Date in the format of numerical year-month-day is included in the Study Directory
Template.

Queue

The Queue tab offers options for the actual automation queue. All settings at this
page are default settings. Each sample submission will start with these default
settings. They can be overwritten during the sample submission.

eOptions

Actions that will be taken to produce an electronic output of the recorded spectra
are defined here. The default options set on this tab will be the default option with
every new study queue. Each operator has the option to override these in the Start
parameter panel during the submission of the queue.
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UserPrefs

The UserPrefs tab allows the account administrator to set up operator options. The
account administrator can define the interface personality at the time of operator
login from here, as well as the action to be taken after sample submission.

NOTE: The Preferences popup and all of its contents are described in detail in the
Vnmrd Automation User Guide, Chapter 7.

Spinner and Temperature Configuration

The temperature and spinner control can be set from the Start Spin/Temp
parameter panel. If “Control ... from this panel only” is selected, then the
configuration on this page is applied to all users and experiments, and can only be
reset/changed from this panel. If it is unchecked, then users may have the option to
change the temperature and/or regulate spinner as desired.

Temperature can also be set from the Automation section of the Preferences popup
but will not supersede the temperature setting in the Spin/Temp panel if “Control
temperature from this panel only” is selected.

start|[Acquire| Progess| |_setp Hardwaren| Clearsampleinfo | Show Time | iStORMN
E(t)acr':dard Spinner: liquids [] Control spinner from this panel only
Shim Regulate Speed () Abort after spinner error
Proshim 20 ) () Warn after spinner error
Spin/Temp| current off Spin Off (® Ignore spinner error
Temperature [] Control temperature from this panel only
Regulate Temp () Abort after temperature error
25 { ) () Warn after temperature error
Current off Temp Off (®) Ignore temperature error
VT Air Flow: ’EE I/ min VT Air OnIVT Air Oﬂl Reset Pneumatic Router. Reset VT Controller, ]
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