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Flexible and Configurable Tools for
the System Administrator

Administering to a large NMR user group can be a difficult
and thankless task. Quite often, there is a broad range of
experience levels and needs among the users.

At Agilent we have a number of tools in our software to
help the System Administrator manage this task.
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Outline

In this seminar we will learn how to:

Make Automation work the way you want it to - Automation Preferences

« Tailor VnmrJ to meet each of your user’s needs - the Persona Manager

» Fully customize your push-button NMR experiments - Study Clones

« Maintain and distribute software customizations with ease - Application Directories

« Maintain and update your system’s critical calibrations - Probe Autocalibrations

* Apply VnmrJ’s flexible and powerful shimming toolset - ProShim
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The Preferences Panels
Have it do what you want, when you want it

The data save templates are
critical to the efficient use of
the system. They are very
flexible and can be used to
construct a data archive tree
that is constructed
automatically.

This is the default template.
It is valid and does work,
but...

Preferences

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

Template preferances; | Restore defaults |

Study directory template (swidir) |$userdir$,fdata

Sample directory template (sampdirtmplt) |$samp|ename$_%DATE%_

Data template (swname) |$ps|abel$_

Automation directory template (autodin |auto_%DATE%

Bitmap image format  |[pdf ﬂ Time display format |12 Hour (AM/FM) |v|

Examples:
Study directory:  /home/dave mmrsys/data
Sample directory: drift_test_djr_20131018_01
Data: PROTOM_O1.fid
Automation directorny.  /home/dave mmrsys/Automationfauto_20131018_01

| Save |

| Close || Help |

Agilent Technologies
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The Preferences Panels
Have it do what you want, when you want it

This is an example of a
more useful template. The
flexibility is tremendous,
meaning your data tree can
be easily customized for

your particular user’s needs.

Preferences

fTempIates rﬂulnmilinn rSQuiew rQueue reﬂpliuns r[)itiMierr |/51I11|:I|ETig5 rUEErFrefs |

Template preferences: | Restore defaults ‘

Stucly directory template (svidir) |,fhome,fdata,f$researchgroup$f$faculty$,f$studwwner$

Sample directory template (sampdirtmplt) |$samplename$jnotebook&%DA‘r’%%MOC%%YFQ%_

Data template (swiname) [fsamplename$_$pslabel§_%R4%

Automation directory template {autoclir) |LIniv_of_NMR_%DATE%

Bitmap image format | pdf - Time display format |12 Hour (AM/PM) ||

Examples:
Study directory.  /home/data/Biochemisiry/VEowyer/Katsu
Sample directory: genestin_FJB3232 _230ct13_01
Data; dgenestin_.FROTOMN_0001.fid
Automation directory.  2/Vnmrl4 /vnmrsys fAutomation/Univ_of _NME_20131023 01

‘ Save |

| Close || Help |

- Agilent Technologies
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The Preferences Panels
Have it do what you want, when you want it

The Automation tab contains
default values and behaviors
that influence exactly how
the system operates.

In a multi-user environment,
preferences that reset the
system for every sample are
often a good choice.

Other preferences are used
to control how much
freedom users are allowed.

Preferences

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

Automation preferences: traymax = 12

Sample change time
Process/plat time

Shim each sample from

Skip sample if protune fails
Max priority samples

Allow priority samples at night
When DayQ exceeds time limit;
Locations selection
Auto-resubmit errored locations
Feuse errored locations

Feuse completed locations
Default automation temp. (C):

When Automation queue is done:

180 g
G0 [
Last shirms |v|

[Jyes

W (per operator)
[[]yes

[ ] redirect Exp to NightQ
|Let user selact |v|
[v] yves

[Tyes

[i] yes

[v] Ambient

Automation directony:

) Always use current
# Create as per schedule

| Set time schedule

|Ieave current sample in magnet

[~

Save

| Close || Help |

Agilent Technologies
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The Preferences Panels
Have it do what you want, when you want it

Automation Time Scheduler »

The Tlme Scheduler IS Very [ Automation Run [ Automation File
powerful and allows the e el aeos e

account owner to COIT[I’Ol the Monday: ::’:ﬁ'mdir H [Eooan [~) Bomn [+ Vit ﬂ [E00PH || [Uniimizd [+
rObOt queue Wlth hlgh Tuesday: E::[z“mdir ﬂ [Eooan [~) Bomn [+ Vit ﬂ [6.00PM [+ [Uniimitzd ||
reSOIUtlon Wednesday: ::’:[z“mdir ﬂ [Eooan [=] Fomn  [=] D Vieoe ﬂ [6.00PM [+ [Uniimitzd ||
Thursday: ::’:[z“mdir ﬂ [Eooan [=] Fomn  [=] D Vieoe ﬂ [6.00PM [+ [Uniimitzd ||

Friday: E;ng“mdir ﬂ [z:00am [+ [30min [+] [ variable ﬂ [:00rM [+ [unlimited |+

Saturday: :;ng“mdir ﬂ [ [ [Eommes] [ variable ﬂ [EoeRi ] [uniimited [+]

Sunday: E;wmg“mdir ﬂ [ [ [Eommes] [variable ﬂ [Eoor ] [unimited [+]

MNew automation directory will be automatically created at/after (when the first study is initiated):
Mon(8:00) Tue(B:00) Wed(8:00) Thu(8:00) Fri{8:00)
Automation directory will MOT be created on 5at Sun. Previous day automation run continues

Save this Schedule

Agilent Technologies Confidentiality Label
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The Preferences Panels
Have it do what you want, when you want it

The Queue tab contains
items that are set as default
values for every Study.
These values can always be
changed by the user when
they submit a sample.

A default experiment saves
users from having to select
a basic experiment for every
sample, and it allows the
Express Submit tool to
function.

Preferences

fTemplnes rAulnmilinn rsmriew rQueue reﬂplinns rDlllMierr rSimpIeTigs rU5erPref5 |

Queue prefarences: [User can override Autolock, Autoshim, ProTune, and TempPad options]

Before first experiment: [¥] Autolock  [w] AutoShim  for [New and continue study |+ |

By default, run Queue in: % Automation ) Foreground © Background
By default, add. .. lml— to the Queue for a new study
Allow submssion to Automation Queue {traymax = 12)

Before first (day and night) experiment: [JProTune

Before first acg. equilibrate sample temp for: ’F s (TempPad)

[ ] After findzO routine read lockphase from probe file (automation only)

Before sample insert, allow W s for temp to change; else. .. ﬂ
Allow submission to Mon-Automation Queue in foreground
Allow submission to Mon-Automation Queue in background

Befare first experiment: [JProTune

| Save |

| Close || Help |

Agilent Technologies

Confidentiality Label

October 28, 2013



The Preferences Panels
Have it do what you want, when you want it

The eOptions tab is exactly
that; it sets up the email and
the electronic file options.

Preferences

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

e0ptions preferences: [User can owerrice Flot2plotter and eMessage options]
Email options enabled

After every experiment [ | Plot2 plotter
[ Email the FID
Save a plot [ ]save JCAMP spectrum (1D only
[ ]Email a plot [ "] Email JCAMP spectrum (1D only

Bitmap image format ﬂ JCAMP format
Flot parameter style ﬂ

Send eMessages to: [¥] Study owner [v] Administrator
Whenever the study Errors Errors
[ |starts [v] Starts
Completes [] Completes
| Save ‘
‘ Close H Help ‘

Agilent Technologies
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The Preferences Panels
Have it do what you want, when you want it

The Data Mirror tab can be
used to specify the location
of a second copy of the
Study directories plus
archive versions of plots and
spectra.

Preferences

[ Templates | Automation | Soview | Queue | eOptions | DataMirror | SampleTags [ UserPrefs |

DataMirror preferences: Qn/off

Zip it?

Template for FIDs /network_drive/data/MMES 00 /XDATER

[Twes

Template for plots

[]yes

Template for spectra | |

bt [v]  icanr forma

Dynamically maintain a 2nd copy of the sample directony:

Bitmap image format

Template for 2nd copy  |/workstation_drive/$facultyg /$ studyowner§|

Examples: FIDs: fnetwork_drive/data/NMRS00/2013 101801 fid
Flots:
Spectra:

Path to 2nd copy. /workstation_drive/Dr_Jones fvnmrl

‘ Save ‘

| Close H Help ‘

Agilent Technologies
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The Preferences Panels
Have it do what you want, when you want it

Preferences

The User Preferences tab

(Ternplitu rﬂutnmninn rsq'uiew rQueue renptiuns rDitiMirror rSimpIeTigs rUserPrefs

controls things like system
. . UserPrefsRemembrance enabled

behavior on log in and log

. Inclucle:  [v| Plotter [v] Printer
out, plus gives users a place paramaere e P25 i
fo set defaUIt user tahle can have ﬁ:::ll;iif;r Do nothing v

h I S T sofvent After sample submission:

parameters, such as emai oo e concentration e i o
address, favorite solvent,

. Frocess data on drag-and-drop
and the pnnter Closest to Setup default values | Enable Adaptive NMR
thelr deSk ["] send submissions to Study Mimic

| Save |

| Close H Help |

- Agilent Technologies Confidentiality Label
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The Preferences Panels
Have it do what you want, when you want it

The User Preferences tab
controls things like system
behavior on log in and log
out, plus gives users a place
to set default user
parameters, such as email
address, favorite solvent,
and the printer closest to
their desk.

Operator Preferences Setup

Freferences for Vnmr]4:

Save as defaults ‘ | Restore defaults

plotter |plotter [b+w]

|~]

page|

notebook |

concentration |0

printer | printer [b+w]

emailaddr |V]user@agilent.com

solvent |DMSC'

Confidentiality Label
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Outline

« Make Automation work the way you want it to - Automation Preferences

« Tailor VnmrJ to meet each of your user’s needs - the Persona Manager

* Fully customize your push-button NMR experiments - Study Clones

« Maintain and distribute software customizations with ease - Application Directories
* Maintain and update your system’s critical calibrations - Probe Autocalibrations

* Apply VhnmrJ’s flexible and powerful shimming toolset - ProShim
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Persona Manager

Eile Edit Miew Experiments Acquisition Automation Process Tools Help

(xJOF

m-m-

Protocols | QuickSubmit | Frame | Viewport

ProcessPlot | ArrayedSpeara |
Seq: FROTON

o Common

o Liguids

¢ Calibration
H1/C13/Cradient (CH3| sample) :
H1/C13 /Cradient Lock Gmap/Z0 (AutoTest sampl |
F31 obsjdec H1 Quantitation (F3 1 S/N sample) 1
P21 obs/dec (CH2+TMF sample)
H1/M15/Gradient (Benzamide sample)
H1/M15/Gradient Lock Cmap/Z0 (W15 AutoTest
Lock Gmap/Z0 (Doped D20 sample)
F19 obs/dec (F19 5/N sample)

4 1 ] ™|

. .‘W Temp Spin
L]

Lock | Sample

empty

® Sample ) Active Sample : k E—“K‘ j.L" A . : . . . i
) Spectrometer (! Study Cluster ] 8.4 8.0 7.6 7.2 6.8
75b15-11-12_040ct12_01 : PR i
5b15-11-12 PROTON_O1 1 |
("star |{JAcquite Process Insert || Eject ‘ Setup hardware ” Auto lock ” Auto tune ” Gradient shim ‘ | Logout ‘
‘[|Sample Info
g Operator: Vnmr]4
Sample i ion
Clear
sample name pb15-11-12 Emalil |dave@agilent.com
i 5b15-11-12_040ct12_01
ialmp\e directory ‘DMSO - - | ‘ Comments
it -
oven So15-11-12
‘ DMSO CDCI3| D20 | Other
H Concentration 0 mM
New study ‘ | Continue study : Notebook
; Fage
\% (Wl | o probe calibration file, please create with "addprobe”

The default software interface is very powerful and offers the complete set of tools to the user.

It is also somewhat intimidating when all one wants is a simple proton spectrum.

Agilent Technologies
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Persona Manager

o-m-
iZune:

Eile Wiew Help

BOEEEB O
ouaswme

[Mext available location: 1

Operator: Chris
Active study: Inactive

New study ‘ | Continue study
~Parameters
Sample name
Sofvent DMSO ]
Comments
rExperiment queue
Select experiment  |PROTON ﬂ
Add to NightQ
Customize Clear queue
Iew Study:
O [ ] Next location
Submit H Logout
Messages

Ready for a Mew Study.

Mext Submission will start at
Priorityq : 01:46 PM
DayQ: 0146 FM
MightQ : 01:46 PM

. Probe QE”

empty

Temp | Spin Lock |Sam|)le

[
ATl

The Persona Manager allows the system to present only those tools any individual user or
operator needs, while protecting the system from novice users by hiding operations that they

should never perform.

Confidentiality Label
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Persona Manager
Giving every user only the tools that they need.

=3 Persona Manager x

~Administration

Persona [Chemist [+] [ Rean | Save changes as [Chemist Save
Each Persona can have a gl o) T T
Set Of C u Sto m Ized ~Persona attribute definition
p refe re n CeS . m aki n g [ Preferences | Widgets and Rights | Parameter Panels | Protocols
defau |t behaVIOrS SpeCIfIC Mwmlj::?r::i:i:zmles in WiPriorve B [CIpaya [ Cinigma [

M d ™o d I When DayQ exceeds time limit Redirect experiment to NightQ
to I n IVI u a u Se rS . Locations selection Let user select [~]
Allow reuse of [ Errored locations Completed locations

Limit max {per operator) time in DayQ (10 min [ | NightQ I min

Queue preferences:

By default, run Queue in @ Automation (0 Foreground  Background

By default, add ’W 1o the Queue for a new study
Allow submssion to Automation Queue

[ Allow submission to Non-Automation Queue in Foreground

Allow submission to Non-Automation Queue in Background

User preferences:

After operator login Feady for submit -
After sample submission Do nothing -

Agilent Technologies Confidentiality Label
October 28, 2013




Persona Manager

Giving every user only the tools that they need.

Each Persona can have a
set of widgets and rights,
allowing specific tools and
actions to be either
displayed or hidden.

There is a high level of
granularity for these
actions.

ol

Persona Manager

~Administration

["] Automation Menu
Process Menu

Graphics Toolbar

Persona |Chemist |v| | Recall | Save changes as |Chemist Save
Operator Current persona: MNew persona |Chemist |v| | Assign |
~Persona attribute definition
Preferences | Widgets and Rights r Parameter Panels r Protocols \
Menus Tools Rights

File Menu [ Command Line [ Can clone Studies

Edit Menu Hardware Toolbar May rearrange exp tree/buttons

Experiments Menu System Toolbar Can submit Priority samples

Acquisition Menu User Toolbar Can edit own Study

[v] Tools Menu ST
Help Menu sample
[v] Active sample

Vertical Panels [¥] Spectrometer
Frame [v] Stucly cluster
Quicksubmit
[v] Viewport Spectrometer View
ProcessPlot Completed studies
[l Cryo Studies in progress
ArrayedSpectra ] FIDs (chronclogical)
Experiment Selector Errored studies
Experiment Selector Tree [] Pending studies (chronological)
[v] Stuchy Queue [v] Studies in DayQ/MightQ

["] Can view Studies owned by others
["] Can edit Studies owned by others
Can exit Submit mode

Can customize experiments
[]Can do VT in queued acquisitions
[] Can manage automation directory
[ Can do probefile related operations
["1May change submission queue

["] Can do calibrations

["]Can change preferences

Hawve access to all menus

May tune probe

May change 50 View options

May submit using StudyQueue
May submit using QuickSubmit
May customize in QuickSubmit

[ Can Exit Vnmr)

Agilent Technologies
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Persona Manager

Giving every user only the tools that they need.

Persona Manager

Q)
Person:rat;uiltihemist [«] [ Rean |
Each Persona can have a e S T

Sawve changes as |Chemist

Save

New persona [Chemist [~]

| Assign |

set of allowed and

~Persona attribute definition

forbidden panels, greatly

simplifying the interface
while preventing novice
users from typing in poor
parameter choices.

Enable parameter panels

r Preferences rWidgets and Rights rParameter Panels rPrntn(nls

Enable all other panels not listed below

Start panels
Standard panel is enabled
Lock
[v|Shim
Proshim
[v] Spin/Temp

Acquire Panels
Default panel is enabled
[v] Acquisition
FulseSequence
FPRESAT
WET
["] Channels
[ Flags
[ Future Actions
Overview
["] Advanced Customization

Process Panels

Basic

Default
Weighting
Display
MorelD
More2D
Integration
Cursors LineList
Flot1lD

Flot2D

MR

V] T1/T2 Analysis

Text Output panel is enabled

Agilent Technologies
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Persona Manager

Giving every user only the tools that they need.

While VnmrJ comes with
several hundred pulse
sequence choices, not
every users really needs
to run them all. Persona
Manager can control the
Experiment Selector by
enabling and disabling
protocols, both
individually and by groups
and families.

=3 Persona Manager

Administration

Persona [Chemist [~] | Recall | Save changes as [Chemist

Save

Operator : Current persona:

MNew persona |Chemist

‘V|| Assign |

~Persona attribute definition

r Preferences r Widgets and Rights r Parameter Panels r Protocols |
Protocol group: [ Disable this group
Primary subgroup: (HHiHomo2D |v | Disahle this subgroup
o 5td 1D
Secondary subgroup: (HHyHomo2D
| L{CH)corr
Protocols: Enable all the FJn(CH)corr
(H)5ellD
gCOosY Sel2D
CosY (HC)Crisis2
gDQCOSY (HCO)HetToxys
HF _Expts
DQLosY (CCycorr
lv] TOCSY J5pectra
zTOCSY Hadamard
ROESY
ROESYAD
NOESY
zCOSY

Enable all other protocols not listed above

Confidentiality Label
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Outline

« Make Automation work the way you want it to - Automation Preferences

« Tailor VnmrJ to meet each of your user’s needs - the Persona Manager

* Fully customize your push-button NMR experiments - Study Clones

« Maintain and distribute software customizations with ease - Application Directories
* Maintain and update your system’s critical calibrations - Probe Autocalibrations

* Apply VhnmrJ’s flexible and powerful shimming toolset - ProShim
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Study Clones

A button for every occasion

Eile Edit View Experiments Acquisition Automation Process Tocls Help

Bo m-m-

ProcessPlot | ArrayedSpecira
Protocols QuickSubmit Frame Viewport

Local Clones Common Liguids | Calibration
PROTOMN_fast PROTOM_quant
CARBON_overni ght H1_13C_COSY_H5QC U ‘Jj(k
J 1 N o
T T T T T T T T T T T T
8.4 8.0 7.6 7.2 6.8 6.4
ppm
L _J
(SwdyQueve o
(® Sample 1 Active Sample Insert || Eject | Setup hardware H Auto lock ” Auto tune ” Gradient shim | | Logout |
) Spectrometer ) Studly Cluster
Info)
95b15-11-12_040c112_01 Operator: Vnmrj4
SEilSeili=do el Lol Sample information
Sample name EblS*ll*lZ Email |dave@agilent.com
i 5b15-11-12_040ct12_01
Sample directory | [a _ L i
Solvent DM50 [~ T
DMSO_CDCI3
Concen tration 0 mh
New study ‘ | Continue study Notebook.
Page
«| ki Temp | Spin Lock | Sample EDI
- M empty

Study Clones allow a simple, fast way to customize the Experiment Selector
to contain the experiments you want with exactly the parameters and
behaviors you want.

%% Agilent Technologies Confidentiality Label
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Study Clones

A button for every occasion

The Study Clone popup
allows you to create
exactly what you want in a
study, then name it
something that anyone
can recognize and use.

Study Clones can consist
of just one experiment, or
a collection of
experiments, and they
can have customized
processing and plotting
actions associated with
them.

Clone StudyQueue

Studies |[New Study) |v| | Delete |
Queue details: SampleTag details:
StuchyMame: (Mew Study) concentration © | =
-——-DayQ---- emailaddr dave@agilent.com
PROTON 9 min, 23 sec emailwhen done
-——=MightQ---- EMmessage W =
faculty Kohn
intstd
iswt 0 ]
lot
notebook
page —|
pltopt n |
4« 1 | [*]

Allow customization

[]Include SampleTaas

Applications directory: [Home account [+]
Tabname |NewTabname |V| Select OR
[chem 202 Enter
MenuLevel |
Submenu |

Label |

Studyiame |Lab_14

Save/Update

Confidentiality Label
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Study Clones

A button for every occasion

These clones were
created by an
administrator at a
university to satisfy
demand from the user
base.

Common |/ Liquids |/Ea.lit:|ratin |
Local Clones r Heteronuclei |_
Lladrapolar T M1S 5
Q & Al27
Ell
Cs133
Li7
P31+ Ma23 pPt1495 &
017
|
529 ¥ F
I libration
:[/ Heteronuclei |_
Quadrapolar M15 %
P31 195 +

529 1

P31_2]_CIGARAD
P31_3]_gHMBCAD

P31_gCOS5Y
P31_gDOQCOSY
Phosphorus

Confidentiality Label
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Outline

« Make Automation work the way you want it to - Automation Preferences

« Tailor VnmrJ to meet each of your user’s needs - the Persona Manager

* Fully customize your push-button NMR experiments - Study Clones

« Maintain and distribute software customizations with ease - Application Directories
* Maintain and update your system’s critical calibrations - Probe Autocalibrations

* Apply VhnmrJ’s flexible and powerful shimming toolset - ProShim
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Application Directories

Maintain and distribute software customizations with ease

What exactly is an “Application Directory” (appdir)?

A folder that contains files that “stuff” like parameters, pulse
sequences, probe files that VnmrJd can use

Agilent Technologies
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System Application Directory

vnmr - File Browser

File Edit View Go Bookmarks Tabs Help

*Back v Forward ~ 4 E’l‘ @ i 0]

:EZ Location: [Nnmr jl B, 100% @)

VnmrJ

installed into

| Placesw X ‘ acq help par300 satellites tune |_J solvents
a fOIder :::;:G acqbin iccnlib parﬂOD seqlib userlib |__| vnmrmenu
. File Syszem acgqueue imaging pars00 service user_templates |_J vnmrrey
I I n ked to by Network adm java par600 shapelib veripulse
(3 DISK_IMG app-defaults jre par7o0 shimmethods walkup
/Vn m r E:::ments asm kermit par7s0 shims wavelib
Music autotest lib parson shuffler web
Pictures bin maclib parg0o solidspack |_J bootup_message
Ei:i:lscads bin2 manual parlib %tdpar |:_| conpar
craft menujlib personalib studylib |J devicenames
cryo modules pgsql sudo.Inx |_J devicetable
execpars mcllib prcbeid tablib |__‘Jagliccm.cfg
ﬁdlib msg prcbes th elp
fonts nmrpipe proshimmetheods templates || smsport
gshimlib nuctables psg %ests |_J solventlist
gxyzshim parZUU psglib tmp |_J solventppm

83 items, Free space: 194.9 GB

Agilent Technologies
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vamrsys Application Directory (USERDIR)

The home

d|reCt0ry Of File Edit Miew E-:_l Bookmarks Tabs Help ——
each user €@k v S - 402 EE A

E Location: |/home/Bowyerfvnmrsys E 100% & |Compact View 2
account MUST [remeronyenams 7 & wm q
contain a Flacesy X | Eladm [ pariib | global

vnmrsys - File Browser — [0

\mmrl (£ Automation persistence |_J globall
] Deskto _ _ -
vnm rsyS L File Syszem data probes | | lockparsfile
d I reCto ry Network expl psglib |_J VnmriMsglLog
%?IS:—IMG exp2 seqlib
ras
— ExpModules shapelib
Documents
Music gshimlib shims
Pictures help studies
Vldeus imaging tablib
Downloads
maclib templates
manual trashstudy
menulib tune
modules user_preferences
mollib |__| cmdHistory

32 items, Free space: 194.9 GB

Agilent Technologies
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Application Directory Searching

Whenever a “file”
request is executed,
such as a call to a
macro, VnmrJ
searches through
the list of Application
Directories to find a
“match”. The first
“file” that matches is
the one that’s used.

Application Directories

Application Directony

Application Label

Femowve(d) - | |
Enabled w| |USERDIR Home account
Remowve(d) - | |
Enabled | [/wnmr lagilent system
Remowve(d) - | |

® Save as private applications directories

) Reset to systemn default applications directories

| 0K ‘ ‘ Cancel

Agilent Technologies
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Adding an Application Directory

Suppose we had a collection of files (e.g. pulse sequences, setup
macros, and so on) that we would like to be made available on one
or more NMR systems

Simply place the files in appropriate folder according to VnmrJ
“rules” (e.g. macros in a folder called maclib)

NMR custom_appdir - File Browser - O x
File Edit View Go Bookmarks Tabs Help

@ik v Hroved - 4 O R @ = g

||__§‘ ‘HHR_cuEtom_appdir| ), 100% &, |lcon View :l
Placeswv o —

& myuser '

Desktop maclib parlib

] File System —,

i m

& st pegi Seain)

{# Documents . _

& Music H

Pictures

studylib templates
[El videos y P

w

"_seqlib" selected {containing O items)

Agilent Technologies
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Adding an Application Directory

Now “link in” the folder to VnmrdJ in the “Application Directories”

popup window

=5 Application Directories
Application Directory Application Label
e =1 | |
! !
Enabled w | |/network/NMR_custom_appdir INMR. customizations|
HEFFIOVELCU v—ﬁ
Enabled | |USERDIR Home account
Remowve(d) - | |
Enabled w| [pnmr lagilent system
Remowve(d) - | |

® Save as private applications directories

) Reset to system default applications directories

‘ 0K | | Cancel ‘

Putting Application Directory folder on a network drive means a
centralized set of customizations can be accessed and used by
several instruments — easier to maintain ©

Agilent Technologies

October 28, 2013



Outline

« Make Automation work the way you want it to - Automation Preferences

« Tailor VnmrJ to meet each of your user’s needs - the Persona Manager

* Fully customize your push-button NMR experiments - Study Clones

« Maintain and distribute software customizations with ease - Application Directories

« Maintain and update your system’s critical calibrations - Probe Autocalibrations

* Apply VhnmrJ’s flexible and powerful shimming toolset - ProShim
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Manual Probe Calibrations

Setting up and iterating parameter values, interpreting and calculating results
“by hand”

Requires detailed “spectroscopist-level” knowledge of NMR and VnmrJ

pw90=19.2/2 = 9.6 us

¥ tpwr=57 gain=26 arrayi'’pw,30,1,1)

B el Sar; PROTON

Compression factor =
37.8/4/9.2 = 1.03

Gamma-H2 = 2304 Hz

dmf=4*2304 = 9360 Hz

ERAARRARR AR AN
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VnmrJ Autocalibrations

[(Frntncnls |/|‘.1uick5uhmit rFrimz rvizwpun rFrncusFlnt |/Arr11.rzd5peclri |

o= Common

o= Liguids

¢ Calibration
H1/C13/CGradient (CHZ1 sample)
HL1/C13/CGradient Lock Cmap/Z0 (AutaTest sample)
F=21 obs/dec H1 Quantitation (F21 5/M sample)
P21 obs/dec (CHZI+TMP sample)
HL/M15/Cradient (BEenzamide sample)
HL/M1%/Cradient Lock Gmap/Z0 (MN15 AutoTest sample)
Lock Gmap/Z0 (Doped D20 sample)
F19 obs/dec (F12 5/M sample)

Autocalibrations from
Experiment Selector
(Tree).

fFrntncnIs |/I‘.1uick5uhmit |/Fri.me rviewpnn rFrnczssFlut rArriyulszctri |

rEmmn |/Liquir:|5 rCaIibratiun |

H1/C13/Gradient
| (CHZI sample)

H1/C13/Cradient
Lock CGmap/Z0
(AutoTest sample)

F31 obs/dec

Standard Samp|eS ShOWI’] H1 Quantitation (CH2I+TMP sample)

(F215/M sample)

Fz1 obs/dec

In parentheses

HL1/M15/Gradient
(Eenzamide sample)

H1/M15 /Cracient
Lock Gmap/Z0
(M15 AutoTest samplea)

Lock Gmap/Z0 F19 obs/dec
(Doped D20 sample) (F19 5/M sample)
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Autocalibrations in the Study Queue

7 Common Drag calibration into Study Queue,
T e AT then select specific calibrations and
P31 0bs/cdet H] Quantiation (31 S/ el set targets

F21 obs/dec (QHZ1+TMF sample)
H1/M15/Cracignt (Benzamide sample)

e Locking, tuning and shimming done
F19 obs/dec (F}9 5/N sample) automatica”y

'_’Sun SRERITE rFrucess | | Show time || Sa\re| | Quit-nosave H Default| | Go | |Arra',.rs‘ | Sequence diagram |

7 Mew Sample

Samplelnfo V
| CH31_calibration_001_day [10:00] CH3I

Overview | Experiment: calibrate Solvent: cdcl2 Observe: H1 Decoupler: C12 |

\ ~Acquisition Options Receiver Gain (dB) |10
Use the ID#1 (CH3D sample

\ Print probefile?

H1 Cbserve [pw90 Target (usy] |10 Plot results?
C12 Decouple [pwx90 Target (us)] |10

v| C/H gradient ratio
/Hao Eefore calibration: [ 1 Re-shim
Gradient Gfcm/dac
C13 Observe [pw20 Target (us)] |10
H1l Decouple [pp20 Target (us)] |10
After calibration:
: . . Samplename:
Fecord pw(x) nutation and decoupling profiles
Vidlprobe_calib
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Autocalibrations in the Study Queue

CalibrationEesults

) Sample ) Active Sample -
(® Spectrometer ) Stuchy Cluster H1_obhserve - tpwr:54 pwad:20.0
¢ Completed Studies (5 Samples) - H :J__DbSEr"JE - tpwrig0 pwal: J-[:' 5
oloc5_V)4final probe_3Dshim — H1_observe - tpwr 60 pw20:10.0

Hl _observe - tpwrc0.5 pwa0: 9.8
¢1oc1_V4final H1pwsoCal H1_observe - TF':W:rEEC'E FI':WEC'ZQI'-_B _
AutoTest_calibration.PROTON_01 H1 observe - tpwr48.5 pw360: le-
H1_observe_tpwr54_pwao_o1 H1_ocbserve - refpwr 48 refpw20:37.
H1_ohserve_tpwrE0_pwa0_01 2y Hl_observe - tpwrg0.5 pw20:9.8
H1_observe tpwrE0_5_pwa0_01 H1 _observe - compression factor: 0.9574
H1_ohserve_tpwr60_5_pw360_01 h /_JL
H1_observe 1pwr60_5_pw360_02 __JL __L _._-'L_ A A A a

H1_observe_tpwr48_5_pw360_01

elocl_W]4final zOgmap_calib

e I |

[\

[H1_observe_tpwr4g_5_pw360_02 - |
H1_observe_pw90_RFhomo_01
elocl_W]4final probe_M15 _calibrate
oloc1_V4final AutoTest I"’mhﬂ rHl |/F19 |/El3 erE |/F31 |/"‘ |
Studies in progress (0 Samples) |
e . - H1lpw3o 9.8
H1ltpwr [60.5
| New study | | Continue study | H1ldmf |92 17
Tray; auto_201310232_01 H1dpwr |38
9.6
| Show study from location | |60
0.9574
W
/ Hldseq waltz16
Probe file is automatically updated Hldres 20
H1minrof2 25
H1minalfa 110
Hldate 24-0ct-2013-11:17:26
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Outline

« Make Automation work the way you want it to - Automation Preferences

« Tailor VnmrJ to meet each of your user’s needs - the Persona Manager

* Fully customize your push-button NMR experiments - Study Clones

« Maintain and distribute software customizations with ease - Application Directories
* Maintain and update your system’s critical calibrations - Probe Autocalibrations

 Apply VnmrJ’s flexible and powerful shimming toolset - ProShim
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What is Shimming?

Adjustments to the static magnetic (B,) field to make it as homogeneous (“flat”)
as possible (of the order of a few ppb).

Typical modern NMR system has more than 20 individual shim currents to
optimize

Shimming by hand c
impossible) to do!

e tedious, time consuming, and very difficult (if not

él/Start [ Acquire | Process |

; _ y -

[sample Inf

;L:Tkpe | MERETEL A ’ﬁ_i_ﬁ“ N ( fis7s *1| 1 1) 1314 =1 2240 =1 13 =1 h
0.0

FID scan

Shim = / Ean 1|73 838 1] 3, 1| 23759 1] 4455 +1]

ESpln)‘Temp 0 s | |'i | Ere +1I 919? +1] 5755 +1| 55547 £1] Zoass £1]
Lk Power ||\ ' /. 5151 +1) e +1) {1966 +1) $557 +1) 517 +1
L \\ // fon21 1 s ) G +1 |
;lgcam O I \ESH 1| 518, *1) F455° +1] )
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When, What and How to Shim?

Installation: a new NMR system or probe requires optimization of all the RT
shims “from scratch”

— Requires full 3D gradient mapping and adjustment of shims

Maintenance: periodic touch-up of shims to ensure optimum performance
(reference “lineshape” spectrum may be recorded to verify quality of
shimming).

— Usually less extensive adjustments needed than during installation, but can still be time
consuming

“Sample-to-sample”: adjustment of a subset of shims for each sample prior to
data collection

— May just require adjustment of “axial” (Z) shims. 1D gradient shimming is often most rapid
and robust method, but other methods may be applicable
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ProShim — A Complete Shimming Toolset

“Mix-and-Match” different shimming methods, including:

— Full 3D gradient shimming

— 1D gradient shimming (PFG, homospoil, convection compensated)
— FID shimming

— Lock shimming

— Spectrum shimming

Choose and tailor shimming method(s) to suit sample/application

How are shim methods created and combined....?

Agilent Technologies

October 28, 2013



ProShim Method Editor

The Shim Editor
manages the ProShim

methods and allows you
to build the method you

want, using the tools
you want, in the order
that you want them to
run.

~FID-shim parameters

Set for current sample...

TRwr 48.5
pw array

Acqtime  |0.499867

di -
gain ’107
offset -159.9

sw 39464

OF use default parameters
for lineshape sample:

| Default lineshape |

=3 Proshim
~Current method ~Maetl
Tol Range Steps Delay Spin
|pfg_xyz_extended |v| | | | ‘ P
| Start shim in background | |pfg&|cckld |v| [x1 y1 xz x1 yz y1
| Stop shim | | | | ‘ |
| Show shim log | lockld - |x22 ¥z x1 yz2 yz yl xy ®2y2 x1 yl
| | | | |
| Set as default on probefile | |pfg & lockld |v| |x1 yl z1
| | | | |
. § ||
~Manage shim method files
Edit/Show/Delete I:B : | | ‘ |
-
| - I
| Edit | | Show ‘ | Delete | - |
Save | | | |

Method name

| Save as local proshimmethod

|
[ [+
|

| Save as system proshimmethod

|
| T

[ Edit shim method menu

] |
L I+

|
[ [
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ProShim Method Editor

Which shims to adjust ‘Method
Tal Fange 5teps  Delay  Spin
and how are entered ( | — | | . )
Into eaCh rOW In the pfg & lockld | w |:<1 vl xz x1 yz vl y
Method Editor floc o — — .
i 21 z2 23 z4 25
gy ] )
. pfg & lock z2 z3
Each row is a separate s || | |
shimming “stage”, o & g \ 1D & 3D gradient shimming
characterized by the Eg;ars Lock, FID and spectrum shimming
method and shims
adjusted 11% linewidth  6.02
“fid” shimming uses the
FID area, but can also
use specific peak height
or linewidth from the
3 2 1 (1] -1 -2 -3
spectrum H
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ProShim Shim Menu Editor

o | Shim Menu Editor x
Shim menu label Shim method Gradient shim mapname
Remove | | | -
Keep w | [z-gradient shim |pra -
Remove | | | -
lKeep w | |shim & 4 non-spin shims | |pfg_xyz_basic -
Remowve - -
Keep w | |shim & 8 non-spin shims  |pfo_xvz_extended -
Remowve - -
Once the methOdS are ® Save as private shim menu
Created y the Shlm Men u ) Reset to system default shim menu

Editor allows you to
add them to the menu
for use In AUtomathn ~Sample preparation -Status

AutoRun
Equilibrate for (0.5 1-19 auto _20131023_01

= || Run sample at |~ C
Current status

After EXP Autoplot

| 0K | | Cancel

| Available Location: 2
Flotter | |'| MNext Submission stars...
After Quewe [ | Email PriorityQ . 10:0F PM
Dayd : 01:43 AM (Thu)
Before first EXF (day/night) MightQ ; 0143 AM (Thu)
Loclk |‘r’es (alock < =n) |v|
Shim [ |Tune
belect shim menu -
Z-gradient shim i
Z-gradient shim & 4 non-spin shims
Z-gradient shim & & non-spin shims
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ProShim Scheduler

=l Shim Maintenance Scheduler »
~Define sample to shim

The flnal plece Of the Sz.implename Fosition E?hirn-rv'lethud Sobvent

ProSh|m puzz|e |S a Lineshape 1 |f|dsh|m_l|neshape_fast |v||ﬁ;emne |v|

Create CSV file Delete CSV file

tool that allows you to

SChEdU|e routlne ~Schedule shimming time

maintenance shimming Day [sunday v Hour o5 minue fool

to occur autOmatlca”y Schedule shim service | Cancel shim service

Close
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ProShim

ProShim works
even when the
starting shims are

Very poor.

The result can be

quite extraordinary.

A

1
|

’ .

] "
|

Starting shims - 30/610/something huge
Starting time - 17:34:12

|

W S, g
ot e+ ,
AT AR AR Ao APy, -
ufﬁ‘v*h‘;‘»,-’v.l'{m%»’wlf'*’%\i‘w\.Nw‘umeanM{.UﬁP

Finished at - 18:47:19 (73:17 elapsed time)
Lineshape - 0.50/6.55/11.86
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Conclusions

Automation Preferences

Persona Manager

Study Clones

Application Directories

Probe Autocalibrations

ProShim

VnmrJ provides the tools you
need to manage your systems,
control your users, and maintain
a high level of spectral quality.
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Thank You!
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Questions?
Q&A now and later

Additional questions can be asked on our Spinsights NMR &
MRI Community at https://spinsights.chem.agilent.com.

3
Agilent Technologies SPINSIGHTS | NMR & MRI COMMUNITY

Content People Places Links ~ My Stuff ~

« @ Help Yourself, by searching for: software patches, manuals, bug lists, application notes, videos, newsletters, and more.
« © Help Each Other, by answering or posting questions in our discussion forums.
« ® Ask Agilent, by using the 8 AskTAC link

MAIN SPACES

& more!

Downloads & Resources b ASkTAC NMRPipe Help using Spinsights

Welcome to the Discussion Forum!
Here's a quick orientation:

SERHGNTE o3 EEATURED SONCE + General questions and discussions regarding hardware, software, and troubleshooting belong in the [ Discussion Forum
8 ?:3&2‘;?“"“’ Sy s dckicesceml by Agilent BlogManager - 5‘;“:;:::"‘:";:“‘;3 -:I)uesiiuns= discusswons‘fnd posted materials Eerlaining to spiciﬂc application families belong in the four Groups:
) = (ENC 2013 Poster) [E8 Small Molecule NMR 8 Biomalecular NMR [ Solids NMR [ Imaging
[ JPEmobt Hewe Archive How Compiete by Rorkyburz [ 1 month ago i et « Macros, pulse sequences, scripts, etc. belong in the [ User Library
+ Discussions of facility administration, infrastructure, accounting, traing, etc. belong in & Facility Managers

* TAG ALL YOUR POSTS by adding keywords in the "tags" box at the bottom of your drafts
+ Requests, complaints, and suggestions should be tagged with the keywords requests, complaints, or suggestions
+ Placing your posts in your own blog or discussion area makes them nearly invisible; it's better to keep them public in [ Discussior

TOPICAL DISCUSSION GROUPS SEARCH & ASK THE DISCUSSION FORUM
. 1 1 1 1 Solids NMR
NOte . reg IStratlon IS req u I red to This is the home for solids NMR discussions Type your question
Ask it

access the Spinsights online
Com m U n Ity. E:.Zigguﬂlng?;:m managers, and is the best home

PR
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https://spinsights.chem.agilent.com/

