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chapter 1. VNMrJ Walkup Operator

Sectionsin this chapter:
* 1.1*Overview of the VnmrJ Walkup Operator,” page 6
e 1.2*Quick Start,” page 7
» 1.3*“Wakup Operator Switch Operators,” page 8
* 1.4*Sarting an Experiment,” page 8
» 1.5*Customizing Acquisition Parameters,” page 12
» 1.6 “Removing a Protocol from a Composite Protocol in the Study Queue,” page 12
* 1.7 “Removing a Sample from the Queue,” page 12
* 1.8“VnmrJ Walkup Operator Interface Controls and Regions,” page 13
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Chapter 1. VnmrJ Walkup Operator

1.1 Overview of the VnmrJ Walkup Operator

The VnmrJ Walkup Operator interface provides the user with:
 Protocolsare grouped by type, see Table 1, and accessed by clicking on aprotocol tab.

Table 1. Experimental Protocols

Protocol Tab Protocol

Sd 1D Proton Presat
WetlD Carbon
Fluorine Phosphorus
Apt Dept

Homo 2D Cosy Dqcosy
Noesy Rosy
Tocsy Gcosy
Gdqcosy

Hetero 2D Hmqc Hmbc
Hsgc Ghmqc
Ghmqc Ghsqc
Hmqctoxy Hsqctoxy
Ghmgctoxy Cigar2j3j

» Optimized parameters for all experimental protocols.
 Selection of multiple experimental protocols for a given sample.

» Submission of the sample study to the acquisition queue by clicking on the Submit
button (single sample mode) or either the Submit DayQ or Submit NightQ buttons
(sample changer).

» Experimental protocolsfrom each application type are entered into the study queue by
selecting the application type and clicking on the desired protocol button.

» 2 D protocols add a proton type protocol (proton, presat, or wetld with MinSW
enabled) if a proton type protocol does not exist ahead of the first 2D protocol in a
composite protocol (multiple protocols for a given sample).

» Protocals for 1D experiments not of the proton type can be added to the composite
protocol at any time.

 All composite protocols are executed from the top down.

e The protocol is submitted to the acquisition queue when the operator clicks on the
Submit (single sample mode) or either the Submit DayQ or Submit NightQ buttons
(automated sample changer). Parameters are optimized for each protocol.

6 VnmrJ Walkup 01-999266-00 0604



1.2 Quick Start

The quick start procedure relies on the following:

1.2 Quick Start

» Defaults are set up by the VnmrJ Walkup account owner. Preset defaults include
shimming, locking, saving data, and plotting but are not limited to these defaults.

The VnmrJ Walkup Operator interface is active and the switch operator screen is

currently displayed.
A new automation run is started.

Depending upon the type of sample changer the following are true:

Single sample operation or sample changer (carousel, SMS 50, or SM S 100)— sample
tube isfilled to the correct height (approximately 750 ul) and isin the spinner and at

the correct height.

768 AS and Gilson/VAST —racks are installed and configured, refer to 768 AS
operations and instructions or the VA ST operations and instructions manual for more

information..

Switch operator window displays a number or a
tray

Switch operator window does not display a
number or atray

Note number on the screen.

Place the sample in the location indicated by

the number on the screen.

Select Operator and enter Passwor d.

Click on the sample location in the tray display.

Click on the Start tab.

Select the Sudy page.

Click the Solvent drop down menu.

Select the lock solvent from the menu.

Optional: fill in the requested information.

Click on a Protocol typetab.

Click (once) on each desired protocol.

Click on the Submit DayQ or Submit NightQ
button (long protocols may offer only the
Submit NightQ).

Additional sample:

Click on the next grayed sample position.

Repeat steps beginning at Click on the Start tab.

Select Utilities from the Menu bar.

Click on Switch Operators....

Select Operator and enter Passwor d.
Click on the Sart tab.

Select the Sudy page.

Click Eject.

Remove the current sample.

Place new sample atop the upper barrel.
Click Insert.

Click on the Sart tab.

Select the Sudy page.

Click the Solvent drop down menu.
Select the lock solvent from the menu.
Optional: fill in the requested information.

Click on a Protocol typetab.
Click (once) on each desired protocol.

Click on the Submit button.
Select Utilities from the Menu bar.
Click on Switch Operators....

01-999266-00 0604

VnmrJWalkup 7



Chapter 1. VnmrJ Walkup Operator

1.3 Walkup Operator Switch Operators

The Switch operator screen shown below should be displayed and VnmrJ Walkup running.
If thisis not true, have the walkup account owner start VnmrJ Walkup, see “\V nmrJ Wal kup
Account Owner Interface Description” on page 29.

Systems with a sample changer in use (traymax>0) will display a different switch
operator screen than a system that either does not have a sample changer or isnot in use
(traymax=0) . Thevalue of t raymax, determines the switch operators windows display.

Switch Operators...
Opens awindow for changing walkup operators without exiting VnmrJ. The appearance of the
switch operator window will change depending upon the value of traymax.

- If traymax=0, If traymax>0,
Switch operator screen A is shown Switch operator screen B is show

Switch operator
Ay b screen A

5

Next available
sample position

Operator list W
Password field Powa [

ok|  cancel] e

- VARIAN

ok camcel]  He|

If traymax=96 or 768, switch operator screen B will show five trays with the following color
codes:

blue — active tray, black— tray not present, and white —tray present and a configure tray button.
Refer to the accessory manuals for the 96 and 768 sample handling systems for more information.
Select an operator from the drop down menu or type the operator name in the field. The operator
name will be automatically completed as you type.

Enter apassword in the password field
Click OK (or press enter after typing the password)

1.4 Starting an Experiment

Proceed as follows based upon switch operator screen.

Switch Operator Screen A
1. Enter or select operator name and enter password.
Click on the Start tab.
Click on the Eject button and remove the current sample.
Place the sample in the spinner and adjust the position of the sample in the spinner
Place new sample atop the upper barrel.
Click on the Insert button.

Select the sample lock solvent from the drop down Solvent menu.

© N o g &M w DN

Place checks in either of the following options: Find z0 and Gradient Shim to
enable these options.

8 VnmrJ Walkup 01-999266-00 0604



1.4 Starting an Experiment

Do the following if you did not place checksin Find z0 and Gradient Shim boxes.

a  Establish lock manually or click on the Find z0 button.

b. Optimize the magnetic field homogeneity by either clicking on Gradient
shim button (on the Lock page) or selecting the Shim page and manually
adjusting the shims.

Refer to the VnmrJ Liquids NMR User Guide manual for instructions on locking,
lock shimming, and gradient shimming.

9. Placeacheck inthePlot all datato enablethis option upon completion of the study
or fid acquisition.

10. Enable or disable temperature regulation:

» Enable—check the box next to Temperature and enter avalueinthefield next
to the check box.

 Disable—remove the check from the box next to Temperature.

11. Optiond:
¢ Fill in theinformation in the Sample, Notebook, Comment, and Page fields.

* If E-mail isenabled, select either or both of the Email options for notification
upon completion.

Refer to the VnmrJ Liquids NMR User Guide manual for instructions variable
temperature operation.
12. Optiona — Select the Spin/Temp page.

The defaults shown on this page are the recommended settings. 1D spectra are
acquired with the sample spinning and all 2D spectra are automatically acquire with
the sample not spinning.

Refer to “V nmrJ Walkup Operator Interface Controls and Regions’ on page 13 for
details about the controls on the Study Spin/Temp page.

Refer to the VnmrJ Liquids NMR User Guide manual for instructions variable
temperature operation, cautions, and warnings.

13. Select aProtocol Typetab.

[l eas) oo QD} — Protocol
Theoptionsfor each menuitemareshownin e o type tabs
Table 1. = =
Protocols

14. Select aprotocol or seriesof protocolsfrom e R

thedisplay of protocolsby singleclickingon e

each d&ei.red protocol (or drag and drop the [hroton Study

protocol into the study queue). i queue

The study protocol for the current operator’s ‘ N R

samples appearsin the study queue window.
Each timeaprotocol isclicked it isadded to
the study queue list.

Hetero 2D and Homo 2D protocols run two experiments. Selecting Hsqc will
automatically add the Proton protocol ahead of the Hsgc protocal to the study queue
if aProton type protocol isnot already present. If another experiment is added, such
as Cosy which includes a Proton type protocol as part of the protocol, only one
spectrum using a Proton type protocol is acquired.

switch operator screen A

Proton, Presat, and Wet1d are Proton type protocols.

01-999266-00 0604 VnmrJWalkup 9



Chapter 1. VnmrJ Walkup Operator

15.

16.

17.
18.

Refer “ Customizing Acquisition Parameters’ on page 12 to change acquisition
parameters.

Refer to “Removing a Protocol from a Composite Protocol in the Study Queug” on
page 12 if aprotocol isto be removed from the study queue.

Click the Submit button to add the study to the queue.

Click on Utilities.
Select Switch Operators...

Switch Operator Screen B

1.
2.

5.

Place the sample in the spinner and adjust the position of the sample in the spinner.

Place the sample and spinner in the location shown on the log in screen (or other
available location — switch operators to see the available locations).

Enter or select operator name and enter password.
Click on agray sample position — available sample positions are gray.

The number displayed on the switch operator window is the next available position
but any grayed position can be used. Samples are run in the order in which they are
submitted to the queue. The location of the sample in the sample changer does not
determine when a sample will be run. The status of occupied sample positionsis
indicated by the color displayed at the position. Dimmed colors indicate the sample
isowned or belongs to a another operator, not the current operator.

Samplereuse option—refer to the VnmrJ I nstallation and Administration manua for
instructions on setting this option. If this option is enabled, any sample position that
isindicated as completed (green), error (red), or available (gray) can be used.

An example is shown here with a SMS 50 sample tray.

Item Description

Available sample positions. The ‘.|

colors of the sample position X B
indicate the status of that sample 000000 ;
position as follows: ooo@o@@
QOO00M0O0
0900 O
27 J2s J20 o0 o1 o2
Q000V00
000000
00000
Gray Available
Green Completed
Blue Active
Yellow Submitted - Day queue
Purple Submitted - Night queue
Red Error
Faded or grayed out colored Sample submitted by an operator other than the
sample position operator that is currently logged in to the walkup
interface.

Select the sample lock solvent from the drop down Solvent menu.

10 vnmrJ Walkup 01-999266-00 0604



1.4 Starting an Experiment

6. Place checksin either of the following options: Find z0 and Gradient Shim to
enable these options.

7. Placeacheck inthePlot all datato enable this option upon completion of the study
or fid acquisition.
8. Enable or disable temperature regul ation:

» Enable—check the box next to Temperature and enter avalueinthefield next
to the check box.

 Disable—remove the check from the box next to Temperature.

9. Optional:
¢ Fill in theinformation in the Sample, Notebook, Comment, and Page fields.
« If E-mail isenabled, either or both of the Email options for notification upon

completion.
10. Select aProtocol Typetab protocol from
the drop down menu. EmnEEE o Protocol
The options for each menu item are shown — o type tabs
in Table 1. S Cle Protocols
o T
11. Select aprotocol or series of protocols o &
from the display of protocols by single - = Stud
L. . new sample Yy
clicking on each desired protocol (or drag | gfreten queue
and drop the protocol into the study Hmee  —— _____ Time field
qua’le) Submit DayQ | Submit NightQ ‘
The study protocol for the current el T
operators samples appears in the study
queue window. Each time aprotocol is switch operator screen B

clicked it is added to the study queue list.

12. Refer “Customizing Acquisition Parameters” on page 12 to change acquisition
parameters.

13. Refer to “Removing a Protocol from a Composite Protocol in the Study Queug” on
page 12 if aprotocol isto be removed from the study queue.

14. Click on either the Submit DayQ or Submit NightQ to submit the study to the
queue.

Thestudy can be submitted to either the DayQ or NightQ provided thetime allocated
for dataacquisition during either the DayQ or NightQ islonger than total experiment
time. If either the Submit DayQ or Submit NightQ button is grayed out, the total
experiment time exceeds the time allocation for that queue. DayQ and NightQ time
periods are set by the VnmrJ administrator using VnmrJ Admin functions (refer to
the VnmrJ System Administration manual).

15. Add the next sample to the automation run.

16. Repeat the steps beginning at step 4 through step 15 for each additional sample.
17. Click on Utilities.

18. Select Switch Operators...

01-999266-00 0604 VnmrdWalkup 11



Chapter 1. VnmrJ Walkup Operator

1.5 Customizing Acquisition Parameters

Must be done before the experiment is submitted to the queue.

1. Double click with the left mouse button on the time field for the experiment in the
protocol (or click drag and drop the protocol onto the graphics canvas) —the text will

change bold when it is sel ected.
2. Click onthe Acquiretab.
3. Make adjustments to the acquisition as required.

4. Repeat the preceding steps for each experiment in the protocol.

If the sampleis submitted and changesin the acquisition parameters are required, deletethe
sample from the queue, see “Removing a Sample from the Queue” on page 12.

1.6 Removing a Protocol from a Composite Protocol in the
Study Queue

Must be done before the composite protocol associated with the
current sample is submitted to the queue.

» Do thefollowing to remove al protocols:
1. Clicking on the Study Options drop down menu button
2. Select New Sample.

Thiswill remove all the protocols for the sample and clear
the study queue. A new study protocol can be created.

» Dothefollowing to remove one protocol from the composite
protocol:

Drag and drop an individual protocol for asampleinto the
trash can, see Figure 1.

1.7 Removing a Sample from the Queue

12

The only usersthat can remove samples from the queue are the
owner of the sample (operator that submitted the sample to the
queue) and the VnmrJ Walkup account owner. The Walkup
Operator can see the status and position in the sample tray of the
samples from other operators (the status is indicated by athe
dimmed color code) but cannot view protocolsinthe study queue
that belong to other users.

Individua parts of an experimental protocol for asample can not
be removed, that entire sample must be removed from the queue,
anew experimental protocol list created and the sample re-
submitted to the queue.

Remove a sample from the queue as follows:
1. Click on sample - it will become high lighted in yellow.

2. Hold the left mouse button down.

[SHE0B) FE) etero 0|

Hinge Hrmb

Haqo Ghribo

Ghrnge Ghage

Hmgctoxy Hstctoxy

Ghsgetoxy Cigar2j3j

E-new sample

=Hmqc
(23 min] Hmge

E-Ghsqe
B o e c—

Submit Day& Submit NightQ

Start Time: 800am  Start Time: 6:00pm
Study Options | Length: 43 min

Te Spi Lock
emp | Spin | Lod =

Figurel. Removing
aProtocol from a
Composite Protocol

Figure2. Removing
a Sample from the

Study Queue

3. Drag the sample to the trash can and rel ease the mouse button, see Figure 2.

VnmrJ Walkup
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1.8 VnmrJ Walkup Operator Interface Controls and Regions

1.8 VnmrJ Walkup Operator Interface Controls and Regions

The VnmrJ Walkup Operator interface, see Figure 3, and Figure 4, has the following
controls and regions:

“VnmrJ Walkup Operator Interfaces’ on page 14
“Walkup Operator Menu Bar” on page 15

“Tool Bar” on page 16

“Locator” on page 16

“Graphics Controls Bar” on page 17

“Hardware Bar” on page 18

“Function Bar” on page 19

“Graphics Canvas’ on page 17

“VnmrJ Walkup Operator Start Panel,” page 20
“VnmrJWalkup Operator Acquire Panel” on page 22
“VnmrJWalkup Operator Process Panel” on page 22

01-999266-00 0604 VnmrJ Walkup 13



Chapter 1. VnmrJ Walkup Operator

VnmrJ Walkup Operator Interfaces

Walkup Operator - No sample changer and traymax=0

- vy
Menu bar I;igmmes Help — =
Lost [s2 | u | 2| S H
Tool bar -—
Browser ——

Graphics
canvas

g Show All Wy Workspaces
>

Locator pevene | e
&1 1
exp2 info 2
exp3 info 3

Protocol tabs —f s i | )

Experimental Action
Wet1D Carbon
P : I v | controls
protocols Fluorine Phosphorus e S‘pudym
Apt Dept S ] rescans
— L — o et
Study B E— e _| Parameter
e . page
queue Email to:
Submit Study Options. hd
Length:
U Spin | Lock Fid tive lear study Jexport/homewal kup/mmrsysddataftmpstu i -
Trash can —rtil F| ; W‘{ 4 Inac [ @[crear stusy rexporthomenwalkupnmsys/datanmpstudy ‘ Hardware
bar
Status of:
Tem - Parameter tabs )
Sgin Message window
Lock —— Parameter pages System status

Current probe

Figure 3. VnmrJ Wakup Operator Interface - No Sample changer

Walkup Operator - Sample changer and traymax=50

Toggle between data display canvas (shown in Figure 3) and sample position canvas
(SMS 50 shown here as an example). The display will reflect the type of sample

Toggle is not present if traymax=0 Clicked on sample position -
. Utilities  Edit Help

Lost =2 | u || o) H
A | Home | coDvD |
Browser — [ 000000 ; s | Status of
He : 0000000 clicked on
%Show ATMy Workspaces @660@@ Sam p|e
Locator e 0000 © position
W : Q0000
I 000000
Protocol tabs —f = I 000000 Color coded
Proton Presat . @Q@@@ Sam pl e
e cen Start [AGalie Process| IS stov ime | positions
Study Fluorine Phosphorus [Study] aperator walkup. St;dy Info,
queue —— N Oy par | M
Temperature. _ _C
for current inwfm - E— o
operator o
Submit Dayl) SubmitNighto) mal o
Start Time: : Start Time: z Automation directory:
Study Options___¥]  Length: fexportthomedwalkupAmmisys/data/auto_2004.06.04_01
i Temp Spin Lock h(:><7I78|;;>be ﬂ Ql” ‘
System status Message window

Figure4. VnmrJ Walkup Operator Interface - Sample Changer operation
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1.8 VnmrJ Walkup Operator Interface Controls and Regions

Walkup Operator Menu Bar

Menu bar selections are: i
Oiiies Hep  Tiwes tep

e “UtilitiesMenu,” next

+ Change Password. ., Open sarmple tray
o & Help," next ¢ SWItCh Operators.. Change Password...
switch operator screen A i

[ Switch Operators.
Utilities Menu switch operator screen B

Utilities Menu selections change based upon the switch operator screen, see “Switch
Operators...” on page 15. The Walkup Operator menu bar choices are:

e “Opensampletray,” next — Appears only for switch operator screen B.
e “Change Password ...,” next
e “Switch Operators...,” next

Open sample tray

Changes the canvas to display the sample positions, see Figure 3 as an example.

Change Password ...
Change Password... : ﬁ
Opens awindow for changing [beemane I
Walkup operator (user) password. — —
The walkup operator having a
UNIX login account uses the same pizw Passwora [
password for both the walkup and e P mpemten  —
UNIX login. Changing the walkup
password changes the UNIX login ok|  Gancal] e
password.

Switch Operators...

Opens awindow for changing walkup operators without exiting VnmrJ. The appearance of the
switch operator window will change depending upon the value of traymax.

If traymax=0, If traymax>0,
Switch operator screen A is shown Switch operator screen B is showr

Switch operator
Ay i screen A

: screen B
ar

Next available
sample position

VARIAN

. Operator list v o]

Password field e

ok camcel]  He| ok|  cancel] e

Select an operator from the drop down menu or type the operator name in the field.

Select an operator from the drop down menu or type the operator name in the field. The operator
name will be automatically completed as you type.

Click OK (or press enter after typing the password).

Help
Start HTML browser based online help.

01-999266-00 0604 VnmrJ Walkup 15



Chapter 1. VnmrJ Walkup Operator

Tool Bar
|A s a2 L1 L2 .‘

Thetool bar isdirectly below the menu bar. These buttons provide quick accessto common
functions. The following tools are the default available in thistool bar:

Button Function

=1 | 52 | Save the current locator data sort display. To save the display, click on one of the
buttons and press the mouse button for five seconds. To return to the saved
display, click again on the button.

L1 Lz Save the current screen layout (graphics, a parameter panel, locator sizes). To
save the layout, click on one of the buttons and press the mouse button for five
seconds. To return to the saved layout, click again on the button.

| Cancels commands.
i Stops acquisition.

Hiding and Showing the Tool Bar

To hide the tool bar, click the left mouse button on the arrowhead in the menu bar. The tool
bar closes and the arrowhead changes to a rectangular box. To show the tool bar, click the
left mouse button on the box.

Locator

The Locator provides access to data sets and experiments. gghow ATy Workepaces

Clicking the magnifying glass with the left mouse button ‘ln"- » | A |
opens amenu of searches. Selecting one changes the = i i |
search sentence (next to the magnifying glass). Theresults | =2 Info 2

of the search are displayed in the list. Those itemsin the

white part of thelist satisfy the search sentence. Those in the gray part do not. For each item
that is found by the search, three attributes are displayed. These correspond to the three
columnsin thelist. Clicking on the attribute name at the top of the list with the left mouse
button opens a menu of attribute choices.

Clicking on an item in the Locator list selects that item. That item can then be dragged to
the graphic area or the parameter panel area to cause the appropriate action. For example,
dragging a data set to the graphic canvas retrieves that data set into the current workspace
(experiment) and displays the spectrum. Dragging a workspace to the graphic canvas
causes that workspace (experiment) to bejoined with the graphic area. Double-clicking on
an item performs the same action as dragging the item to the graphics canvas.

16 vnmrJ Walkup 01-999266-00 0604



1.8 VnmrJ Walkup Operator Interface Controls and Regions

Graphics Controls Bar ?W
The graphics control bar isto theleft of the graphics canvas. Use the buttonsin the [
bar to control the interactive display in the graphics canvas. A full description of g
all the graphics control barsis provided in VhmrJ Liquids NMR User Guide s
manual. 2
[
Icon Description &y
: D
[ Displays the FID
:l Toggles the graphics control tool bar to interactive mode.
In the interactive mode the tool bar actions are:
1 Place cursors on screen - two if two bars are shown, oneif onebarisshownon |, |
o theicon 1>
[e] Zoom out if (-) shown in magnifier, zoom in if (+) shown in magnifier
I Integral displays. This buttons change depending on the type of datathat is
displayed in the graphics canvas.
:ﬂ Display scale
> Scan zoomed region
= Threshold adjustments, and other actions.
o Apply interactive phase correction
& Refresh the display
B Toggle back to the minimal tool bar

Graphics Canvas

This portion of VnmrJ, shown in Figure 5, isused to display and interact with graphic
information.

Figure5. Graphics Canvas

* Resizethegraphicscanvashy clicking on the canvas boundary linewith the left mouse
(the cursor changes form) and dragging the line (e.g., between graphics and parameter
pages or between graphics and L ocator).

» Toggle the graphics canvas to show or hide the parameter templates area by clicking
the small arrow between the graphics canvas and templates with the mouse button.

01-999266-00 0604 VnmrJd Walkup 17



Chapter 1. VnmrJ Walkup Operator

Flip the parameter templates behind the graphics canvas without resizing the graphics
canvas by clicking the small arrow with the middle mouse button.

Toggle the parameter area to maximum height required to remove the parameter
template scroll bar by clicking on the small arrow with the right mouse button.

Toggle the graphics canvas to show or hide the Locator area by clicking the small
arrow between the graphics canvas and Locator with the left mouse button.

Flip the Locator area behind the graphics canvas without resizing the graphics canvas
by clicking on the small arrow with the middle mouse button.

Toggle the Locator area to maximum by clicking on the small arrow with the right
mouse button.

Hardware Bar

] ,\H|

Temp | Spin

Lock

Probe
smn_TripleRes

%I\ \

/

Trash
can

_
Hardware monitors / \/ \ Message display

Message history

Current probe name

Acquisition status Acquisition message history

The hardware bar contains the following:

“Trash Can” on page 18

“Hardware Monitors’ on page 19

“Probe Selection” on page 19

“Acquisition Status Details” on page 19
“Acquisition Status Display” on page 19
“History of Acquisition Messages’ on page 19
“History of All Messages’ on page 19
“Message Display” on page 19

The right portion displays the current state of the acquisition system and system messages:

Hiding and Showing the Hardware Bar

To hide or show the hardware bar, click on thearrow icon
can with the left mouse button.

totheleft of thetrash

Trash Can [€3 show items Trashed _

Dragging an item to thetrash can from the L ocator or
other area generally removesthe item and addsit to
the trash can. Delete [tems | Empty hy Trash|
Double-clicking on thetrash can enablesyoutoview |,
itemsin the trash can area. In this mode, you can
restore objects from the trash can by selecting them
and then clicking the Restoreitemsbutton. To exit ~ Figure6. Trash Can Mode
this mode, double-click on the trash can.

Festore Items | Exit Trash |

CAUTION: Datais deleted from the disk upon emptying the trash can.
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1.8 VnmrJ Walkup Operator Interface Controls and Regions

Hardware Monitors

When you click Temp, Spin, or Lock, awindow appears with aline graph showing the
history of the relative hardware function. To close the window, click the icon again.

Button Description

Temp Shows a history of the sample temperature
Spin Shows a history of the sample spin rate
L ock Shows of a history of the sample lock level

Probe Selection

Probe selection is not active in the Walkup Operator interface. Access to probe selection
and calibration is limited to the Walkup account owner.

Acquisition Status
Details

To open awindow Status Exp Queued
showing acquisition Sample fi [ ot [
status details, click on time

the AI icon. To close Remaining Complete Stored

the window, click onthe | araware
ICon again. Lock [ort Decaupler [of vt [or
Acquisition Status Display

The acquisition status bar | &} isalwaysvisiblein the hardware bar.
During an acquisition, the bar shows the remaining experiment time as a thermometer
display. Click the right mouse button inside the bar to change the displayed text.

History of Acquisition Messages

To see a history of all acquisition messages, click on the O icon. To close the window,
click ontheicon again. Click the right mouse button within the scrolling message window
to change the text view options.

History of All Messages

To see ahistory of all spectrometer messages, click on the I!I icon. To close the window,
click ontheicon again. Click the right mouse button within the scrolling message window
to change the text view options.

Message Display

The message d| Spl ay ITMS has been identified and the spectrum referenced o it ShOWS the |aﬂ
message that occurred. Messages can be informational, awarning, or an error message.

Function Bar
I

The function bar in the VnmrJ Walkup Operator interface display basic information about
the current experiment.
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Chapter 1. VnmrJ Walkup Operator

VnmrJ Walkup Operator Start Panel

Depending upon the switch operator screen (sample change not active or present, switch

operator screen A, or sample change present and in use, switch operator screen B) the pages
that are displayed when the Start tab is selected will vary. These panels are defined by the
default panel level settings. Refer to the VhmrJ System Administration manual for setting

panel levels.

Panels Always Displayed

Description

Study page—All protocols have this page.

Insert and Eject—present only for switch
operator screen A (traymax=0)

Sample field — enter sample information
Notebook field — enter notebook information

Solvent drop down menu
Place a check in box to enable Prescans options:

Plot all data option

If E-mail isenabled, place acheck in one or more
of the operations:

Study Info
rescans

o

Automation directory
fexporthomefwalkuphnmisys/datalauto_2004.05.04 01

Select lock solvent

Find z0 — findslock frequency

Gradient Shim— adjust homogeneity using
preset gradient shimming method

Check box to enable

Email when study complete or
Email when fid complete

Panels Displayed When Sample Changer is Not Used (traymax=0)

Description Panel

Lock page [
Present only if for switch operator screen A T B3
(traymax=0) —

Lock ON and Off buttons and spin status
Insert and Eject sample buttons

Spin On and Spin Off buttons
Lock Status and Lock Level
Lock Scan button

Fid Scan button

Find z0 button

Gradient Shim button

Manual lock Z0, Power, Gain, Phase controls:

VnmrJ Walkup

Turn sample spinning on or off

Value are reported in thiswindow
Display interactive lock in display canvas
Display interactive fid in display canvas
Finds lock frequency

Adjust homogeneity using preset gradient
shimming method

Button (click or hold down)

Right mouse button to increase left mouse
button to decrease, middle mouse button to set
increment.

Entry field — enter avalue

Slider bar — move until desired value is
displayed in the Entry field.
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1.8 VnmrJ Walkup Operator Interface Controls and Regions

Description

Shim page

Present only if for switch operator screen A
(traymax=0)

Lock Level meter display

Spin On and Spin Off buttons to turn sample
spinning on or off while adjusting shims

Lock Recr gain

Button control for lock Z0, Power, Gain, Phase,
and each configured shim

Save Shims button

Spin/Temp page

Present only if for switch operator screen A
(traymax=0)

Spin On / Off button — turn sample spinning on

or off during data acquisition
Spin Entry field — enter avalue

Slider bar

Regulate Speed button

Radio button selection for spinner error handing

Temp On/ Off button to turn sample temperature
regulation on or off during data acquisition.

Regulate Temp button

Radio button selection for VT error handing

o Emm |

oy KR B R B B0y
2 oy T B | [ PRy
4= W2 4|20 G K
A b A Y3 I

Enter new value and display current value

Button (click or hold down)

Right mouse button to increase left mouse
button to decrease, middle mouse button to set
increment.

Enter anamein the entry field to active the
Save Shims button then click on the button to
save the shimsusing the name in the entry field

ot [T POEESS] (NS o Tme | ]
:‘c‘y Spinner IControl spinner from this panel only.
e Regulte Speed v
S e of Spin Of
Temperature
Ragulate Temp Resst VT
Curent of Ternp O

Move until desired value is displayed in the
Entry field

Regulate spinning speed at set value

Enable (checked box) disable (unchecked box)
Control spinner from this panel only.

Abort after spinner error
Warn after spinner error
Ignore spinner error

For more details see the VnmrJ Liquids NMR
manual.

Spin Entry field — enter avalue
Slider bar — move until desired valueis
displayed in the Entry field.

Regulate sample temperature at set value

Enable (checked box) disable (unchecked box)
Control temperature from this panel only

Abort after temperature error
Warn after temperature error
Ignore temperature error

For more details see the VnmrJ Liquids NMR
manual.

01-999266-00 0604
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VnmrJ Walkup Operator Acquire Panel

Panels Always Displayed

Description Panel

Default page S5 Acour | BTGEEES S v e |
Thefull name of this page and the controlsonthe B "

page will change depending upon the e
experiment. The experiment, inthisexample, isa

proton 1D, the default page label is Default H1,

and the panel titleis Proton.

All default pages have a Display Segquence button. Click on this button to display the pulse
sequence on the graphics canvas.

Acquisition parameters that are typically customized by an operator for a sample are accessed from
the default page. The parameters presented on the page change according to the experiment.
Parameters are customized by either entering avalue in the field next to the parameter name or
selecting a value from the drop down menu. The 1D protocols have a spin option — on by default.
All 2D protocols have spinning turned off.

Some options must be enabled by checking a box. The optionsin the Default H1 page to spin the
sample and plot the results must be enabled by placing a check in the box next to the option. The
field next to the option and the fields associated with the options must also have values entered or
selected. If no value is entered or no selection is made then that setting for the option is not used.

Prescan page — Proton only BB Acouire | [TREEEE] [ INSHGRIL srovTine |
Prescan option, Proton, Presat, Wet1D, and Save ~ EZEiFroton Ee—
Scout FID, are presented as buttons or check

boxes. Click or check the prescan options of
choice.

Selecting MinSW resultsin the acquisition of an additional proton spectra to minimize the spectral
width. The MinSW option is selected by default when any 2D experiment is sel ected.

All prescan pages have a Display Segquence button. Click on this button to display the pulse
sequence, associated with the selected experiment, on the graphics canvas.

VnmrJ Walkup Operator Process Panel

Panels Always Displayed

Description Panel
Defaults page — 1D Protocols Only ol e
The Process button on the action bar processes | Dol e |

ByTMS | Find Peaks |

the data (linear prediction, weighting, and any
other selected processing and referencing
options).

Integration

Plot

The Transform all button processes a weighted transform of the data. Processing and display
choices are presented as push buttons. In some cases a drop down menu is present. The value or
selection from this menu is applied when the associated button is clicked.

Value entry fields are associated with some buttons and the value in the field is applied when the
datais processed.

Check boxes are associated with some buttons. The options are active if a check present in the
check box.
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1.8 VnmrJ Walkup Operator Interface Controls and Regions

Description Panel

The graphics control bar functions work along with the choices on Process Defaults page, see
“Graphics Controls Bar” on page 17 and the VnmrJ Liquids NMR manual .

Process page — 2D Protocols Only

All 2D processing options for the current 2D
experiment are available on this page.

The Process button on the action bar processes
the data (linear prediction, weighting, and any
other selected processing options).

Refer to the VnmrJ Liquids NMR Users Guide for details on the application of the various
processing options.

Text Output page — all protocols
Displays various text outputs. Tox Ot
There are three buttons on this page:

Show Text — show text associated with the file.
Sequence Manual — online sequence manual.
Clear — Clears the text window.

Process
tpL.
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chapter 2. VNmrJ Walkup - Account Owner

Sectionsin this chapter:
e 2.1"Overview of the VnmrJ Walkup Account Owner Interface,” this page
o 2.2 "Sarting the VnmrJ Walkup Account Owner Interface,” page 26
e 2.3"Setting up an Automation Run,” page 26
e 2.4*VnmrJ Walkup Account Owner Interface Description,” page 29

This chapter provides a general overview of the VnmrJ Walkup Account Owner interface,
features of the VnmrJ Walkup buttons, probe calibration, and administration tasks.

Selecting experimental protocols, al routine data acquisition procedures, and operations
are the same for both the account owner and operator interfaces. These functions are
covered in Chapter 1 “VnmrJ Walkup Operator,” page 5.

Related manuals:
* VnmrJ System Administration
e VnmrJ Liquids NMR
e Sample Management Systems Installation
* Relevant probe installation manuals.

2.1 Overview of the VnmrJ Walkup Account Owner Interface

The VnmrJ Walkup Account Owner interface (Figure 7) is designed to automate setting up,
acquiring, processing, and plotting tasks for single sample walkup and sample changer
operation. Both single sample wakup and sample changer operation function as
automation runs and the data files are treated identically. All files are owned by the VnmrJ
Walkup Account Owner. Parameters defining the behavior of the walkup session are setup
using thisinterface, these parameters are not available to the VnmrJ Walkup Operator.

Both the wa kup account owner and walkup operator interfaces access application types
from a protocol type tab selection menu, see Table 2. Experimental protocols from each
application type are entered into the study queue by selecting the application type and
clicking on the desired protocol button. The 2D protocols add a proton type protocol
(proton, presat, or wetld with MinSW enabled) if a proton type protocol does not exist
ahead of the first 2D protocol in a composite protocol (multiple protocols for a given
sample). Protocolsfor 1D experiments not of the proton type can be added to the composite
protocol at any time. All composite protocols are executed from the top down. The protocol
is submitted to the acquisition queue when the operator clicks on the Submit (single sample
mode) or either the Submit DayQ or Submit NightQ buttons (automated sample changer).
Parameters are optimized for each protocol. Online help is provided for both the operator
and account owner interfaces.
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Chapter 2. VnmrJ Walkup - Account Owner

The VnmrJ Walkup interface provideslimited accessto acquisition parameters. Thewalkup
interface, operations, calibrations, and customization are covered in this chapters.

Table 2. Experimental Protocols

Protocol Tab Protocol

Sd 1D Proton Presat
WetlD Carbon
Fluorine Phosphorus
Apt Dept

Homo 2D Cosy Dqcosy
Noesy Rosy
Tocsy Gcosy
Gdqcosy

Hetero 2D Hmqc Hmbc
Hsgce Ghmqc
Ghmqc Ghsqc
Hmqctoxy Hsqctoxy
Ghmgctoxy Cigar2j3j

2.2 Starting the VnmrJ Walkup Account Owner Interface

1
2.

The walkup account owner must log in to UNIX.

Click onthe VnmrJicon on the CDE bar or open aUNIX terminal window and type
vamrj at the prompt.

The Switch Operators screen, see “ Switch Operators...” on page 39, appears after
VnmrJ startsif there are operators assigned to the account in addition to the account
owner.

Select (or type the operator name) the walkup account owner from the Oper ator
drop down menu.

Enter the password in the Password field.
Click OK (or press enter).

Continue with “ Setting up an Automation Run,” next.

All operation involving the walkup interface are treated as automation runs, even if
the system is operating in the single sample mode with or without a sample changer.

2.3 Setting up an Automation Run

Required VnmrJ Hardware Administrator Actions

Thisisrequired if VnmrJis not currently configured to use the sample changer.

1

26 VnmrJ Walkup

All hardware, including sample changer type, must be configured by the system
hardware administrator, typically vnmr1 and the VnmrJ Experimental Interface.

Login asthe system hardware administrator (typically vnmrl).

Select Utilities from the main menu.
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2.3 Setting up an Automation Run

Select System Settings.
Click on System config button.
Click OK.

Configure the sample changer.

Click on the Sample Changer drop down menu and select the sample
changer type from the choices:

— None

— Carousel

— SMS 50 Sample
— SMS 100 Sample
— VAST

— NMS

— LC-NMR
—768AS

Click on the Sample Changer Comm Port drop down menu and select the
sample changer type from the choices.

— Not Used
— Port A
— Port B
— Ethernet

8. Click on Exit and Save.

9. Select Utilitiesfrom the main menu.
10. Select Exit VnmrJ.

Walkup Account Owner

1. Setupthefollowing defaults:

Lock, Shim, and Temperature— see Study page in “\V nmrJ Walkup Operator
Start Panel” on page 20.

Select a printer and plotter —see “Printers ..." on page 37.

Verify that the parameter t raymax isset tothetray size of the sample changer.
If needed set the parameter to the correct value.

Setup directories for automatically saved data— see “ Save data setup ..." on
page 33.

Data saving —see “ System settings...” on page 30 and “ System tab” on page 31
Data processing — see “ System settings...” on page 30, “System tab” on page
31, and “Display/Plot tab” on page 32

2. Click on Utilities menu and select New automation run...

Refer to “New automation run” on page 33 for more information.

3. Click on Utilities menu and select Open sampletray...

Refer to “ Open sampletray” on page 34 for more information.

4. Click onUtilitiesmenuand select Switch Operators.... Theswitch operator banner
will cover the VnmrJ interface. The next available sample changer position will be
indicated by the number displayed on the switch operator banner. The general

01-999266-00 0604 VnmrdWalkup 27



Chapter 2. VnmrJ Walkup - Account Owner

operator can then enter the operator name and a password and VnmrJ will display
the operator interface, see “\VnmrJ Walkup Operator” on page 5.

Single Sample Operation — Sample Changer Not Used

Single sample operation appliesto systemsthat do not have a sampl e changer or the sample
changer isnot used to insert the sample into the magnet.

1. Setupthefollowing defaults:
 Select aprinter and plotter —see “Printers ..." on page 37.

* Setup directories for automatically saved data— see “Save data setup ..." on
page 33.

» Datasaving—see" System settings...” on page 30 and “ System tab” on page 31
 Data processing — see “ System settings...” on page 30, “System tab” on page
31, and “Display/Plot tab” on page 32
2. Set the parameter t raymax=0.

3. Click on Utilities menu and select New automation run...

Refer to “New automation run” on page 33 for more information.
4. Click on Utilitiesmenu and select Switch Operators.... The select operator banner
will cover the Vnmr Jinterface. The general operator can then enter an operator name

and password and VnmrJ will display the operator interface, see “\nmrJ Walkup
Operator” on page 5.
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2.4 VnmrJ Walkup Account Owner Interface Description

Walkup account owner interface, see Figure 7, functions are accessed from the menu bar
and associated drop down and pop out menus. Functions unique to the walkup account
owner interface are shown here.

All functions in common with the operator interface are described in “\V nmrJWalkup
Operator Interface Controls and Regions” on page 13.

Menu ba]’ l?gmmes Edit Help -
Lost [ s2 | u | 2| [6) H

TOOI bar A Home | _comvo | | ||=TT
i , Graphics
ﬁsmw AllMy Workspaces canvas
[T

Locator —— |ghienane

Protocol tabs —{= .

. | Protan Frocat o : Action
Experimenta e — Gl [ [ e —r—controls
protocols Fluoting Phosphorus H O Tl S‘;dy\nfn [ -

r G S Parameter
Stu dy :sm; TS page
qu eu e EJmEar“n‘a: SEn i CorplEte
‘ Submi Study Options. . Automation directon
T3 Length Jexporihomedwalkupfmmrsys/ datarauto_2004.06.04_01
Trash can  — o e ke [l Al - M I -—Hardware
bar
Status of:
Tem .
S[F))in — Parameter tabs Message window
Lock L Parameter pages System status
Current probe
Figure7. VnmrJ Walkup Account Owner Interface - Traymax=0
Menu Bar, Walkup Account Owner Interface
The four drop down menus : ) . Utilties  Edit  Hel
P Click to hide —| TS

e “Utilities Menu Selections” on page 30
e “Edit” on page 40
e “Help” on page 40
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Utilities Menu Selections

Utilities drop down menu selections are determined by the value of the parameter
traymax. Thevalueof t raymax will aso affect the switch operator screens, see” Switch
Operators...” on page 39. Determine or set the value of the parameter by accessing the
command line, see “ Advanced Function Bar” on page 40, and entering t raymax="? to
return the current value of t raymax in the message display box. The Utilities Menu
selections available in the account owner interface are:

¢ “System settings...” on page 30

¢ “Savedatasetup ...” on page 33

¢ “New automation run” on page 33

¢ “Opensampletray,” page 34
Appearsonly if traymax>0

¢ “Create a Workspace” on page 34

¢ “Create protocols” on page 34

¢ “Calibration Experiments’ on page 36

¢ “Display options ....” on page 37

¢ “Printers...” on page 37

¢ “Change Password ...” on page 39

Traymax=0

¢ “Switch Operators...” on page 39
¢ “Exit VnmrJ’ on page 40

Traymax>0

System settings...

Opens the Systems settings window to access system, display, and plotting parameters.
Click on the specific tab to open.

e “Systemtab”’ on page 31
« “Display/Plot tab” on page 32
All tabs have the following buttons and one check box:
¢ OK — accept changes and close
e Cancel — close and make no changes
e Help— open online help
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Item Descriptions
Systemtab T —
e g
Application mode Walkup vI

Application mode

Gradient amplifier
Type of digital signal processing

Frequency-shifted quadrature
detection

Hardware Z1 shimming

Probe protection
Solids VT System
VT cutoff (0 - 50)
Display configuration

01-999266-00 0604

Gradient amplifier K oon vI Y on vI Z on vI
Type of digital signal processing Inline - I

Freguency-shifted guadrature detection ]

Hardware Z1 shimming None - I
Probe protection "4
Solids WT System )
WT cutoft (0-50) 25

_|Display configuration

OK|  Cancel Help

Drop down menu selection of Standard (liquids) or
Imaging mode for the Walkup interface.

On/Off selection for each gradient axis that isinstalled.

Drop down menu, select one of the following choices:
None— no digital signal processing

Inline — software implemented digital signal processing
Real time —hardware implemented digital signal
processing— INOVA only

Check box, enables frequency-shifted quadrature detection
if the box is checked — INOVA only.

— INOVA only

Drop down menu , select one of the following choices:
None — no Z1 shimming

Delay — Z1 shimming enabled during delay time
Presat — Z1 shimming enabled during delay time
proceeding presat

Enabled if the box is checked — INOVA only
Enabled if the box is checked — INOVA only
Specify VT cutoff temperature, 25°C recommended

Displays current system hardware configuration on the text
page of the process panel for Inova systems and start a
popup window for Mercury. Changes in the configuration
can be made for Mercury systems only and remain active
only while the current account owner islogged one and are
not stored for later retrieval. Click on the Process tab and,
if multiple pages are present, select Text Output page. If
the current user is also the system hardware administrator,
the system configuration window is displayed, refer to
VnmrJ System Administration manual for more details.

If the Walkup Account owner and the hardware system
administrator are the same OS login, thisbox will appear as
abutton. Refer to Vnmr Installation and Administration for
more information on Config and setting the user interface.
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Item Descriptions

D|Sp|ay/P|0t tab System settings
ﬁ

v
o
o
v
]
v
v
v
Delets x|
Delets x|

Set display from plotter aspect Enabled (default) if the box is checked.

ratio (wysiwyg)

Spectrum updating during Enter value in field (100 recommended).

phasing (0-100)

Max # of pens Number of plotter pensto use.

Show Tooltips Enabled (default) if the box is checked.

Display only matching itemsin Enabled if the box is checked.

locator

Process data on drag-and-drop Enabled (default) if the box is checked.

from locator

Show las spectrum of submitted ~ Enabled (default) if the box is checked.

sample

Show current operator samples Enabled (default) if the box is checked. All operators
only sample are shown in the study queueiif this option is

disabled.

Trash sample node preferences Specify options:
Customized nodes — Drop down menu selection:
Delete
Not allowed
Skip
Customized nodes — Drop down menu selection:
Delete
Not allowed
Remove data
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Save data setup ...

2.4 VnmrJ Walkup Account Owner Interface Description

Opensthe save data setup window. These options determine how the datais handled for the
current user’s account. Click on the specific tab to open the menu.

Item Description
All tabs have the following
buttons: Select study directory:
= | private studies (4231 Mb) I
OK — accept changes and | e
CI ose Save directary | as:
Remove selected directary
Cancel — close and make Remore seeceddrecan|
no changes
Hel p Open Onl | ne hd p select studyname tem plate:
et #|l5_%YR%%MOCH%%DAY%_%R3%
Save template | as:
remove selected template
Select filename template:
Sl / Fseqru@
save template | as
remove selected template
Studies will be saved to:
fexpartihom efwalkupinmrsysidataistudies/s_2004Apro8_001
Study data will be saved to;
Jexporthom efwalkuphmimrsysidataistudies/s_2004Apr08_001/infa_01 fid

Select study directory

Select studyname template

Select filename template

Create anew directory or
template

Deleting a directory or
template

Sets the global auto parameter that determines where al
automation runs are stored.

Sets the sgname template parameter that determines where the
sampl e studies are stored.

Sets the autoname template parameter that determines where al
datais stored. To store data in the sample study,. autoname must
begin with $studyids, refer to the VnmrJ Command and
Parameter Reference manual for more information.

Enter change in the field next to the a menu and press Enter.
Enter a name in the box next to Save directory or Save
template button: and press return.

Press Save directory or Save template button.

Select adirectory or template from the drop down menu and
press the remove selected directory or remove selected
template button. Only user created directories and templates can
be removed.

New automation run

Sets Vnmr J foreground and background operations for all walkup acquisitions. Creates an
automation directory inthe account owner’ s directory, within globalauto. Opensthe sample
tray.
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This option is displayed only when the parameter t raymaxy>0.

Item Description
Available sample positions. = G
The colors of the sample 000000 !
rodioniclose i cens 0000000
follows: Pep @0@@@6@0 @ @®
27 J2s J20 o0 o1 o2
Q000V00
000000
00000 |
Gray Available
Green Completed
Blue Active
Yellow Submitted - Day queue
Purple Submitted - Night queue
Red Error
Faded or grayed out colored ~ Sample submitted by a operator other then the operator that is

sample position

currently logged in to the walkup interface.

Create a Workspace

Create a Workspace— Creates a new work space within the current user account.

Create protocols

Make a New Protocol...

Item

Description

Make a New Protocol...
opens awindow for saving
the current parameter set as
anew protocol.

A protocol consists of an
XML file, parameter set,

and the associated apptype
macro.

Protocol Name
Apptype

Search Type:

Required Protocol

VnmrJ Walkup

Make a protocel. Make protocal

aim)

— New Protocol

[Proton
[sta1d
[Proton

Protocol Name:

Apptype:
Search Type:

Reguired Pretocol: |
[setsw(14,2)
Seeut Prep: [

Customization:

Edit Upder| Close|  Abzndem|  Help

Name for the new parameter set

Group of protocols accessed from the Application Type
Selection drop down menu, see Figure 7.

Specifies the type of protocol. Thisis the key word used when
the study queue is searched.

Specify the protocol that must precede the new protocol for
proper setup of the experiment.
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Item Description

Customization Customize any parameter used in the standard protocol to meet
the requirements of the new protocol

Scout Prep Specify the scout macro executed before the main protocol

Make protocol button
Update protocol button

Click this button to make the new protocol.
Click this button to update an existing protocol.

Make a Composite Protocal ...

Item

Description

Make a Composite
Protocol... opens a window
for saving the current set of
protocolsin the new sample
area of Study Queue area as
acomposite protocol. A
protocol consists of an XML
file, parameter set, and the
associated apptype macro.

Protocol Name
Apptype

Make protocol button

Composite Protocol

Protocol Name:  [Proton ]
Apptype: [std1d
Make protocol

Make a protocol from all of the experiments in the queue.

Eelle Undoil Close | Abandom | Helh

Enter aname for the protocol

Specify the group of like protocols with which the new protocol

will be grouped.
Click this button to make the new protocol.

Configure EXEC parameters...

Item Description
Confi gure EXEC Configure EXEC parameters .
Parameters Opens the Default actions. Checked actions are selected. Unchecked actions are turned off.
window shown and provides | ;= = & =Sean

Prescan N
accessto the paramaers i Processing W [stdTd{process)
used to control the generic Phting & [aiaeon
acquire, prep, Process, Plot, | o ges oo parees <] o o
and prescan functions

Edje Whdol| [Clese|  Abardor @

The EXEC parameters concept provides setup, preparation, prescan, processing, and plotting
customization based on the type of NMR data. This selection is based on the value of the

apptype parameter.

This panel alowsyou to view and/or to set the EXEC parameters.

Check boxes
Setup
Preparation
Prescan
Processing
Plotting

Select global exec
parameters

01-999266-00 0604

Enables the action as the default action

Specify the setup action with any required arguments
Specify the preparation action and requirements

Specify the prescan action and requirements

Specify the processing actions with any required arguments
Specify the plotting actions with any required arguments
Drop down menu of exec parameters that are available to dl
users (globa: /vnmr /execpars).

VnmrJWalkup
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Item Description

Save sequence specific Save the sequence specific parameters locally (asindicated on
parameters - button the button)

Save apptype parameters Specify the application type to apply the new EXEC parameters
- field

Save apptype parameters Save the apptype parameters |ocally (asindicated on the button)
-button

Calibration Experiments

Calibrate Probe

Item Description

I
(e | ot

Sae data » SetUp Gradient Shimring

Opens awindow for running a series of experiments to calibrate the probe. Refer to the VnmrJ
System Administration manual for instructions on running calibration experiments.

Set Up Gradient Shimming

Item Description

L oads the pulse sequence and panels for making a shim map for gradient shimming.

Save data
Item Description
_ Save current f\d
Display options Save process as
Save current fid Saves the current FID with a filename constructed from the
svfdir and svEname parameters.
Save process as... Saves reprocessing to given record.
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Display options ....

Display options... Display Options

Opens awindow for setting FEEE

symbolic colors and fontsin

the interface. W_:P
Select the tab and color !77
options to customize the !7I’
user environment yir

Plain__| 7]
Plain__| 7]
Plain__| 7]
Plain__| 7]
Plain__| 7]

Printers ...

Printers...

Opens awindow for setting
printers and plotters from
previously defined printers
and plotters. For information
about connecting printers,

refer to VnmrJ Administration manual.

Update locator...

Item Description

Opens a submenu that Click on any item in the menu to update a
provides choices for singleitem or click on Update all to update
updating the different parts  all listed items.

of the Locator.

01-999266-00 0604 VnmrJWalkup 37



Chapter 2. VnmrJ Walkup - Account Owner

38

Import files to locator...

Item Description
Import files to locator...
opens awindow for
importing files to the locator
Files window

Select a Directory

Files window
Locator indicators

File information window
Total entriesto import
Remove - button

OK - button
Cancel

Locator indicators

File information
window

| RoK e e

Drop down menu of directories - select adirectory by clicking
on it or enter the full path beginning at root (/).

Select afile by clicking on the file

Icons appearing next to files and folders to indicate if the file or
folder is currently in the locator or is not in the locator.

Displays the full path, size and type of file to be added to the
locator

Number of items in the file information window to be imported
when the OK button is clicked

Click on afileor folder and click on Removeto remove theitem
from the list of items to be imported into the locator

Adds selected items to locator and closes the window
Exits the window - no items are added to the locator

Save customer locator statement...

Item

Description

Enter Name for Custom
Locator Statement

Opens awindow for
saving the current locator
view.

Enter statement in the field, click on OK to save, Cancel to exit
this window.

VnmrJ Walkup
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Delete custom locator statement...

Item Description

Delete custom locator
statement... opensa
window for deleting custom
locator statements

Items listed in window Click on item to select
Click on Delete to remove the item from
thelist

Change Password ...

Change Password... Change Login Password
Opens awindow for
changing Walkup operator
(user) passwords.

If the walkup operator has a
UNIX login account, that
password is aso changed.

Switch Operators...

Opens awindow for changing walkup operators without exiting VnmrJ. The appearance of the
switch operator window will change depending upon the value of traymax.

*If traymax=0, If traymax>0,
Switch operator Screen A is shown Switch operator screen B is show

Switch Operator

Next available
sample position

Operator list
Password field

Select an operator from the drop down menu or type the operator name in the field.
Enter a password in the password field
Click OK (or press enter after typing the password)
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Exit VnmrJ
Exit VnmrJ exits VnmrJ.
Edit
The Edit menu selections available VnmrJ Walkup account owner Tluees [EIE Aen
interface are: R

p Show PUIE Sequence

Parameter Panels.

e “Tool bar...,” next
e “Pulse Sequence,” next
e “Parameter Panels...,” page 40

Tool bar...
Item Description
Tool Bar... Opens the tool bar editing tool

Refer to the VnmrJ System Administration manual for details on how to use thistool.

Pulse Sequence

Item Description

Pulse Sequence... Opens the Spin Cad tool
Refer to the Spin CAD manual for details on how to use this tool.

Parameter Panels...

Item Description

Parameter Panels... Opens the parameter panel editing tool.
Refer to the VnmrJ System Administration manual for details on how to use thistool.

Help

Startson line help

Advanced Function Bar
| - |

Click or drag /

Dragging down the button in the advanced function bar opens a command entry field and
atext output field. Open or close the field by clicking once on the button, which restoresit
to itsmost recent view. Any command or macro can be entered into this command window.
Error and information messages are displayed in the scrolling text window above the
command linein addition to the hardware bar. Command history can be shown if you click
on the arrow with the left mouse button. Select acommand from the command history by
highlighting it and pressing Return to executeit.
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A

accessing data sets, experiments, shim sets, and
commands, 16

Acquire Panel, 22
acquisition

system, current state of, 18
acquisition status bar

VnmrJ Walkup Operator interface, 19
acquisition status details

VnmrJ Walkup Operator interface, 19
adding

printers, 37
adjusting
threshold, 17

advanced function bar
Walkup account owner interface, 40
automated operation, 27

C

canvas
controlling display in graphics, 17
graphics, 17
Carousdl, 27
Change Password
VnmrJ Walkup Operator interface, 15
Walkup account owner interface, 39
colors, setting, 37
command entry field, 40
composite protocol
making a, 35
Configure EXEC Parameters
Walkup account owner interface, 35
connecting printers, 37
controlling display in graphics canvas, 17
Create a new workspace
Walkup account owner interface, 34
Create protocols
Walkup account owner interface, 34
creating
a composite protocol, 35
anew protocol, 34
Custom locator statement, deleting
Walkup account owner interface, 39
Custom L ocator Statement, saving
Walkup account owner interface, 38

D

data set
accessing a, 16
DayQ, 11
Default page
Acquire Panel, 22
Process Panel, 22
Display options
Walkup account owner interface, 37
Display Sequence, 22
displaying

01-999266-00 0604

Index

tool bar, 16

E

Edit menu

Walkup account owner interface, 40
EXEC Parameters, 35
Exit VnmrJ, 40
Experimental Protocols, 6
experiments

accessing, 16

available, 6, 25

F

FID display, 17
FID, saving current, 36
File information window, locator, 38
Files window, locator, 38
fonts, setting, 37
function bar
VnmrJ Walkup Operator interface, 19

G

graphics canvas, 17
controlling display in, 17
VnmrJ Walkup Operator interface, 17

H

hardware bar, 18

hiding
tool bar, 16

history of all acquisition messages
VnmrJ Walkup Operator interface, 19

history of all spectrometer messages
VnmrJ Walkup Operator interface, 19

Insert and Eject sample buttons, 20
integral displays, 17

L

LC-NMR, 27
Locator, 16
locator, 38
L ocator, updating
Walkup account owner interface, 37
Lock page, 20

M

M ake a Composite Protocol

Walkup account owner interface, 35
make a composite protocol

Walkup account owner interface, 35
make a new protocol

Walkup account owner interface, 34
Menu bar
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VnmrJ Walkup Operator interface, 15

message display
VnmrJ Walkup Operator interface, 19

N

New automation run
Walkup account owner interface, 33
new protocol
creating a, 34
NightQ, 11
NMS, 27

O

Open sample tray
Walkup account owner interface, 34

P

Parameter Panel, edit menu

Walkup account owner interface, 40
phasing, 17
plotters, setting, 37
Prescan, 22
Printers

Walkup account owner interface, 37
printers, setting, 37
Probe selection

VnmrJ Walkup Operator interface, 19
Process page, 23
Process Panel, 22
Protocol Type tab

VnmrJ Walkup Operator interface, 9, 11
protocols, 6

creating new, 34
Pulse Sequence, Edit menu

Walkup account owner interface, 40

R

refresh display, 17
Remove - button, locator, 38
remove samples from the queue, 12
running

an experiment, 36

S

sample changer, 27
Sample Changer Comm Port, 27
Save data
Walkup account owner interface, 36
Save data setup
Walkup account owner interface, 33
saving
data, 36
scaledisplay, 17
scan with zoomed window, 17
seeing
tool bar, 16
Select a Directory, locator, 38
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setting
colorsand fonts, 37
printers, plotters, 37
Shim page, 21
showing
menu bar, 16
single sample operation, 28
SMSS 100 Sample, 27
SMS 50 Sample, 27
Spin On / Off button, 21
Spin On and Spin Off buttons, 20
Spin/Temp page, 21
standard experimentslist, 25
Start tab, 20
Starting an Experiment, 8
VnmrJ Walkup Operator interface, 8
status of occupied sample positions, 10
Study Options, 12
Study page, 20
switch operator window, 15, 39
switch operator windows
VnmrJ Walkup Operator interface, 8
switch operators, 8, 39
system
messages, 18
System setting
Walkup account owner interface, 30

T

Temp On/ Off, 21
Text Output, 23
toggle to interactive tool bar, 17
toggle to minimal tool bar, 17
tool bar

VnmrJ Walkup Operator interface, 16
Tool Bar, Edit menu

Walkup account owner interface, 40
Total entriesto import, locator, 38
trash can, 18
traymax=96 or 768, 8

U

Utilities Menu
Walkup account owner interface, 30

\%

VAST, 27
VnmrJ Walkup account owner interface, 29

VnmrJ Walkup Operator interface controls, 13
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