NMR Instructions—Offline in the Schupflab
To log on/load your file

1. Log onto the computer (Linux OS) by using logichem
Password = keyes404

. Double-click the “walkup data” folder on the &t

. If you are asked for a password, enter “keyes208

. Drag the folder containing your spectrum on®desktop (seBirectory 1 in Fig. 1)
. Close the “walkup data” folder

. Double-click the VNMRJ icon to open the NMR praig

. Go to File> Open (pull-down menu, top-right of window)

. Find your file and double-click on it to opea;do this in general you will have to:
(1). Make sure the File Type pull down menueste “All Files”

(2). Go up 2 or 3 levels to the “desktop” folder

(3). Double-click the desktop folder

(4). Double click on your data folder on thektep (Directory 1 in Figure 1)

(5). Double click on the folder with the Samfileas the file name§irectory 2)

(6). Double-click the “data” folder

(7). Double-click your file with extension “.fidDirectory 3)
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When you are finished at the end of the session, please drag your desktop folder to the
trash, and empty the trash!

Directory 2

Sample: citronellol

Sample ID: s_20100106_04 Directory 3 + fid Directory 1
File: s_20100106_04/data/cdcl3_02 4

Automation directory: /home/walkup/vnmrsys/data/auto_2010.01.06_03
Figure 1: Typical file header (upper left-hand @arof your spectrum plot).

Manipulate Your Spectrum u
The graphics bar (right of this page) will appeatha upper right side of the scree * ¥

You will need to use these buttons and the moussicuto manipulate your
spectrum. [If the cursor bar does not appear, ¢min the View menu, slide righ g

on the Tools entry and choose the graphics bar.] a
Expand/zoom on the x-axis — use the left and right mouse buttons to definegeon j
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on your spectrum between the two red vertical lifyesi may need to press uﬂ E'

@)
button first). Press the (+)-magnifying glass but#% to zoom to the definec 24

4
region. Press the (-)-magnifying glass bu [_33. to zoom back out, or tl’]J
button to view the entire spectrum.
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Expand/zoom on the y-axis — place the cursor over a peak that you wish traed, and
then press the middimouse button — your spectrum will expand the peskically to
match the position of the cursor.
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In the lower-right window, press the “process” &id then select integration from the

menu. First press the integration but in until the integral line is visible on the

spectrum (you may have to press it twice). Thersprclear all integrals” followed by
“interactive resets”. Define your integral regiofvghere you want it to integrate) by
pressing the left mouse button on either side efrégion that you wish to integrate.

Repeat for each integral region. When you are dpress the integration butt fﬂ' to

turn the integrals off (the integrals should nogenbe visible).

Printing your spectrum
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Make sure that the region you wish to plot is digpd on the screen. In the lower-right
window, press the “process” tab and then selectlod” page. Change the Auotplot
Mode to “As Displayed” and the click the Auto Phattton. Alternatively you can specify
what is plotted. For example, press the followiivg buttons (in order): “plot spectrum”;
“plot spectrum scale”; “plot text”; “plot integrdlsthen the “Manual Plot” button.

When finished pull down the File menu_in VNMRJ and choose Exit
VNMRJ



