Ti ps for Using MassLynx Version 4 Beta Version
with NI ST Search Software
(J Little, Feb 15, 2002)

Earlier versions of MassLynx will not automatically transfer spectra
from MassLynx to the NI ST search. This capability was added to version
4 in early 2002.

Installati on of MassLynx: Wen installing MassLynx version 4, the user
needs to select Library option in the installation setup. You m ght
al so want to sel ect Exanple Data under options.
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If you forget to do this during the installation, you should be able to
turn on the library support by opening the win.ini file (in C\Wnnt on
W ndows NT), changi ng AppEnabl edOO=FALSE t o AppEnabl edOO=TRUE i n the

[ MassLynx] section and saving the file. It would be a good idea to
nmake a backup copy of this file before editing in case sonething goes
awy!

Sel ecting NI ST Search: After opening MassLynx, the selection of the
library is performed by selecting the tools and then the “Search
Li brary” lcon on the main MassLynx W ndow.
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Toggl e the NI ST search button to the N ST setting and add whi chever
libraries you want to search in the NI ST search to the list one at a
time. The NIST libraries are folders found in the N ST98 or MSSEARCH
folder. In the follow ng exanple, | am searching the NIST library, the
NSIT replicate, the Wley7, and various user libraries.
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MassLynx has done a good job of integrating the N ST search. They
allow the user to select the libraries to search from MassLynx i nstead
of fromthe Library Search Options windowin the NIST program This is
done by the MassLynx software accessing the nistnms.ini file used with
the NI ST search program and changing the libraries to be searched.
However, if the NI ST search programis already open, the libraries to
be searched WLL NOT be updated. This is because the N ST search only
checks the nistns.ini file to determine libraries to search when it is
first opened.

Thus, the next time the user perforns a search with the NIST library,
the user is warned that the NI ST program nust be nmamnual |y cl osed.
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The libraries in the search list differ From those currently selected in MIST MS Search,
Ensure MIST M3 Search has been cosed before conkinuing

This warning is ONLY noted if the NIST library search software i s open
when a library is added or deleted fromthe list to search. MassLynx
actually checks to see if the NIST programis running when a change is
made. After the user selects K in the above wi ndow, the search wll
continue with the OLD list of libraries selected. C ose the NI ST
program and performthe search again fromw thin MassLynx. The N ST
program w | | be opened automatically and the search performed with the
new list of libraries specified fromwthin MassLynx.



You can still select the libraries to search using the Library Search
Options lIcon in the NI ST search, however, every tinme you close the NI ST
search wi ndow and reopen the MassLynx program it will revert back to
libraries chosen under MassLynx. You must choose at | east one library
to search in MassLynx in order that the NI ST Library Search Software
can be used with MassLynx. Thus even if you want to specify the
libraries to search using the NI ST Library Search Options nenu, you
nmust have at least one library initially selected from MassLynx!

Searching the NIST Library: After the software is installed and the

NI ST library is selected, the search is normally initiated fromthe
Spectrum wi ndow i n MassLynx. Just select the spectrumof interest in
Chr omat ogram usi ng either the Conmbi ne icon (see Combi ne Spectra under
MassLynx Chromat ogram Hel p) or just select an individual scan. |f you
sel ect the single scan, using the Refine button on the spectrum w ndow
will automatically renpbve background nicely (see Refine under MassLynx
Spectrum Hel p Topi cs).

After you get the spectrumyou want to search in the spectrum w ndow by
ei ther using either the Conbine or Refine approaches, then click on the
library button (icon that |ooks |ike an open book) on the Spectrum bar
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The Library Icon also can be found on the MassLynx Library Menu Bar

Swi t chi ng Between NI ST and MassLynx Library Searches: You can easily
switch between the NI ST and MassLynx Searches. Just change the Radio
button in the Library window (File/Search List.. nenu iten) to

whi chever you want. However, the libraries are in different binary
formats. Thus if you wanted to search the NIST library with both
programs, you will need a copy of the NIST library in both N ST binary
and MassLynx formats!



