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Instructions for ThermoElectron Excalibur Raw Datato SMCReporter 4.0 using the interface
program, SMCReporterV2.exe

This program is a simple executabl e that takes the ThermoElectro Excalibur result file (*.rst) and
convertsit to aformat compatible with the SMCReporter 4.0 software. The program may be run
through Windows Explorer or create a desktop icon for running the program (Right click mouse
on desktop->new->short cut then browse to executable, SM CReporterV2.exe).

The program creates atext file in the format required by SMCReporter. It isreadable in Notepad
and illustrated in Figure 1.

I 14050608.1xt - Notepad FEX

File Edit Format Wew Help

DATA FILE - “ersion 4.0 -~
04,05 2006 20205

Cihxcaliburhdatas t405 0605, Faw

tmL blank

aC/MS

COMPOUND

diethyl_ether-di0 542986.3204732599 L.44E58323332332332
acetone-13C E0ES303.13945995 C.74E585333333333
methylene_chloride-dz 932132.812061219 E.ldERlEebEEEEEE T
nitromethane-13C 1007269.61227398 F. 128916606 RE6EET
hexafluorobenzene F004CEF  FI200006 C.5291EEEEEEEEET
tetrahydrofuran-ds E23965.4458102334 F.6FE38333333333
ethylacetate-13cC FCECENZ . E1E7FAZE2 F.I2ERlEEEEREEET
pentaftluorobenzene £138812.158530011 F.51123333333333
benzene-de SE39480. 9CEEE44] G IFFEECEEEEEEET
1,2-dichloroethane-d4 1109556, 1358580173 B.31146660EEREEET
fluorobenzene SOE903E, 72092408 S.EE0398 b
4 >
Figure 1 Notebook display of dataformat required by SMCReporterV2.exe. Thetop

row of the
header information identifies the type of file and targeted version of SMCReporter. The second
row identifies the acquisition data of the raw GC/MSfile. Thethird row presents the datafile
and path of the GC/MSfile that was used to generate the trandlation. The fourth file liststhe file
description and the fifth file presents the GC/M S identification.

The compound section lists the compounds in the GC/M S quantitation report and in the same
sequence. The sequence of compounds must match the sequence in the SM CReporter and be
spelled in the same way. Be sure capitalizations are identical too. Either the GC/MS
guantitation list or the SMCReporter quantitation library can be changed to make the lists match
(but if an internal standard or surrogate spelling is changed the internal standard file will also
need to be redone).



When the program is started the screed will display aform that can be started (Figure 2)

% SMC Reporter v 2.0

Frepare Libramn

Frepare Hesult Set

Figure 2 Initia display running SMCReporterV?2.exe

By pressing the * Prepare Result Set’ button the next display requests the information necessary
to process the raw datafiles. The next display isseenin Figure 3.

Select the Xcalibur Result File to create SMC result set

Laok jni: | g Local Disk (C:) | e B

E. [hogrdata
& [T documents

My Recent |3 Documents and Settings
Documents [C)DRIVERS

E:% )1z
oM

Desktop [C)Program Files

: [CI0UARANTIMNE
—j |C)SMCREPORTER
[C5PA
My Documents w0
D [ WINDOWS
-;-‘JJB ) %ealibur
ty Cormpuiter
g File name: | j Open |
MyMNetwork  Filesoftype: | Xalibur Fiesut File [*rst] ~l Cancel
Flaces

| Open as read-only

Figure 3 Browser for SMCReporterV2.exe

Select the Xcalibur result file (*.rst) that is to be processed and hit the *Open’ button. The
following display will be provided after the file (figure 1) has been generated.
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Success E|

1 } Result kexk file now available as Ci¥caliburtdatai k4050601 Exk

.................................

.................................

Figure 4 Display that indicates the file in SMCReporter format has been The process of

generated. steps illustrated
by figures 2-4 are repeated for each sample.
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