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Hardware Requirements for

ComSpec.exe

OS: Windows 7 (English Edition)
More than 10 GB RAM is recommended for large data.

Installation of Statistical software “R” is required. Freely
downloadable from the site below.

http://cran.md.tsukuba.ac.jp/bin/windows/base/

netCDF data from Agilent, Waters, JEOL (GC and LC) have been
confirmed to work.

Don’t touch the computer keyboard during first minute, because
this tool automatically types the required information instead of
you. Please save and close important files before starting the
calculation (Don’t place the important files at “My documents”, for
safety.).

Data for a demonstration is available via the following link
(Japanese site).

http://www.nies.go.jp/analysis/member.html#downloads




How to Operate 1

@ ComSpec exe for Japanese OS (64 bit version)

‘ - Choose files -

Sellect odf file for ComSpec processing

Sellect database cav file for ComSpec processing
| File.. |

- Select save files position -

- R Package instifation -

Ihstall Packages. Check that vou are online!
@) Package ncdf are installed

- Check your R version -

R=300 Input wour R version for uzing.
V| Place of R folder iz [Proeram files]. Check off if G drive directly

OU® o O

Separation parameter | Mass parameter

*  Select dimension.

4 MPeriod: The modulation time period.

-13 Phaze shift: The time of phase shift.

ComSpec run

save folder and input file name. Chromat pictures {jpg) and a result file (cev) are crea

ted.

(PDChoose the data that you
want to analyze (.cdf).

(2Choose the database file
that includes your target
compounds (.csv).

' (@)Set the output folder and

file name.

@In the first time, installation
of program packages are
needed. Choose the upper
one.

(BSet file path for calling “R”.
You need to recognize where
and which version of “R” is
installed on your computer.
Located at C drive directly or
“Program Files”?



How to Operate 2

oeparation parameter | Mass parameter

* Select dimenzion.

4 MPeriod: The modulation time period.

-1 Phaze shift: The time of phaze zhift.

| COmIpec run |

e Set the parameter of separation in your data. 1D or 2D data?
 Enter parameters of "Mperiod” and “Phase.shift” in the box.

* |nthe case of 1D, "Mperiod” and “Phase.shift” is not used, so you don’t
need to change the default setting.



How to Operate 3

Separation parameter | Mass parameter

* Select M3 type.

5 CountMS: The number of M3 counting for searching/azsignment of target compounds.

Talerance (m/z) = HRwideorder ¥ HR.wide order fluc

0.m HR.wide order: The decimal point position in accurate mass.
b HF.wide order fluc: The degree of fluctuation.
0 MEthrethold: The minimum threshold of on intensity.

| Com3pec run |

e Set the parameter of Mass in your collected data.
e Accurate or Nominal MS?

e |f you chose “Accurate MS”, information on mass accuracy (Tolerance) is
needed. Input the parameter according to the screen displays.

* |n the case of nominal MS, “HRwide.order” and “Hrwide.order.fluc” is not
used, so you don’t need to change the default setting.

e After setting all the parameters, click the “ComSpec run” button.



Screenshot of the Tool Execution
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e |If all the parameters are correctly set, “R” will boot up and your setting will
be loaded. Don’t touch to keyboard during this process.

e |Ifall the code is loaded in “R”, target search will be started.

* Generally, it takes 30 seconds for 1 list search. If you have 100 lists, it takes
around 50 minutes for all the calculation.

e After the calculation, you can find the output files, such as XXX.jpeg and
XXX.csv (the file names depends on your setting), in the save folder you set.



Sum of lon intensity

(see Analytica Chimica
Acta, 778, (17), 54-62,

2013. for the detail)
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17 13C-0CDD

18 13C-0C0F

18 2378-TCDF
202378-TCOD
211,23,78-PeCDI
22 234,78-PeCDI
231,23,78-PeCDI
24123478 HxC

26 23467 8-HxC

Output (.csv) file

\ 4

A =] ]
!O hiermical Groug Total Inte nsity

THEDE1 2686
675241 3285
845765 7558
10673594 843
113559565 546
353155448
2400713.739
2420457 081
1802501 3588
142871 102
11582387 261
1210614 606
2181475.082
794531 7806
J22024 2845
8558459 55805
AG3800.7483
2161172448
F425557111
2557332038
G4 06933 502
240038218
2075728416
8563031 872
BbB4527 783
84515965 644

f Chemical Group name

The listed name and its ion quantified value is
reported (Sum of ion intensity is calculated
and adjusted by several ions which you set,
and finally the intensity of the first ion in the
database is returned. ). The intensity ratio of
native to IS whose combination is set in
database is also calculated.

(Individual names are presented here just for this demonstration)



About the Database

Chemical Group name

(Individual names are presented here just for this demonstration) MS fragment
o] B [ ] E F €] H AL o] R 5 T ] W
BlobID ICompound Abriviatian Group Mame Ficorrect  Internal Standard Peak 11Peak OIS Mativeref  rrrrrccl MS1 M52 =3 P54 M55 M= 6 =
- 13C-23.78-TCDF PCOD 1 1 222 08 0 {Es-f 31795283 315948206 31993246 321892842 31693021 32192677
Rtc-*4 15266677 12887926 99872899 44107663 26260874 23886481 1
13C-1.36.8-TCDD PCOD I 1 2063 0001 1 -3[Ef 3330487 33194479 33593219 26797001 26996701 20400319 3
1CEEE) 12049672 10114774 B07E2124 1127712 GBB02GE01 28517746 2
13G-2378-TCGDF PCOD 4 1 2224 08 2 17)%F 51795283 31594826 31983246 2518708 2539G762 18203453 3
13550 15268677 12887926 99872899 OA0D34E 3A346H13 3128246 2
10 23 78-TCDF PCOD I 02224 0834 2 30623696 30389921 30YB0436 2409406 24233661 17100252 3
22036902 17H3ITHT 10841941 40036323 39958359 30046943
A0 AT R-TNN Prinin n n aai? noaa 9 41 #anRR 910 R0891 20208787 ARR 03147 ARLQ0A2D 108 470R4 2

e Calculation starts from the top of this list. The same process is repeated
over other chemical list in this order.

e Information of a compound is stored in 2 rows. The first row is for m/z.
The second row is for relative intensity (total of these values should be
100%).

 Only columns “B” and “Q -” are used for the calculation.
l(III

e (Cells from
them.

to “P” are available for remarks, in case you want to use



Precautions

-About the source file

 Keep the position of source file “ComSpec.r” with the same
position of ComSpec.exe file.

-If the software freeze, exit from it by clicking icon in bottom
light.

-License: Artistic License 2.0

-Disclaimer: Any hard- or software damages, data losses and
false inferences caused by using this software is not guaranteed.
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