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What is AMDIS?

Automated Mass spectral Deconvolution and
Identification System

Developed to automatically detect chemicals in violation of Chemical
Weapons Convention

» Software to automatically separate (deconvolute) chemical background in GC/MS data
from signal for sample components

» Background corrected spectra can be sent to the NIST Mass Spectral Search
Program for identification

» Spectra can also be searched automatically within AMDIS to give results yielding
names, but not structures

= Software can be used to automatically find targeted species in complex mixtures
= Deconvolution can be manually controlled, if necessary

= Software can be used to compare “Good” and “Bad” samples analyzed by El GC/MS
and differences categorized



Some Terminology

AMDIS extracts the mass spectra of individual Components from
chromatograms obtained by the repetitive spectral acquisition of a mass
spectrometer during a gas chromatographic elution. These are symbolize with
a V¥ on top of the chromatogram at the point of elution

When AMDIS extracts the spectrum, that spectrum is automatically search
against an integral AMDIS Target Compound Library (an MSL file). If a

component is identified, a T is place above the ¥ to show that the
component has been identified.

In GC/MS, a single chromatographic peak can be one of several different
Components of a mixture. AMDIS identifies the pure Components from their
mass spectra.

RMB and LMB denote right and left mouse button, respectively



Opening File with AMDIS

= Can process many different file types with AMDIS including Agilent, netCDF, etc.

= Before sending components to library search, must open and run the file to get
background corrected spectra
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Deconvoluting Spectra

» First click the LMB with the Pointer on the Run button to deconvolute the file and search
each spectrum against the selected Target Compounds Library (Analyze\Settings\Lib)

» The computer plots a chromatogram from every m/z value in the data file

» Then “looks” at the stacked plots to determine which ions “belong” with each
other and subtracts out ions from air, column bleed, other nearby Components, etc.
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Evaluating Deconvoluted Results
Note the number 6fComponents found (101)>

Note the little blue upside-down triangles, left click on any one to see deconvoluted spectrum

After selecting one blue triangle, can step through by using up or down arrows on your keyboard
The left middle window shows what ions were “modeled” to define your spectrum ﬂ
The right middle window show you the associated parameters for each peak h

o ks Wb =

The bottom window shows the unsubtracted spectrum in black and the deconvoluted in white
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Evaluating Deconvoluted Results (continued)

» Can just show the Component (white peaks), the Scan (black peaks), or Both, but best to get
accustomed to looking at both

» When the black matches the white, you probably have a good spectrum of a major Component

» For minor Components, possibly coeluting with a major Component, the white will be different
than black and in many cases smaller

= With default “deconvolution parameters”, AMDIS will sometimes ID too many components
» The “deconvolution parameters” need to be adjusted to minimize this

» Very dependent on having a good stable signal from the instrument, but in my experience, just
tends to do that without using the appropriate filters for processing (more on that later).
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Evaluating Deconvoluted Results (continued)

= Note black (uncorrected peak with background)

= White i ectrum corrected for back ground and all non tracking ions removed
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Sending Deconvoluted Spectra to NIST Search Program

» To send an individual mass spectrum to the NIST MS Search Program, click the
RMB with the Pointer on the spectrum to display the RMB menu

» Select Go to NIST MS Program

» The spectrum will be sent to the NIST MS Search Program, if the Program is
active; and, if not active, it will be started and the spectrum then sent

» If Automation is checked in the Library Search Option’s Search tab, the search
will occur automatically and the results will be displayed in the MS Search Program
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Returning to AMDIS Window after NIST Search

= After NIST search, return to AMDIS window by putting the Pointer on “Switch to Caller”
button and click the LMB.
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Uncertain Peaks, Dashed Lines, in Deconvoluted Spectrum

= Sometimes the AMDIS “decides” that some peaks “might” be associated with the deconvoluted
spectrum, but it is not sure; you will need to change the basic settings if you want to use them

» These “uncertain peaks” are shown as dashed white lines in the spectrum
= To use them and send them for library searching, the Analyze settings have to be changed

= First, click the R Pointer on the spectrum to cause the display of the RMB menu
how Uncertain Peaks. Once selected, this will remain until changed.

u, displayed from the Main Menu, and select

» Then go to top of the Analyze m
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Plotting Single (or Extracted) lon or (Mass) Chromatograms

» To plot ion current vs time (i.e., a mass chromatogram), just click the LMB with the Pointer on the
peak representing the ion in the spectrum window, and the mass chromatogram will immediately
be displayed in a different color in the active window. The intensity of the peak produced by the 1st
selected ion is set to be 100%. If a subsequent ion is more abundant than that 1st selected ion, its

plot will be off scale
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= Either the chromatogram
(top) window of the model
(middle left) window can be
the active window

= To select the active window,
put the Pointer on the bar
above the window and click
the LMB.

= The active window is dark
gray

=\To delete that mass
chromatogram, just click the
LMB with the Pointer on its

box to the right of the top
chromatogram
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Expanding Chromatograms or Plotting in
Log Scale to See Small Peaks

» To expand the chromatogram or spectrum, just hold down the LMB and drag (Drag-n-Drop)
» To unzoom, right click in the window and select Unzoom or Unzoom All from RMB menu

» Another way to see small peaks is to put Mouse-pointer on the chromatogram (or
spectrum) window, click the RMB, and select Log Scale for Chromatogram or Log Scale
for Spectra from the RMB menu

nzoom

L‘éu:u:um All

Showy bouse Position ¥

Ilnhzoom
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¥ Show OnlX Current Component
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¥ Log Scale for Chromatogram

File 3
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Manually Processing File in AMDIS

= |If you just want an nondeconvoluted (uncorrected) spectrum of the background, click the LMB
with the Pointer on the scan of interest, it can then be sent to the MS Search Program and
searched against the NIST and/or other libraries

= AMDIS can produce a manual background-subtracted spectrum, typical of other MS software

= Often helpful for broad or peaks with excessive tailing oo
= First, go to top bar and selecfrom the Mode a8 .
menu on the Main Menu bar . ShowMouse Position- - - - - - - - .- . 3.

= Second, display the RMB m

ohu and sele Manual O —
L

Autoscale

Show Com por:aent on Chrnmatugrar‘rii

pacEground

Clear
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File Analyze Mode View Libfary Options Window

Log Scale for Chromatogram :

al ;:.:5‘72 | Show Win daw;... |
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Abundance
-90.7 RMB Menu displayed by putting

Pointer on Chromatogram

window and clicking the RMB
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Manually Processing File in AMDIS (continued)

» From RMB menu displayed with Pointer on the chromatogram window select (one at a time) in
a sequence, Signal (one or more ranges to average) and background (one or more ranges)

» The manually background spectrum is shown in the spectrum window, (bottom of the two
displayed windows; the model window (middle), used in deconvolution, is no longer present

» The chromatogram window can be unzoomed using the RMB menu; but, to zoom requires
LMB clicking on -@i button above the chromatogram turning it to Manual On

» The spectrum obtained can be sent to MS Search using the RMB menu

B AMDIS Chromatogram - Manual Mode \ GROB.D - Urersoen : ; O X
File Analyze Mode View Library OpNons Window Help . Unzoom All
. o ShowMousePosition -« - ¢ cbe e ¥
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Show Component u::a Chromatogram
¥ MenualOn -
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. Clear
. Clear All
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RMB Menu

15

17.887  17.0390 18.207

17.836




Automated Searching of Deconvoluted Spectra within AMDIS

= Searching Mass Spec Libraries with Results shown in AMDIS (names only, no structures!)
= Select Search NIST Library... from the Analyze menu on the Main Menu bar to send spectra

to MS Search automatically

= Can select more than one library by clicking with the Left Mouse-button on the Select button in
the Search NIST Library — Parameters dialog box (Select Libraries for Search dialog box)

= Set parameters to limit the search (use Help button if necessary)
= Left click on Analyze button and be sure to select Keep in Delete Results File dialog box

4

B AMDIS Chromatogram - Component Mode -/GROB.D

File = Analyze Mode View Library Options Window

T
ﬂ‘ .. . Analyze GC/MS Data.... . . . .
g j Settings... '
ﬁ Postprocess... -
100 Structural Classifiers...
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. & . GotoNISTMSProgram . !
2.; Use Uncertain Peaks
i Search NIST Library...
T iein
Delete Result Files for GROB.D X

AMDIS generates two files containing
results for each analysis of a GC/MS data

file.

Would you like to delete these files now?

[Select Keep' if you are searching NIST

Librany!) Delete |
Keep / I

Search NIST Library - Pagameters

GC/MS data:

CANIST17AAMDIS 32\DATANVGROB
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& Max H/0f hits: |1U
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" Min. probability %: 10

v Use instrument m/z limits

[v Build combined result
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Libraries:
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Analyze |

Select from

* All components (93]

" Drnly unidentified components (91)
[ Consider all models

" Only identified components (2]

MNumber of components searched

(¢ Largest components: |10

" All above threshald

|U.U % of tgtalsianal

Thete are 93 comyl Select Libraries for Search

0.0% and 2.490%

[] ClassExamples

Search mode

* Normalidentity | |0 DD_2018

[ FrontierPyrolyzate
[J HybridE xamples

Be sure there is a check in the box
next to the selected library

16

[ isidorov_ed1_fron

[0 MeCl_already_rer
[ MeCl_not_remove
[ MNew_2018-Tand:
[ nist_msms2

< >

[] COS_Stabilizersd,

1 nist mems2017

El Move up
EI Move down

Library: MAINLIB

Path: C:ANIST17AMSSEARCH Amair
Size: 267376 spechra

Type: Main Library

< >

Select | Cancel




Examining Results of EI Mass Spectral Search with AMDIS

= Click LMB with the Pointer on any one blue T (turns Red) above chromatogram window

= T stands for target and that will be the library search results
= If the T furthest to the left, click on down arrow on keyboa
= The up arrow keys results in jumping from T to T from\right tg left

= The list in the Results window is from using the NIST
of the Target Compounds Library

% AMDIS Chromatogram - Component Mode - GROB.D
File

Analyze Mode View Library Options Window Help

Abundance 12 targets (7)., 93 components

75
50
”.

Abundance [20.8%)]
100

75

0 -
Time: 558 7.07_ 8.57 10.48 1239 1431 16.22 18.14 20.05_ 21.96_ 2388 25.99 27.69 29.61 31.53 33.44

199881 - 10 ~ BAEE=S-g0)
21.8051- 10
23.4727 - 10
v }:I'lricneme v

»Nonacosane
>Pentacosane

57
50 ? Component: Match:
25 ——1  lwidth=38 A |Weighted = 91
Purity = 97% Reverse = 91
0 Model = 57 m/z v |Conections: n/a
Time:

to step through the results (L to R)

Search Program and NOT the search
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Examining Results of EI Search Results with AMDIS (cont’d)

» The unknown spectrum vs spectrum library hit will be displayed in the lower window as you
step through the results using the up and down arrow keys

= Can also click the RMB with the Pointer on the Results window to see all hits for a Component

g AMDIS Chromatogram - Component Mode - GROB.D
File Analyze Mode View Library Options Window Help
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| Scan 2472 (25.046 min) and Extracted spectrum (25.015 min)
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50 Ndth =34
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0 Hndui-ﬁ?mfz v’ Comections: n/a
m/z: ) |
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Examining Results of ElI Search Results with AMDIS (cont’d)

» Deconvoluted spectra can be searched using the AMDIS internal Target Compounds
Library or libraries in the NIST MS Search Program using MS Search

» The library search results of either search can be displayed by selected Show NIST Search
or Show AMDIS Search from the View menu right after the search using the NIST MS
Program has been performed

= After one ig selected, it will be grayed and the Show Merged Result s€lection will no longer
be grayed. Once Show Merged Result is selected, it will be grayed and the other two will no
longer be grayed

= More information can be found on these options on pg 62 &f AMDIS manual (Section 3.1.4.8)

E AMDIS Chromatogram - Compdnent Mode - GROB.D - [CANIST1NAMDIS32\DATA\GROB.D\DATA.MS]
ﬂ File Analyze Mode View | Library Options Window Help

e
>

Colpr Selected Peaks

Aux\liary Information

Show AMDIS Search
Show NIST Search ‘

Show Merged Resu \
T, L_J&_ﬁ_ .

Time: _ 4.69 537 6.05 6.73 741 8.10 8.78 946 10.33 11.21 12.08 12.95 1382 14.69 1556 1644 17.31 18.18 19.05 19.92 20.7¢
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Undocking Library Results Windows for Viewing

» Viewing library search results is better done by undocking the Results window

» Undocking is accomplished by clicking the RMB with the Pointer on the frame of the
window or from the View menu

» After Undocking, the window can be moved and resized as desired

7| B2 AMDIS Chromatogram - Component Mode - GROBD
File Analyze Mode View Library Options Window Help
ﬁ CANISTITVAMDIS3: Show Window... i
i Show Mouse Position »
S ThickUmes e
Color Selected Peaks

5 2388 2579 27.60 20.61 3152 33.44

Auxiliary Information

W Same TumeScaIe:
. ShowAMDISSearch |
-I:I Bn:.a = -I |:| Show NIST Saarch
13.3606 - 10 ; Show Merged Result
148320 >Monane, 4,5-dimethyl-
15,8038 - 10 »Undecare, 4 6-dimethyl-
17.9993- 10 ¥ | >lUndecane. 2.6-dimethyl ¥
o Match: CANISTITNAMDIS32\DATA\GROB.D\DATAMS
Width = 5.2 A |Weighted = 93 75361-10 A
Purity = 88% Reverse =933 >Undecane
Model = 57 m/z v |Corections: nla 133606 - 10 »Tetradecane
10.677 14.8820 >Pentadecane
15.8038 - 10 »Tridecane
17.9993- 10 ¥ | »MNonane. 4 5-dimethyl- a
Companent: Match:
Width = 5.2 A |Weighted =93
Punty = 88% Reverse = 93
Model = 57 m/z Corections: nfa
Min, Abund. = 0.11%
Amount = 1.33%
Scan = 781
Peak Tailing = 3.4
S/ [total) = 340
Base Peak = 130610 v
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Creating Small Custom Libraries of Targeted

Species within AMDIS

= Small custom libraries can be created in AMDIS and then searched like the NIST mainlib
would be searched against a file to give targeted species; T, at top of the chromatogram

= The library can just be any spectrum of interest, not necessarily a traditional library entry

¥ CANISTIMAMDIS32\DATA

Bun Rezcale | - Inkc

i H ﬁ:.MDIS Chromatogram = Component Mode - II%ERDB.D
File  Analyze Mode View Library Options. Window Help
Build One Lﬁraq...
Library Tra ns:f er...

Information on Building
AMDIS Custom Libraries
Found in Help file or see
AMDIS Manual pg 150
(Section 8.1.1)

CANIST17\AMDIS32\BLANK.MSL
Add: [ 10.6029 min GROEB]

Add All..

Hide

=

‘Sort by MName LI

Files... |

Exit |

Help |

RT = 10.603
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Minimizing Marking Components in Chromatogram

» The “multi-marking” of Components due to noise or instrument scanning irregularities can be

annoying

= Almost all instruments under varying conditions tend to have this problem

= This can be minimized by adjusting some parameters In t

nalysis Sett@log box

= Note that there are multiple tabs with many parameters in this dialog 00ox

= |t is easy to restore the program’s

E A DI':'s: Chromatogram - Eorl:'nponent Mode - GF".DB;D

r'_ .
ﬁ | ~Analyze GC/MS Data...
;{ sllﬂlngim
-Postprocess...

100 _Structural Classifiers...

T - .
-Go to NIST MS Program
51 :Use Uncertain Peaks :
{ Search NIST Library... -
e 1 o .

File “Analyze Mode ~ View Library  Options  Window

nalysis Settings
Iagntif. ||I’13ll. | Deconv. | Libr. | GA/QC | Scan Sets | Fiter |

Minimum match factor
ultiple identifications per compound

standards [~ Only reverse seaich

Type of anlysis: | Simple Ll

o

B
o

Save&s...l Cancel | Q§ault ‘ Help I
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Minimizing Marking Components in Chromatogram (cont'd)

» Setup the processing parameters based on the instrument and its scan function (Instr tab)

» Can set the low and high m/z manually, or just automatically use those de ned by
AMDIS from the file

Analysis Settings
|dentif.  Instr. econv. | Libr. | QA/QC ] Scan Sets | Fiter |
Set Default Instrument
v B B e Please select default format of
|4EI vour GC/MS data.
High m/z; v Auto Threshold: Agilent Files A
— Agilent MS Enagine Files
|4L"" IEIH ﬂ Bruker Files
L . Finnigan GCO Files
Scan direction: D ata file format: Finnigan INCOS Files
High to L » lent Fil - Finnigan ITDS Files
[ High to Low =] |Agient Fies =~ INFICON Files
Instrument type: JEOL/Shrader File v
d | - ssbhss bl s =™ Mls
[Dua PO J ‘j’l:nu can a!w n::hlange this later
Set Default Instrument... | in the Settings dialog.
0K Details >>
Save As... | Cancel ‘ Default ‘ Help I
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Minimizing Marking Components in Chromatogram (cont'd)

= The Deconvolution tab can be set to get rid of some peaks

= |In particular, for tailing peaks, might want to set the Shape requirements to Low
» The default for Shape requirements is Medium

» The values show below are the Defaults

» |n general, the Filter tab (see page 28 of this presentation) usually minimizes the multi-
marking of Components

Analysis Settings
\derii. | Inst.  Deconv. | Libr, | @A/C| Scan Sets | Fiker |
12 Component width
[ Omit m/z
Adjacent peak subtraction: [Dna Z'
Resolution: ‘Medium ﬂ
Sensitivity: [Medium E|
Shape requirements: [an ﬂ
High
M edium
Save Save gs...l Cancel | Default | Help
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Minimizing Marking Components in Chromatogram (cont’d)

» Created a library named Blank so that when the file is deconvoluted, no Components are
targeted with a T, they are marked with a ¥ to show that a Component was detected

» Created the library by first selecting Library from the Main Menu, then clicked on File button

in the

isplayed dialog box, then click on the Create New Library in the Files dialog box

Analysis Settings
Identif.' Instr. | Deconw. Lhr. |EIA1'EIC] Scan Sets | Fiter |

MS libraries/RI data:

Target Compounds Library View
Internal Standards Library

Calibration/Standards Library
RI Calibration D ata : :

Target Compounds Librany

|C:'\NIST17\AMDIS32\LIEI\EILANK.MSL

Save | Savegs_..l Cancel | Default |

Help |

ﬁ AMDIS Chromatogra - Comp¥nent Mode - GRDB.D

" Options. Window Help ~

File . Analyze Mode View  Libra\y

g ANISTIAMDIS32\DATA! ild One Library...
Bun I Rescale | -Infc Libkary Transfer...
C:ANIST17\AMDIS32\ BLANK.MSL ‘
Add [106023minGROB] | Addal.. | | |
A Y
\\ i |[Hide -
Sortby Ngme
Files
Files!.. I
Load\/ibrary... Exit |
Create ﬂ;!v Library. .. Help I

Switch to Library Transfer

Cancel

|
|
RT = 10.603 Save Library As.. |
|
|
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Minimizing Marking Components in Chromatogram (cont’d)

* After clicking on the Create New Library button in the Files dialog box the Create New
Library file save dialog box will be displayed

* There is a known Bug in4.2.73 <build 149.31> (Apr 25, 2017) and earlier vefsions of
AMDIS. In order for the/file name entered in the File name: text entry boxto have an
extension, it has to be’entered with the name. The dialog box has a segtion with the label
Save file as type:. |t shows the file should be saved as an *.MSL filg; however, this does
not work. Be sure 0 add the MSL extension to the file name or thg’file will be saved with no

extension.
Create New Library X
Files File name: Folders: 0K |
[| c:\nist17\amdis32\lib
Load Lfrary... | !—:_ NK] -I-:.I_ =T Cancel
_ MeTLASL S NIST17
Erealeéw Library. .. | {ISTDRUG.MSL = AMDIS32 Help
Save Library As... | e & L.
Switch to Library Transfer | NISTTOXMSL
Cancel | Save file as type: Drives:
[Target Library(*. MSL) ﬂ | c: Windows j Network...

Bug Alert
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Minimizing Marking Components in Chromatogram (cont’d)

» The default filter settings are shown below; the default settings do NOT have the
Enable Filters check box selected; unless checked, the fields are grayed

» The values associated with a particular Component can be viewed in the

window next to the Model (middle-left) window

» | ooking at these values gives an idea of how to limit parameters to minimize the

marking of Components

AN

| H AMDIS Chromatogram - Component Mode - GROB.D

Analysis Settings

Identt. | Instr. | Deconv. | Libr. | GA/OC | SeanSets [Fier ]|

|v Enable Filters
Limits

Weights

Min. Model Peaks |5

|1.000

Min /N |50.000

{1.000

Min. Certain Peaks |0.8000

{1.000

Min. Abundance |1.0000

{1.000

Min. Signal Strength |20000.00

{0000

‘w/eight Limit |4.DDD

Exclude
if below

I

I e

ave Swegs...l Cancel I Default I
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Minimizing Marking Components in Chromatogram (cont'd)

= The limits are scaled, thus if “Min Model Peaks” below is set at 5 and there are less, the
weight for this parameter is decreased below 1, if >5, the weight factor for this parameter is >1

» The scaling for these parameters are not linear and there is a maximum set for each

» |If a Component’s X of weights is >4, it is included as a deconvoluted peak, if not, it is
excluded

= An absolute limit can also be set for any one of these parameters by checking Exclude if
below and selecting a value

» Adjusting these parameters greatly determines the number of times a chromatographic peak
will be marked and the total number of marked peaks (detected components)

Analysis Settings

denti. | Instr. | Deconw. | Libr. | GA/QC | Scan Sets l
|v Enable Filters Exclude
Limits Weights  If below

Min. Model Peaks |5 11.000 »

Min. S/N  |50.000 11.000 r

Min. Certain Peaks 0.8000  [1.000 r

Min. Abundance |1.0000 11.000 r

Min. Signal Strength |2EIDEID.EII]I |EI_EIEIEI I

Weight Limit {4000
Save | Saveés...l Cancel ‘ Default ‘ Help

28



Minimizing Marking Components in Chromatogram (cont’d)

When trying to determine the proper parameters, expand the chromatogram to only show the
most difficult areas

Change to parameter and only the area shown will be reanalyzed

After getting all the parameters as desired, then show the whole chromatogram and Run
(Reanalyze) again

This will greatly speed the process!

rF - -

ﬁFiIe Analyze  Mode View Library  Options  Window Help

__Bun || Rescals || Info.. || «]+]

|| Abundance 0 targets (T), 11 components (*)
| 35.8

27.5

19.1

10.7

5.63% 573 583 593 oW 6.13 623 633 643 6.53 6.65 6.5 685 695 7.05

Time: 533 543 5.53
Abundance 0 targets (T), 11 components (*)
100 =

75

0

|25

6.7% 702 730 758 787 815 843 8§72 0.00

333 362 390 418 447 4.75 503 532 560 588 6.17 645




Comparing Two Chromatograms for Differences

» Two data files can be compared to determine differences, i.e., “Good” and “Bad” samples
» Both must be loaded into the same window and both analyzed (run deconvolution)
= A good description of this process begins on pg 143 of the AMDIS Manual

» First, Open one file as normal
» Then open the file to be compared using Open In/Active window... as shown below

ﬁ AMDIS Chromatogram - Manual Mode - GROB.D - [CANISTT\AMDIS32\DATA\GROB.D\DATA.MS] - E X
ﬂ. File Analyze Mode View Library Options Window Help -8 %
o Open... HanualOff| Deconv |
Abi  Openin > Active Window. |
87 Save Component MS... New Window...
Options...

66 Batchlob >
Generate Report...

45 Print Spectra...
Print Text Report...

25 Ecport TIC (text)

& Open Recent Files b .

Tim  AddRecentFiles > | 2847 2016 20.85 30.54 3122 3101 32.60 33.20 33.08 34.67

Abi Go to Results | Background and Manually Extracted spectrum

10 Exit
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Comparing Two Chromatograms for Differences (cont’'d)

= Put the Pointer on the top chromatogram and click the LMB followed by putting the Pointer on the Run
button and clicking the LMB to deconvolute the file as normal using the appropriate settings. Repeated
this process for the second chromatogram.

= Then, select Postprocess from the Analyze menu on the Main Menu and select “Compare data files”
= This process will compare both files to find differences
= Pick an appropriate S/N (bottom of pg 143 of manual)

B® AMDIS Chromatoaram - Component Mode £ GROB.D
B*® AMDIS Chromatogram - Manual Mode - GROB.D - [C:\NIST17\AMDI! m ANMDIS Lhromatogram - Lomponent Mod
DY File Analyze Mode View Library Options Window Help “ file_Analyze Mode View Library

| Flescale Info ]

ptions Window Help

j - - Analyze GC/MS Data...
Abundan Settings... Ztu;nts('r),u ‘.. onents (v)  GROE
Postprocess...

H
Postprocgss Spectra ) £

502 774 9 O Stohctural classifier

Thfeshold of % walue: IEI

Search NIST Library... o -

Structural Classifiers...

Add Component/Scan to Search List (0)
Go te NIST MS Program
Use Uncertain Peaks

SETEL
e

:EEE

5—0

(=2
-

[ Spectral similarity

Compare data files

Finirnurn 5 /M: IED.DDD
‘3 )

Tndan |251%] Cancel | Help |
m-

Specify a Minimum S/N to suit situation and then click the OK button

Note: The specified Minimum S/N should be adjusted to a level sufficiently high to prevent
31 very low unique Components from appearing as Unique/Significant identifications



Comparing Two Chromatograms for Differences (cont’'d)

» The classes will be shown with a T when the menu is pulled down

» Can select either the top or bottom file, and the results are then with respect to
the selected file (pg 144 of manual)

Time: 457 508 738 878 1058 1237 1416 1
Ahundag.:e .+ targets (7), 10 components (v) 1005 D
100
75
S0
25

T 1 = 1 1 T T
Time: 458 508 738 8.78 1058 1237 14.17 1
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Classes of Comp’ds Compared in Post Process of Two Files

» The classes that are shown in the pull down menu for each file are shown below from
pg 146 of the AMDIS User’s manual

To compare results for both data files, it is necessary to make each active and perform the
Compare Data Files analysis technique on each. Whenever the other file is made active by
putting the Pointer on it and clicking the LMB, the drop-down list box changes to reflect that file’s
values

A Component will be assigned to one of the following groupings:

Match/Larger a pair of Components match, but one items is at least 3X larger than the other;
Match a pair of Components match and neither is 3X, or more larger than the other
Unique/Significant a Component that is only present in the active data file and whose signal is equal to

or exceeds the signal-to-noise threshold describe above

Unique/Trace a Component that is only present in the active data file and whose signal is less than
the signal-to-noise threshold described above



Displaying Chromatograms So That Time
Scales Expand Together

» To get the files to expand together, select Same Time Scale from the View menu, as shown

ﬁ AMDIS Chromatogram - Manual Mode - GROB.D {[CA\NISTINAMDIS

ﬂ File Analyze Mode View Library Optionf Window Help
Fun |-|— Rescale ” _n Show Window...
Abundance Undock
100 Show Mouse Pofition >
75 v Thick Lines
S0 Color Selected/Peaks
”h Auxiliary Infgfmation
0 ———
Time: 592 7.74 e 18.9
Abundance 0 targ Show AMDIS Search 11008,

100 Show NIST Search

Show Merged Result

Time: 497 6.73 850 10.74 13.01 1525 173
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