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Setup for NIST26 Chromatogram Window

» Very windows compliant

» Consistent approach in Chromatogram and Other Windows within NIST Search
» Demonstrated for El and MS/MS in MS/MS Chromatogram window

» Essentially same setup in El and MS/MS conceptually

» Lots of In-program help and detailed Users’ Manual



» Help right corner many windows
» V4.0 User’s Manual
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The NISTMS MS/MS Chromatogram Window

A new, versatile Chromatogram Window is provided as part of the NISTMS Search software (Version 4.0) provided with the 2026 v
files.

For a LC-MS/MS (dvnamic data acquisition. DDA) chromatogram. this window enables searching of all MS2 spectra against the NIS

Help Options (1 of 3)

User’s Manual

\NIST Standard Reference Database

Chromatogram Properties

Hit List !
Items to Display

Compare
Chromatogram View
Text Info

Structure View

Right corner Help

1A

NIST Mass Spectral Search Program (Version 4.0)
Mass Spectral Libraries (NIST/EPA/NIH El & NIST Tandem 2026)

For Use with Microsoft® Windows
User's Guide

This provides instructions for the use of NIST/EPA/NIH and Tandem Libraries, which are provided
under separate Licenses, with MS Search v.4.0. Some sections are for individual Libraries and

others are for use of both Libraries.
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Help Options (2 of 3)

» Help from Menu bar

» Help topics

» Other useful topics accessed in Help Topics
» Tips for El, Tips for Tandem, What’s New

{E] PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Untitled]
BiFile View Window |Help Help Bar
B | = Help Topics Menu

- - Tips for El '
|_|Reload on Startup  Highlight )
Tips for Tandem -

Go to Update Website

Download Libraries

About MS Search...

GC/MS Chromatogram Tips

How to Display Hits, Analvze Data, Export Data:

Display Hits
1)) Show only IDs above a selected score How to Display Hits, Analyze Data, Export Data:

a't Ket threchnld crore in Filter Srave text hox Display Hits

1) Show only IDs above a selected score

a) On bar above chromatogram, turn Filter Scores button on

Tandem Chromatogram Tips

€ = NIST MS Search 4.0 Help

£ A
Hide Locate Home

" Contents Index Search

Type in the keyword to find:

[calibration]

Select Topic to display:

Chromatogram RI Settings

Chromatogram Select Raw/Calibration Files (with AMDIS and El)
Creating RI Calibration Files

Exact Mass Search

GC/MS Chromatogram Tips

GC/MS Chromatogram Window

Select Raw/Calibration Files

E¢ NIST MS Search 4.0 Help

7 &
E Hide Locate Back

Contents |ndex Search

What's New

b) Enter minimum score threshold into text box after Filter Scores

c) Change selection in combo box to Fixed

What’s New

d) Only IDs with score above entered value will appear in chromatogram and hit list

&) May set at 900 for a clear view of the TIC

N Fxamina in_crwes inne to lnale for rweciranr ion

YV VY

Click on Help Topics can:

Select contents for general categories
Index for Pages

Search for Key Words

What’s New
A = [¢)
Home Print Options  What's New

1

What's New in MS Search Program

The following features were added to the current version 4.0 (2026), distribw

Huvhrid Search now renorts the most nrohahle chemical formmla difference he



E| PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Untitled]

s

!File View Window Help

Within Chromatogram and other functions

When open with an El File results shown, Fig. 2
When open with a MS/MS File shown, Fig. 3
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Fig. 1

B EE ?

F1 on keyboard will display very useful help files
When Chromatogram opened with no results shown, see Fig. 1

Help Options (3 of 3)

Fig. 2 and 3 show more specific information, Fig. 1 more general!

Fig. 2

{E| PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Oban_14_EI_1, El, nHits=86]

B File View Window Help

B Es ?

[JReload on Startup  Highlight Score  >=800 ~  Filter Score  None w Max2Med  All

[CJReload on Startup  Highlight Score  ==a00

Filter Score  None o Max2Med  aAll ~  Merge Dupli

Chromatogram Tab

Depending on data type and available libraries, this display shows identifications of spectra from the nput data fi
bar that controls what is being shown below. Depending on libraries installed this window can describe spectra i
chromatogram Data types will differ for the two types of data. The chromatogram is show on the left at the top.
active search spectrum (highlighted below) and library spectra are show at the upper right. This hit st at the lov
data for each identification. On its right is a structure of the identification.

GCMS Control Bar

B Reload on Startup  Hghloht Score >=800 Fiter Score None: Maxted Al | MergeDupicate D <=0.2sec -

No File Results when
program opens

The NISTMS GC/MS Chromatogram Window

A new, versatile Chromatogram Window is provided as part of the NISTMS Search software (Version 4.0) ¢
version of the NIST Mass Spectral Libraries. It enables library search processing of a full data file using an ent
used AMDIS deconvolution program while enabling further processing of individual spectra using the extensive
NISTMS software. Both low- and high-resclution data can be processed.

Low Resolution

El File Results when
program opens
= > OO. = <

Fig. 3

{E] PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Checkout TestMix AMSMS, MS/MS, nHits=62]

=i File View Window Help
W= ?

‘ CReload on Startup @ Bestrits (JOnlyIDs  Highlight Score | =800 ~ Bkod  Any

|Abundance

« [JFitter Scores < 100 | Average »

The NISTMS MS/MS Chromatogram Window

A new, versatile Chromatogram Window is provided as part of the NISTMS Search software (Version 4.0
version of the NIST Mass Spectral Libraries. It enables library search processing of complete LC-MS/MS ¢

MS/MS File Results when
program opens




» Suggested Properties, Many Others by Right Clicking on Bottom Window and Selecting Properties
» All windows offer additional processing options with Right Click

# Scan RT Score Prob Score (Unfiltered) Abund Rel. Prec.mfz dPPM Prec. Type Lib Dbs LibID
1 3171 11.5521 754 100 754 100 305.1091 -29 [M=H]+ hr_msms_nisi#2 32 Diazinon
2 2189 7.7932 662 100 662 356 242 2854 -50 [Cat]+ hr_msms_nist 23 Tetrabutylammonium cation
3 83 28621 600 100 600 154 2091287 10 [M«H]+ hr_msms_nist#2 17 Aminocarb Library Search
4 3153 114820 491 99 491 19.0 388.1065 -15 [M+H]+ hr_msms_nist 21 Pyraclostrobin . .
5 2320 83540 346 99 346 501 4180133 12 [M=H]+ hr_msms_nist 14 Metosulam Library Search Options
6 1370 47813 522 99 522 14.0 2621194 3.1  [M+HJ+ hr_msms_nist 18 Imazapyr Send To 4
7 2001 70795 394 98 394 251 297.0556 -0.0 [M+H]+ hr_msms_n!sl 26 Imazalil C0py Selected Hits to Cllpboard
8 2457 89288 352 97 352 176 278 1061 22 [M+H]+ hr_msms_nist#2 17 Metazachlor
9 1649 57934 304 94 304 8.66 2300069 00 [M+HJ+ hr_msms_nist 26  Dimethoate Export Selected Hits to Text File
10 2211 7.8859 301 73 301 16.3 2221129  -18 [M=H]+ hr_msms_nist#2 27  Carbofuran oo Sallreiz]
11 2306 82865 662 68 662 415 216.1020 46 [M+H]+ hr_msms_nist#2 32 Atrazine
12 2786 10.0524 249 60 249 549 188.1102 11 [M+H]+ hr_msms_nist 23 Molinate Show Al
13 2113 75182 25 57 25 0662 2441899 33 [M+H]+ hr_msms_nist#3 1 tert-Butyl (1S)-1-cyclohexyl-2-hydroxyeth:
14 10972 o Tecn 104 ce 104 12 7 270 N7AN na TRA-LIT. hr mmorne noedd 1E Blntrwsarme
» Select “Include Advanced Results”
e e & MNIST MS Search 4.0 Help
» keyboard F1 or Help for definitions e @ E & E
Hide Locate Home Print Options  What's New
Contents Index Search

Chromatogram hit list Tandem Properties

Chromatogram Properties X Type in the keyword to find:
I cin
s o Dy |‘ Chromatogram Properties X
Compare @ scan [ Any Peaks Search - Accurate Loss Compare Ibe:;;:mi‘;hﬂ
@rr b Any Peaks Search - Accurate m/z Chromatogram View 8 sen
Chromatogram View 8 score HiRes No Precursor search 8 rr
@ Frob . Text Info B score
| HiRes No Precursor spectrum & o
Text Info g zcoﬂl;e U;nﬁlbere‘j) Adding a clipboard structure to the Spec List He 8 Score (Unfiltered)
0O R?Mar;j Adding structures to user library spectra @ Dotprod
Structure View M shind 2l AMDIS el
] Any Peaks Search
8 Indlude Advanced Results 3 Attach Structure B Include Advanced Results
Color Settings 1] Auto Print Color Settings
Background (List) | Auto Report T Badkground (List)
b Text (List) | Automatic Searching P Text List)
Automation

Font Settings

Select Font Set for all views

[ o ]

Cancel

Help

CAS Number Search

Chcose Library

Chromatogram
Chromatogram Tab
GC/MS Chromatogram

Tandem Chromatoaram

BrCl combinations - CIBr CI2Br CI3Br CIBr2 CI
BrCl combinations - CIBr3 CI2Br3 Br Br2 Br3 E

Font Settings

Select Font Set for all views

Ok Cancel

Items to Display (Tandem Hit List Column Data Types)



Move Position of Properties Displayed by Left Click and Drag

L HEAD IO 13N p Swe Ly SR g LIEEE g, SubL S

# Scan RT Score ¥ Prob Abund Rel. Prec. mfz dPPM Prec. Type Lib Dbs LibID
1 115521 305.1091 . hr_msms_nist#2
2 2189 7.7932 662 100 356 242 2854 50 [Cat]+ hr_msms_nist 23 Tetrabutylammonium cation
3 834 2.8621 600 100 154 209.1287 -1.0  [M+H]+ hr_msms_nist#2 17 Aminocarb
4 3153 11.4820 491 99 19.0 \388_1 065 -1.5  [M+H]+ hr_msms_nist 21 Pyraclostrobin
# Scan RT Score Abund Rel. Prec.mfz ¥ Prob dPPM Prec. Type Lib Dbs LibID

3171 11.5521 305.1091 5 hr_msms_nist#2
2 2189 7.7932 662 356 242 2854 100 50 [Cat]+ hr_msms_nist 23 Tetrabutylammonium cation

“Stretch Columns” by left click and drag, see double arrow to grab side of a column

dRel. Prec.mfz 7 Prob<{®MPPM Pre

305.1091 100 29 M N Prec. mfz ¥ Prob dPPM P
242 2854 100 50 |C= 305.1091 100 29 [
209.1287 100 1.0 M- 242 2854 100 S50 |[C

Left Clicking on column sorts results by that property, click twice to change from high to low value

# Scan ¥ RT Score Abund.Rel. Prec. m/z 8 Scan RT ¥ Score AbundRel. Prec.mfz #  Scan RT 4 Score AbundRel. Prec
3 353 11.4820 491 19.0 388.1065 3 2189 7.7932 662 356 242 2854 3 2075 73610 0 0.00579 295.

4 2905 104787 2 1.74 353.0258 =) 4 83 28621 600 154 209.1287 = 4 2137 81060 0 00152 222,
5 2904 104768 4 144 348.0706 5 1370 4.7813 522 14.0 262.1194 5 2634 95386 0 0.784 371
6 2017 7.1496 2 216 3.

6 2896 10.4766 96 3.56 331.0433 6 3153 114820 491 19.0 388.1065 7 2404 8.9283 2 427 279

- el a Tl 4 Nraa Ee T T — oan R T ? 2001 ?_0?95 39" 25_1 29?_0555

8 2457 89288 352 176 2781061 P ————— g P mes



All windows can be resized by letting mouse pause on the side or bottom of window to see “doubled sided” arrow,

wr

left click and drag
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& PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Checkout_TestMix AMSMS, MS/MS, nSelectedHits=18]

»:File View Window Help
o EEE -t

Wizt Biein Clobie  odaisars moe ~ Sl o | Ortecicrm < i< o <] AoTreind 1w
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Formula: C1aH21N03PS
s MW: 304 Exact Mazs: 30410105 CASE: 333415 NISTH: M1343%4 [DF: 24538 DE: he_msr
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v
] ] | b i Fusion L
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Abundances can be compressed on baseline, often easier to visualize using Abundance Axis “Log”

Notice, Abundance Axis on Left, Total lon Current, TIC, on right

{E| PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Checkout_TestMix_AMSMS, MS/MS, nHits=31]
i File View Window Help

& ?
BReoadonstartup @Besttits (JonlyDs  Highlight Score  None  ~ Bkad <=75% ~ | [JFiterScores < 100 | Average ~ Ab.Threshold Auto .
Abundance TiIC
100
| 1e+06
50
| 5e-05
W‘;;,,‘ s A
@ L]
o, . Lo o <IN 200 Op @ o 8 , Ho
0 2 4 [3 10 12
RT /min
Library Search Chromatogram Properties
Library Search Options
Hit List
Send To »

=)  Compare

! Chromatogram View
Text Info

Right click in
chromatogram at top
and select to get menu

8 show TIC on Plot

Abund. Axis Linear ~

TIC Axis Linear ~

@Rebadon Startup @ BestHits  (JOnlyIDs  Highlight Score  None

« Bkgd <=75% -~ [(JFiterScores< 100 ~ Average ~ Ab.Threshold Auto

|[Abundance(Log) TIC
2
]
<
o o o
@ 1e+06
=]
[+
o
(]
o
o @
o
5e+05
VTSI o U prey
-2
| | | | < | ! 0
0 2 4 6 10 12
Chromatogram Properties
Hit List
Compare {8 show TIC on Plot
Chromatogram View Abund. Axis | Log v
Text Info

Structure View
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Left Click and Drag in Chromatogram Window to Expand and Limit Results in Bottom List

@Rebadon Startup @ BestHits  (JOnlyIDs  Highlight Score Nome - Bkgd  <=75% v [JFiterScores< 100 ~ Average v  Ab.Threshold Auto v
Abundance
1004
50
o
o
o el
o, \ Lo o, 800 2o © 8 \
o 2 4 6 8 12
RT/min

#  Scan Score Abund.Rel. Prec.mfz Prob dPPM Prec. Type Lib Dbs LibID
1 1344 0 00130 261.1762 0 180 [M+H]+ hr_msms_nist 28 Carisoprodol
2 1652 0 0413 251.9891 0 183  [M+H-NH3]+ hr_msms_s N-[4-(Aminosulfonyl)p
3 2075 0 0.00579 295 9967 0 17 [MsH]+ hr_msms._t 9 7-Nitronaphtho[1.2-d]
4 2197 0 00152 2221171 0 189  [M+Na]+ hr_msms_nist N5-(1-imino-3-butenyl
5 2634 0 0.784 371.3258 [] 135 NelD_371.33
6 2017 2 216 311.0698 7 23 [M+H]+ hr_msms_nist 7-tert-Butyl-5.6.7.8-tet
7 2494 2 427 279.1025 2 -179 [M+H-H20]+ hr_msms_r N-Formy| antimycic a
8 2905 2 174 353.0258 13 105 [MsH]+ hr_msms._i 4 N-(Propyl(2-(2.4.6-tric
9 2220 3 0938 2440939 2 160 [M:Na]+ hr_msms._t 14 Cyclohexylaminoprop
10 2904 4 144 348 0706 6 167 [M+HH20]+ hr_msms_nist 9 2(1H)-Pyridinone. 3-[(
11 1198 10 0.0146 202.0432 4 05 [M+H]+ hr_msms_nist#2 36 Thiabendazole
12 3165 20 489 4100888 30 24 [Ms+Na]+ hr_msms_r 21 Pyraclostrobin
13 2207 23 112 2391384 5 192 [MsH2H2 _ hr msms nist 1 (18.2S 5R)-2-Hydroxy
14 2464 23 135 300.0879 5 -1.7  [MsNa]+ hr_msms_r 17 Metazachlor
15 2113 25 0662 2441899 57 33 [MeH]+ hr_msms._t 1 tert-Butyl (1S)-1-cyclo
16 2028 54 0607 2020856 4 -10  [MsH]+ hr_msms_r 27 Simazine
17 2896 96 26 00 [M+H]+ 6 Isomalathion
18 1923 194 229 0740 56 9 [M+H]+ 15 Metoxuron
19 2786 10.0524 249 549 188.1102 60 11 [M=+H]+ hr_msms_nist 23 Molinate
20 2211 78859 301 163 2221129 73 -18  [MsH]+ hr_msms_nist#2 27 Carbofuran
21 1649 57934 304 866 230.0069 94 0o [M+H]+ hr_msms_r 26 Dimethoate
22 1117 33861 318 145 2020433 54 00 [M+H]+ hr_msms_r 36 Thiabendazole
23 2320 83540 346 501 4180133 99 12 [M+H]+ hr_msms_r 14 Metosulam
24 2457 89288 352 176 2781061 97 22  [MsH]+ hr_msms_nist#2 17 Metazachlor
25 2001 7.0795 394 251 2970556 98 00 [M+H]+ hr_msms_nist 26 Imazalil
26 3153 114820 491 190 388.1065 99 -15  [MsH]+ hr_msms_nist 21 Pyraclosirobin

1 Semech, [ T — e T QHU —— e,

Undo by Right Clicking in
Chromatogram and Undo
zoom

¢ PRE-RELEASE NIST MS Search 4.0 (Any made) - [Checkout_TestMix_AMSMS, MS/MS, nHits=6]
=1 File View Window Help
=) ?

@ReoadonStartup @ BestHits [JOnlylDs  Highlight Score Mone  ~ Bkod <=75% -~ [ JFiterScores< 100  Average ~ Ab.Threshold Auto v

IAbundance T
Library Search
H - 6e+05
Library Search Options e
£
a0 Send To 4
L+l
Properties 46405
i
20
=]
el
2e+05
@
I ! ! I I ! ! I
65 70 75 80 85 9.0 95 100
RT/min Plot Expanded
# Scan RT Score Abund.Rel. Prec.mfz Prob dPPM Prec. Type Lib Dbs LibID
1 1923 67850 194 127 56 09 [M=H]+ hi 15
2 221 7.8859 301 16.3 73 -1.8  [M+H]+ hr_msms_1 27 Carbofuran
3 2457 89288 352 176 97 22 [M+H]+ hr_msms_nist#2 17 Metazachlor
4 2001 7.0795 394 251 98 00 [M+H]+ hr_msms_nist 26 Imazalil
5 2189 7.7932 662 356 2422854 100 5.0 [Cat]+ hr_msms_nist 23 Tetrabutylammonium cation
6 2306 82865 662 1415 216.1020 68 46 [M+H]+ hr_msms_nist#2 32 Atrazine



Zooming and “Unzooming” Windows

» All spectral windows in the NIST Program can be zoomed by “left click and drag” and forming a box
» Almost all windows can be “Unzoomed” by “right clicking and select Undo Zoom

» All windows can be “Unzoomed” by “double left clicking” in the window

» The spectral display can only be “unzoomed” by “double left clicking”

Only “double left clicking” in window in
Chromatogram Window to “Unzoom”

Z
o]
3
o

z

100.1151 142.1596 242 2852
F'S 'y -~

O

Library Search 30 omme
186.2209 0 Iar

Library Search Options 1421t

A Send To » I non
Or “double left clicking no syni

in window -

5

N
0
N
s

86.0983

; 1 Print
Properties
Print Preview
] 277.1071
© 0 Properties Name:
[:? 74 0959 Precur:
Instrum
| Collisic
O Precur:
Formul
MW: 24
15 N+—/_/ Comme
o /_/_ Relate
H\ lon mo
Instrum
j 100.1115 lonizati

o

w - v
142.1584 186.2208 2422832 Notes:

b
Ld

o I

S | 90 120 150 180 210 240 270
8.0 85 : : i 10larg
| Checkout_TesiMix_AMS/Head to Tail MF=662 Dot=|w Tetrabutylammonium cz 149 1t

Head to Tail A Side by Side )\ Difference }\ Subtraction /




Showing Structures on Butterfly Display, Right Click on window, “add structure on plot”

Chromatogram Properties
1004 169.0796

Hit List

. Compare
Print
50+

Print Preview

‘ Chromatogram View
J

[CJLabel peaks greater than (2%, 0

B mfzlabel  [Formulajy-b
[ Lossfother

B structure on Plot

\

Text Info Independent vertical zoom
3051092 . Peak Width =
| | l 231.0321 | 3716153 437.7194 505.8670 571.6686 Structure Vie eak B =
f ||' ) 2490462
LO
114.9615 \ P/o
50+
s N
1007 169.0796
y T & T T T
90 180 270 360 450 540
[aCheckoul_TesiMix_AMSMSJHead to Tail Mi —754 Dot-838/% Diazinon
Head to Tail Difference J|_Sublraction

Floating Window

{E| PRE-RELEASE NIST MS Search «

51 File | View Window Help
& ¥ Toolbar :

1w Yo i
v Status Bar

LIRS Show Structure

Ab Run Options

LTI

1nn—




Reviewing Identities Noted in Chromatographic Plot and List in “Butterfly” Head to Tail Plot

As circles in either
chromatogram or a component
in table are clicked, results are
previewed in top pane

MS2 of spectrum is shown in
top spectrum of butterfly plot
(“Head to tail”)

Library search results shown in
bottom

Spectrum format changed by
tabs on bottom of plot, e.g.
“Head to tail” my favorite

Name: Checkout_TestMix_AMSMS.1117.1117. File:'"Checkout_TestMix_AMSMS.mzML' puni
MW: N/A IDi: 46 DB: Text File
Comment RTINSECONDS=231.443000 Parent=202.0433 Charge=1
10 largest peaks:
2020422 999.00| 175.0321 59563 | 131.0627 19563| 650383 11216| 920473 71°
2021684 29.15| 2030406 2727| 131.1155 20.09]| 143.0685 1960| 169.0643 18!

Synonyms:
no synonyms.

1004 202 0422
50+
131.0627
650383
| | . L 238 8896 334.6875 4019161 4714915 5514712
| T I 1 L
92 0491
50+ /
131.0601 V\S
= NH N/J
1004 175.0322
T T i T T T T
920 180 270 360 450 540
aCheckout_T estMix_AMSMS/Head to Tail MF=318 Dot=6/3(¥ Thiabendazole
Head to Tail j_ Side by Side p_Differsnce p  Subtraction j

'4

Name: Thiabendazole

Precursor type: [M+H]+

Instrument type: HCD

Collision energy: NCE=90% 36eV

Precursor mfz: 202.0433

Formula: C1gH7N3S

MW: 201 Exact Mass: 201.036068 CAS#: 148-79-8 NIST#: 4509900 ID#: 696713 DB: hr_ms
Comment NIST Mass Spectrometry Data Center

lon mode: P

Instrument Thermo Finnigan Elite Orbitrap

lonization: ESI

Collision gas: N2

Sample inlet direct flow injection

Spectrum type: MS2

Notes: micromol/L in water/acetonitrilefformic acid (50/50/0.1): Spec=Consensus Nreps=
InChiKey: WJCNZOLZVWNLKY-UHFFFAOYSA-N Non-stereo

10 largest peaks:
1750322 999.0| 131.0601 5856| 202.0430 292.4| 92.0491 150.1| 65.0383 1075|




Left click on first entry in bottom window, then step through with keyboard arrows to review results

4] PRE-RELEASE NIST MS Search 4.0 (Any mode) - [Checkout_TestMix_AMSMS, MS/MS, nSelectedHits=18]
12! File View Window Help
W= 4

@rRebadonStartup @ BestHits (JOnlylDs  Highlight Score None | Bkgd  <=75% ~ [ JFilter Scores < 100 ~  Average ~  Ab. Threshold  Auto v

Abundance Tic
100 ® 100] 169.0796
50+
— le+06
305.1092
1l | 1 231.0321 | 371.6153 4377194 505.8670 571 6686
50 T ||' ' 249.0462
o | Be+05 o
1149615 \ o,
s N
Y Tl i TR 5
=] o o]
o 8 1001 169.0796
0 I I ! ! ! | -0 y T & T T T
0 2 4 6 8 10 12 90 180 270 360 450 540
_ [aCheckout_TestMix_AMSMS/Head to Tail MF =754 Dot=838/¥ Diazinon
RT/min Head to Tail e by S9=_Jy Difference Jy_Subuacton

# Scan Abund Rel. Prec. mfz dPPM Prec. Type Lib

1

2 A 242 2854 hr_msms_nist Tetrabutylammeonium cation

3 84 28621 600 154 209.1287 100 -10  [M+H]+ hr_msms_nist#2 Aminocarb

4 3153 11.4820 491 19.0 388.1065 99 -15  [M+H]+ hr_msms_nist Pyraclostrobin

5 2320 8.3540 346 501 418.0133 99 12 [M=H]+ hr_msms_nist Metosulam

6 1370 47813 522 140 2621194 99 31 [MeH]+ hr_msms_nist Imazapyr

7 2001 7.0795 394 251 297 0556 98 00 [M+H]+ hr_msms_nist Imazalil

2457 89288 352 17.6 278.1061 97 -22  [M+H]+ hr_msms_nist#2 Metazachlor

9 1649 5.7934 304 8.66 230.0069 94 00 [M+H]+ hr_msms_nist Dimethoate

10 2211 7.8859 301 163 2221129 73 -18  [M+H]+ hr_msms_nist#2 Carbofuran

11 2306 82865 662 415 216.1020 68 46 [M+H]+ hr_msms_nist#2 Atrazine



Use Ctrl and Shift Keys with Left Click to Select Items in the Bottom Window

Use Shift to select continuous ranges of cells or rows in a table by clicking the

first item, holding Shift, and clicking the last item. Use Ctrl to select non-adjacent
(separate) items by clicking each item while holding down Ctrl.

Caps Lock

> Shift

e §
I

L

2
3
4
5
6
-

Scan

N

RT
11.55621
7.7932
2.8621
11.4820
8.3540
4.7813

T nTmnmcC

Score

aINA

Show Selected to remove unwanted entries, always undo by Show All

Scan

15 2113
16 2028
17 2896
18 1923
19 2786

an 90911

RT
73610
8.1060
95386

FAL:
89283

104787

7.8860
104768
4.1932
11.4828
7.8805

75182
71758
10.4766
6.7850
10.0524

— oocn

4 Score AbundRel

W NN oo

[=]

25 0.662

54 0.607

96 3.56
194 12.7
249 549

an1 1c 2

Prec. mfz
2959967
222 1171

371.3258
311.0698
279.1025
353.0258

Library Search

Prob

Library Search Options

Send To

Copy Selected Hits to Clipboard
Export Selected Hits to Text File

Show Selected

Properties

dPPM

Abund Rel. Prec. mfz ¥ Prob dPPM Prec. Type Lib Dbs
305.1091 hr_msms_mist#2
242 2854 hr_msms_mist
2091287 hr_msms_mist#2
388.1065 hr_msms_mist
418.0133 hr_msms_mist
2621194 hr_msms_mist
ac 1 anTT NCce no nn TRE.LIT. he o e ac
# Scan RT 4 Score AbundRel. Prec. mfz Prob dPPM Prec. Type Lib Dbs
1 2075 73610 [i] 0.00579 295 9967 i 17 [M=H]+ hr_msms_nist 9
2 2197 81060 0 0.0152 222 1171 0 189 [M+NaJ+ hr_msms_nist
3 2634 95386 0 0.784 3713258 0 135
4 2017 7149 2 216 311.0698 7 23 [M=H]+ hr_msms_nist
5 2494 89283 2 427 279.1025 2 -179 [M+H-H20]+ hr_msms_nist#2
6 2905 104787 2 1.74 353.0258 13 -105  [M=+H]+ hr_msms_nist#2 4
7 2220 7.8860 3 0.938 2440939 2 160 [M+Na]+ hr_msms_nist 14
8 2904 104768 4 144 348.0706 6 167 [M+H-H20]+ hr_msms_nist 9
9 1198 41932 10 0.0146 202.0432 4 05  [M+H]+ hr_msms_nist#2 36
10 3165 114828 20 4389 410.0888 30 -24  [M+Na]+ hr_msms_nist 21
11 2207  7.8805 23 112 2391384 5 192 [M+H-2H2__ hr_msms_nist 1

Diazinon
Tetrabutylam
Aminocarb
Pyraclosirobin
Metosulam

Imazapyr
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