Introduction to MestReNova MS Plugin HS 2020

MestReNova Guide: MS Plugin

1. Preface

This user guide is based on the modern interface settings of the MestReNova software
and is divided into following parts:

A. Basic steps: Opening data files and generate chromatograms

B. Process Spectra and Chromatograms: Zoom in and out, create MS spectra with
and without background subtraction, picking peaks in chromatograms and generate
peak tables for masses and chromatographic peaks.

C. Deconvolution of Multiply Charged lons: They are often observed in ESI-MS of
large molecules. After deconvolution the spectrum of the related uncharged molecules
is calculated.

D. M/z value to Molecular Formulas: provide molecular formulas for measured
masses including mass deviation in ppm compared to corresponding theoretical values.

E. Predict Molecular Masses and Isotopic Distributions: Simulation of a mass
spectrum from its molecular formula.

F. Screening LC/GC-MS data for a compound of interest: Screening a GC- or LC-
MS acquisition for a component with a definite chemical formula.

Furthermore, UV chromatograms can be generated from the UV data that was
recorded during the LC-MS acquisition (see Chapter 3).

Before you start, check that the Mass Plugin has been installed:

© License Mansger
Host 0.
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The is a site license available at the chemistry department (for MS as for NMR data
processing). Please ask our IT support if you need support for the installation.
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For data access refer to the following:

LC-MS data can be accessed remotely in the UZH network (switch the VPN on if
required). Access to your data with explorer (Win) or Mac (finder) using following link:

Windows: \\CHEM-BIG-INT1.d.uzh.ch\Data_Synapt_OpenAccess
Mac: smb://CHEM-BIG-INT1.d.uzh.ch/Data_Synapt_OpenAccess

Login with your UZH shortname as well as your personal password. The shorthame
must be typed as followed.

uzh\’shortname”

2. Processing LC-MS Data (locally, so download your data from the
server first)

A. Basic Steps
> Open MestReNova.

> Go to File/Page Setup/Orientation and change the page orientation to portrait if
you wish.

> (o to Data Browser to open any file in the folder containing raw data (Windows) or
drag&drop (recommended for Mac users) the file from Explorer (Finder) into Mnova.
Mnova will automatically convert your data and pick peaks. An MS browser should
open at the beginning:



Introduction to MestReNova MS Plugin HS 2020

Browser

& ] ¢

n
r

v

Dataset -

v C\Users\KarolineRehm\Desktop\Testfile\20_biQEx_Testfile.raw

Injectiyn 1

v F s
ESI Full lock ms [200.0000-3000.0000]

pectrum 0.39
]
FTNIS - plESI Full ms [200.0000-3000.0000]
v Traces
Temp_Lamphouse
A/D Trace 1
A/D Trace 2
ColumnOven_Temp
UV B (0. 0) v

Information

Analyzer: Unknown
Type: MS

Polarity:
Spectra

Positive
count: 49

> Choose the ionization mode suitable for the compound that was measured (plus or

minus

(red box)). Set the desired ionization mode as active using the star symbol (blue

box). For each ionization mode, you can generate chromatograms by clicking on “open
new chromatogram” (green box). You can delete all unnecessary chromatograms and
MS spectra by pressing “delete” (violet box).

Available chromatogram options are:

Total ion current (TIC): Gives you a chromatogram over all masses.

Total Base Peak (BIC): Gives you a chromatogram similar to the TIC
chromatogram but the background signals are reduced based on the most
intense mass peaks in each scan event. Thus, a cleaner looking and (in most
cases) more informative chromatogram is depicted. The BPC layout is
recommended for LC-MS runs.

Mass: Generate a chromatogram for a single mass (extracted ion
chromatogram (EIC)). In the generated EIC, the mass tolerance should not be
too large to ensure specificity but also not too small to avoid disjointed
chromatographic peaks. A value of 5 ppm is a good starting point for a high-
resolution EIC (chromatogram specific to a given chemical formula).

Base Peak: Generate a base peak chromatogram over a limited mass range.
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Browser

b fig
Dataset
v CA\Users\K;

v Injectior} @) New chromatogram ? x

v Fun
v Chromatogram Type oK

i’

inaRahm\Naclktnm Tactfila\ 20_hinEw Tactfil

Total Ion Current
Total Base Peak

Cancel

® Mass

v Trac Base Peak
Range
A From: 198.0146 m/Z *
ol
Ta: 198.0146 m/Z  ~

Information Tolerance: El e

Analyzer: Unknowi

Type: MS

Polarity: Negative
Spectra count: 48

> Close the MS Browser when finished. Click ‘Analysis’ & ‘Show Mass Browser’ (see
below), when you wish to reopen it and add or delete new chromatograms.

= 2lative Detect ,
’-__<‘|> ® Masses Display Peaks ﬂﬁ.‘l

B. Process Spectra and Chromatograms

Preliminary remark: The most important commands that will be presented
below are always displayed in a command bar on the right side of the window. ., *
If desired, this bar can be move to the top or the left side of the window. <

> As an alternative, use View for selecting tools to zoom in and out of your y
spectrum. As a second alternative, you can use the following keyboard G
shortcuts: >
“Z”: Zoom in; “shift+Z”: Zoom out; “Esc”: End zoom mode “
Al
+ TN
\ . 4N A
Zoom M"‘ JH Previous Mext J¢
In -;L.M' Zoom .
Spectrum -
-:-
MASS
. . . Analysis i
> MS processing tools are available under Mass Analysis - "of the
iy -
toolbar. -
@_
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Crosshair

> Press the Crosshair tool 7***“~ to switch to the crosshair cursor and click on the
TIC to display the mass spectrum at a single retention time or click-and-drag to display
co-added spectra (integration over a peak range).

Crosshfr - L
> Press “Append” ’Se'e to change to appending mode if you want to display
multiple mass spectra. Afterwards, click on the desired retention time (range) of the
chromatogram to add a second mass spectrum.

> Additional tools appear by using right-click button of your mouse.

TIC - E!
1.037
SL"'("G.
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| | il
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> Choose the Crosshair/Select drop-down menu to display mass spectra in different
ways:

—I— 111

_|_ g = e
Crosshair Find Fragme
/ Select @ lon Spectrur
—:— Manual

\ —:7 Peak

‘ —Iz Peak (background subt.

| Soal .




Introduction to MestReNova MS Plugin

HS 2020

Manual mode: Click to display a single MS, or click-and-drag to co-add multiple
MS (default)

Peak mode: Click on a peak to display the co-added MS within the peak range

Peak (Background subtraction) mode: Click on a peak to display spectra
including background subtraction (first and last scan of the marked peak range
(v__a). By this, all background signals from e.g. the solvent are removed. To
see if a background was subtracted, see the MS description:

C:\Users\Karol...Ex_Testfile.raw Injection 1 FTMS - p ESI F...0000-3000.0000] TIC
0430
1.0x10% 1m.%\
8.0x1074 / N~
- / \
6.0x10" / N
/
4.0x107 / \
— /_/" .
2.0x107 _— . —
— _—r_ -
0.0~
T T T T T T T T r T T T T T T T T T T
0.05 0.10 0.15 0.20 0.25 0.30 0.35 0.40 W 0.65 0.70 0.75 0.80 0.85 0.90 0.95
etention tme (min
C:\Users\Karol...Ex_Testfile.raw Injedion 1 FTMS - p ESI F..‘000&3000.DUDI] MS - spedrum 0.34..0.62 I
273.807
2.0x10° e
Lsag® Spectrum integrated over a specific
.5x10%
. time frame. No background
1.0x10° gﬁf 77.821 351.843
44% 30.97% :
. 226.978 312731 T st subtraction.
5.0x10"4 205.839 14.85% | (236798 31 gyl ||2ge 735 1817% 332 660 14.60%
8.27% 9.27%  “5.15% ||[5.35% { 8.11% I |
0.04 ,,.,u.l..‘ 11| oY | 1 AT I T I PP PR | P11 PO 1 [ RO PRI .
T T T T T T T T T T T T T T T T T T T T T T
180 200 220 240 260 280 300 320 340 360 3 480 500 520 540 560 580 60
m, Da
5 C:\Users\Karol...Ex_Testfile.raw Injedion 1 FTMS - p ESI F...0000-3000.0000] MS - spefitrum 0.40..0.50 - 0.32 - 0.72
1.5%10° 273.827
100.00%
Lox10° Spectrum lntegrated over a SPECIfIC
time frame with background
. 277.820 362657 .
5.0x107 2597 047% n82% subtraction.
2783 199 271.831| | [284.735 31:1127;;32 353,840 38268 418,605 434 634
. . . . '
7.91% 6.32% ||| 6.73% 12A%, 11.13% 6.28% 5.60%
0.04 TP PP N TP V1 RPPORON | 1 PP [T TR ol T
T T T T T T T : : . T r r . T T r : | T T
180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 S00 520 540 560 580  6C
m/z (Da)
4 A
X !
+ )X
o />

> In this tool bar

v

you can add/subtract chromatographic peaks of the LC-run.

By defining a peak, the generation of a mass spectrum becomes easier as ho manual

integr
clear

> Yo

choosing “Show peaks table”

to red

ation is necessary. Different modes are available: Manually add or delete peaks,
all peaks and detect all peaks automatically by the software.

u can generate a peak list for both LC chromatograms and MS spectra by

B while the desired spectrum is activated. In order
uce the size of your list, define a threshold first by selecting ‘Delete Peaks

Below Threshold’ over the entire mass range (blue line).
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#0081 PR ) Vo

Relative Detect Msss Spectium | Charge State = e Calel
ssos Display.  Poaks 3 Peaks - Decomlution Peak P

| [ Add Peaks Above Threshold

(i  Deleta Peaks Below Threshold i
_ mpza)
O [volumes/Data_...01-007-cru.raw/ Injection 1 TOF MS ES+ TOF MS FUNCTION MS + spectrum 4.29..4.30 - 425 - 438
467790
80000 AA1276 4gg 261 5az 361 969,607
592863 g1 430 78s512 o0
397.760 | 476 796 sassse maﬂpas.ma 881544 :
o — I I T S O S W SO |
T T T T T T T T T T T T T T T T T T T
200 300 400 500 600 700 800 800 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2009
mjz (Da)

C. Deconvolution of Multiply Charged lons

ESI-MS containing multiply charged ions can be deconvoluted in order to obtain the
mass of the neutral molecules present in the sample. Selected the spectrum of

B ot ® AN
interest and click on the ‘Charge State Deconvolution’ = =* ™" %==  pytton. A
new deconvoluted spectrum containing will be created.

[Volumes/Data_...01-007-cru.raw/ Injection 1 TOF MS ES+ TOF MS FUNCTION MS + spectrum 4.20..4.22 - 4.16 - 4.25
736.468

100000 3+
736133 [M+3 H]
e [M+2H]>*
50000+
riotn ESI-MS
737138 104,808
eze8n 708.441 737470 1106201
o
T T T T T T T T T T T T T T T T T T T
200 300 400 500 600 700 800 200 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 200¢
m/z (Da)
MVolumes,/Data_...01-007-cru.raw/ Injection 1 TOF MS ES+ TOF MS FUNCTION MS + spectrum 4.20..4.22 - 416 - 4.26
2206.381
100.00%
M 2207383
100000 67.68%
Deconvoluted Spectrum
50000+ 13&“55\?
1261727 140808 2200.386
1 11,33% e
5.08%
0 | | . " . i

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1200 1300 1400 1600 1600 1700 1800 18900 2000 2100 2200 2300 2400 2600 2600 2700 2800 2900 3000 3100 3200 3300 3400 3500 3600 3700 3800 3900 4000 4100 4200 4300 4400 4500 4600 4700
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D. M/z value to Molecular Formulas (for HR-MS Data only!)

The acquisition of accurate masses (HR-MS) allows the generation of a list of possible
chemical formulas for a specific m/z value. This procedure makes sense for ions of
unknowns with a molecular mass < 500 g/mol. For larger ions (= m/z 500), tight element
constrains have to be defined and only the mass deviation (ppm or mDa) from a
theoretical chemical formula will be obtained. See Chap. F for an alternative processing
including simulation of isotopic distributions.

> |n order to calculate the chemical formula of a molecular ion of interest, click on the

elemental composition button ® ", select the mass of interest and press calculate
from m/Z. Press OK in the Dialog window.

R/ @ S@ IEI :L}? ﬂ?\ [ Mass Spectrum Peaks ~ [l
+ i
CRl . R e
R — Relative )
[EES R ET . vy e
i) (% "% Masses Display., & B (13
View Analysis
O 8 C:\Users\Karol...Ex_Testfile.raw HECUOﬂ 1 FTMS - p ESI F...0000-3000.0000] TF
1.5x10°
0.430
100.00%
1.0x10° A
5.0%107

@ Dialog I ? X

— i
0.0-

T S TR
0.1 0.2 0.3 0.4 0.5 06 0.7

Retention time (min) 000 3000.0000] Me Mass: PRERIINE m/Z f

C:\Users\Karol...Ex_Testfile.raw Injection 1 FTMS - p ESI

1.5x10%{ 7387
OK Cancel
8
1.0x10°
| ||
5.0x1074
0.0+
T T
200 600 2600 300
L5x10° C:\Users\Karol...Ex_Testfilflraw Injectionfll FTMS - p ESI F...0000-3000.0000] M$
X | 1
1.0x10°
+3.994
5.0x107 30.49%
6.32%
J 1 . A .
00 T I| - T T T ‘ T T ‘\ T .
266 268 270 272 274 276 278 280 282
I - m/z (Da) u
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> An elemental composition table will open:

& AN Q BN

Report Copy Constraints Update | Highlight Setup

Empty table means no sum formula
could be generated based on the
current constraints. The constraints
have to be adjusted.

HS 2020

> Under constraints elements and other parameters can be defined. By default, only
C, H, N, O and S atoms are considered. By clicking “add”, a new window appears
( ) where additional elements that you assume to be in your compound can

be added. You can additionally define the ppm tolerance (

). Mass errors

under 5 ppm are accepted in publications. Click save and update to generate a new

list of molecular formulas (red box).

= - E
Element Constraints: Double Bond Equivalence:
Minimum: -0.50
+ x _
Maximum: 20.00
Element Minimum Maximum Tolerance:
1¢ 0 100 Units: EE
U\l;] Value: 5.00
wod | |12 H 0 200
Maximum Kesult Count:
3N 0 10 )
Maximum: 1
1
ol 40 0 0 Other Constraints:
1115(S 0 5 Electron Mode: Both
\l ! Charge State: 1
| @ Element Constraint ? X Adduct: H
Element - Fitness Threshold: 0.00
Symbol: P -
Cancel

4

Isotope: None

Minimum Count: 0

Maximum Count:

OK

. Save

Restore

Cancel
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m
> Under setup ' **® | you can define the parameters displayed in your molecular
formula list. There, you can choose the layout of your table and list, for example,
absolute errors in mDa or ppm.

© Customize Table - Elemental Composition ? X
Formula Calculated Mass Target Mass  ble Bond Equivale asolute Error (ppr Error (mDa) Error (ppm) Fitness
bl Absol
Visible Name Formula Calculated Mass ~ Target Mass Double Bond bsolute Error Error (mDa) Error (ppm) Fitness
Equivalence (ppm)
Visible
Decimals 0 5 5 1 2 2 2 3
Horizontal Alignment  Left Left Left Left Left Left Left Left
Font... MS Shell Dig 2
Report
~ Frame Borders + Numbering Title Bold Headers
oK Cancel Apply

> Finally, you can press report to generate a Formula list directly into your Mnova
document or copy to be able to paste it into excel etc. (red box).

|
Formula Calalated Mass Target Mass Double Bond Equivalence Error (ppm)
. 1 CZHNP255 273.82605 27382668 5.0 229 .
2C2ZHNOP6S 273.82773 27382668 6.0 -3.86

% Q Pi%e &

onstraints Update  Highlight Setup

ormula e Calculated Mass Target Mass
1 C3HNP,Ss 273.82605 273.82668 5.0
2 GHNOPS 273.82773 273.82668 6.0

10
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E. Predict molecular mass and isotopic pattern

Isotopic pattern predictions are especially useful when a compound includes an
element with an unusual isotope distribution, for example Pt, Fe, Re, Rh, Ga, Zn, B
and so on. Thus, just by looking at the isotopic pattern one can confirm the presence
(or absence) of a certain polyisotopic element.

. : g ~
> Click on the predict symbol .

> Type in the molecular formula of the compound that you want to calculate the mass
and isotopic pattern of. Click okay.

? X
Molecular Formula: (C55H83N17022 2 B oK
Cancel
Formula Weight =
1 CssHasN;y05  1333.5899 ®

> Choose the desired MS adduct and export its predicted mass spectrum (red box).

Mass Prediction n
% s | X % £

Report Copy  Highlighll Export JDelete Clear Setup

Formula “  Adduct/Loss Charge State Status -
oo
2 CssHgaN17022 Na™ /— 1356.57908
3 CssHgaN4705; K*/— +1 1372.55302 v
4 CssHaaNq70a; CH;OHH" /—  +1 1366.62335 v v

Experimental Mass Comparison
Mass (m/z): 0.00000 BV .
Error: 1000000.00 ppm ~

11
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> Copy the simulated spectrum on your desired place. A complete report could look

something like this:

, C:\Users\Karol...vD_PAO1_AlF.raw Imection 1 FTMS + p ESI F...0000-2000.0000] BPC
5.0x10" 2.066
13%
4,0x10" f/\)\
3.0x107 \Ch romatogram
/
/
2.0x1074 / \
1.0x107- / N
ST / P
0.0 T———

T T T T T T T T T T T T
370 3.75 380 385 390 395 400 405 4.10 4.15 420 4.25
Retention time (min)
C:\Users\Karol...VvD_PAO1_AIF.raw Injection 1 FTMS + p ESI F...0000-2000.0000] MS -

270.192
1.0x107 100-00%
|
80310 Measured MS over the complete
6.0x10°
. mass range
4.0x10"
661.328
2.0x10° zélslai 15,955
0.04 .l.J. Aol .'_.
250 I ‘HI)O ' 660 ' 86[1 lﬂbﬂ I 12‘00 ' 14bﬂ 15‘00 ! IB‘DD I ZDb
m/z (Da)

C:\Users\Karol...VD_PAO1_AlF.raw Injection 1 FTMS + p ESI F...0000-2000.0000] MS -
5000000

1334.5%
1.66%
4000000 .
Zoom in of the mass
3000000-| Lo®
range of your compound
2000000
1000000+
R |
].3'32 1353 1354 13‘35 13‘36 13‘37 13‘38 1359 13‘40 13‘4
myz (Da)

[
o

k- 7 ~
| | |

- P A

N o ~

i i Compound structure

NN AN NN AN AN Y

| I | | I
N, 2 et -
| |
\lé ~en -\‘ .-‘.’ N,
o B, A A
1 |
Formula Calculated Mass Target Mass Double Bond Equivalence Error (ppm)
1 C60 H83 N15 020133460116 1334.59593 7.0 -3.02
2 C60 H77 N20 0161334.58992 133459593 325 451
3 C359 HB87 N11 024 1334.59982 1334597 7 ° -
4 (59 H77 N22 015133460115  1334.58

List of predicted chemical

5 CSBHB1N18 019133450081  1334.56
6 CSTHESN14 023133450848  1334.56

7 s onxses 3% formulas inc|uding errors
8 CS6H7ON21 018133459847  134.56

9 CSSHE3N17 022133459713 134.50 .

10C54 H77 N24 017133459713 134.50 In ppm

11CS3HBLN20 021133459579 134.50

12C52 HBS N 16 025 1334.59445 1334.59

13C51 H79 N23 020 1334.59445 133459593 40 111

14C50 H83 N19 024 1334.59311 1334.59593 190 212

file://mnova/m...e1-b7e49739%b4be C55H83N17022 + H MS predided spet

1334.597
100 106 oo . . .
R Simulated isotopic
67.57%
pattern of your
504 .
axem chemical formula
o
13‘]1 13‘32 13’33 13‘34 13‘35 13‘]6 13‘37 13’38 13‘39 13‘40 13‘-

m/z (Da)

F. Screening LC/GC-MS data for a compound of interest

Molecule match analysis determines the possible presence of one or more given
structures with definite molecular formulas within a mass spectral data set. The isotope
cluster of each structure is computed and compared to each spectrum in the data set,
and the mass spectrum with the best match that returns a score above the preset
threshold is taken as a positive match. For this, GC/MS or LC/MS data sets and one
or more structures are required. (Whole spectral libraries in *.sdf format can be also

used).

12
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> Open your measurement file, right click under the pages settings and generate a
new page.

Pages g @ Documer

1. C:\Users\Karol.. VD_PAO1 AIF.rav

1 Q

Paste Ctrl+V

4P P R

Create New Page Ctrl+M

> Copy paste the molecular structure of your compound(s) of interest into the new
blank page directly from Chemdraw. Switch back to your measurement spectra.

Pages #x  [@)Document1 X |Gl PVD_PAOL AIF %
[ [a]
1. C:\Users\Karol...VD_PAO1_AIF.rav
L]
|
| | | ]
— Hlle, MH L Y #°
2. MestReNova #1 | | |
P A e
. | I |
o N g - a -
! . NH, H ‘ NH, | ‘ NH ” ‘ N ‘ a
. 3 - 2 s M O
B T T T
L i A [ o] | I
e ¢ w- . a . =
\_”/ \\__‘ ] o ~a \:l_ _\lz gy
n x .
\_I_/ ~a \_‘ i =
o }N\.V/' ~, ~H
Il |
9 o4
| | u

13
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> By clicking on the Molecule Match (red box) feature you can now screen your
measurement for your compound that was copied in ChemDraw.

MestReNova MASS

Database Verification Elucidation Chemometrics Analysis Quantitation

View

Analysis
A01_AIF *
C:\Users\Karol...vD_PAO1_AIF.raw Injection 1 FTMS + p ESI F...0000-2000.0000] BPC m/z 400 - 1500
3161
7. -i‘?‘fu
4.0x10°4 H
3.0x10° ‘ ‘
| |
2.0x10% |
‘ |
|
|
1.0x10* 252 ‘I
74F% | 3.966
0.565 I‘ﬂ'. ‘ y‘\ Mi% 4.512 e 725 8400
0.54% \ | \ A 06% 1 197%  0.48%
AN . .
0.4 v . ) N ./ 1,.{ . i v - S
0.5 10 15 2.0 25 30 35 4.0 4.5 5.0 55 6.0 6.5 70 75 8.0 85 9
Retention time {min)
C:\Wsers\Karol...VD_PAO!_AIF.raw Injection 1 FTMS + p ESI F...0000-2000.0000] M5 + spectrum 2.53..2.59 - 2.49 - 2.70
7.0x10% 479187
100.00%
6.0x10°
5.0x10°
4.0x10°
3.0x10°
2.0x10° 480190
121.35%
43134 |
1.0x10°4 1.59% 32981
6B
0.04 ‘.._L..‘J_J_.ALJ.L_ SR B
T T T T T T T T T T T T T T T T T T T
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1500 2000
myz (Da)

%
> Under Settings "> | you can adjust constraints such as type of possible adducts

as well as ppm error limits. If you change these settings, you have to manually press
molecule match to recalculate the results.

14
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r bl Cl: N _—' A;.\‘ JE ‘il R g ~
Show Mass = = Re . :
gram,  Browser CEN X
o Molecule Match Settings ?
Molecule Match
1
T ) — .
i @ =
EsportiiConvlticiecuciiateh Tolerance Thresholds
Molecule ™ - oK
Name: Units: ppm b Score Threshold: 085 * .
Label: Compound For MS: 5.00 * Matches per Molecule: 5 ° ve
1 Formula: CssHasN1702|
Monoisotopic Mass: 1333.5899 For MS/MS: 10.00 B Matched Molecules per Spectrum: 5 % Restore
Positive Polarization Negative Polarization ]
Adducts/Losses: Adducts/Losses:
Adduct Loss | Adduct  Loss -+
1 H+ x 1 He+ x
2 Na+ 2 Cl-
3 K+ - 3 Na+ 2H+ -
Max Charge: 2 . Max Charge: 1 .
4 ; More Settings MS/MS Settings
8.0x10
Dimers Ignore Precursors
6.010° Spectra Average Count: Disabled * Search For: Molecular Fragments ~
4.0x10°

> Finally, you can press report to generate a match list (red box) directly into your
Msnova document or press copy to be able to paste it into excel etc.

= C:\Users\Karol...VD_PAO1_AIF.raw Injection 1 FTMS + p ESI F...D000-2000.0000] MS + spectrum 3.95 o
270192
100.00%
1.0x10°
8.0x10°+
6.0x10%-
4.0x10%4
661.328
271.195
8 15.99%
2.0x10' 12.34%
29.118 37.271 472240 662.832|(669.305 1334506
4.45% 2850 472% 1.16% || 1.17% 0.51%
004 ot b T o> |
T T T T T T T T T T T T T T T T T T T
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 200
.m,’z(Da)

Molecule Moleaile Info
1 Name:
Label:
Formula: CsHaM 02

Monoaisotopic Mass: 1333.5899

Match Match Score Similarity MS Purity RT Scan  Purity MS/MS Match Score Adduct/Loss Error (ppm) Error (mDa ) Predicted myz Matched m/z

Yes 0.967 0.967  0.004

Compound{6c9f1342 13044 5348 0eb 60208681 bae}

3.95186 100.00% —

H+/— 0730 -0.974

133¥5971

1334.5962
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3. Processing of UV chromatograms

Before you start to process, make sure that UV data has been acquired (selection of
the appropriate instrument method and DAD detector switched on).

Show Mass

> Click FBrowser [to open the MS browser, choose DAD in the list and create a “Total
Absorbance” or “Wavelengths” item.

Data Source

C:\Users\KarolineRehm\Desktop\Testfile\PVD_PAO1_AIF.raw V %
RO ® E“ I D |
ot | o New chromatogram ? X
Chromatogram Type oK
Temp_Lamphous
Total Absorbance
A/D Trace 1 —
A/D Trace 2 ® Wavelength
A - Total Absorbance ?
POR=Tigkimum Absorba ange
| From: 220.0 nm © |[@1
To: 220.0 nm <

Information

Spectra Count: 4497 Tolerance: (0.5 2 nm

> Align a DAD, or another trace, to a TIC using the auto-alignment settings.
A~
/t'_/\ Align Traces Retention Times

A Traces Auto Alignment...

4. Additional Resources

Additional information on the software can be found on the Mestrelab website:
https://mestrelab.com/learn_support/mnova/ms/
https://resources.mestrelab.com/

https://mestrelab.com/downloads/mnova/manuals/MestReNova-14.1.0_Manual.pdf
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