KnowltAll Training

LC-MS Databasing - 1 |

KnowitAll Software Training

LC-MS Databasing using KnowltAll Processlt and Minelt
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LC-MS Databasing - 2 |

Manual LC-MS Analysis

How to Use KnowltAll Processlt to Build User Databases for LC-MS

Purpose

These exercises demonstrate how to use KnowltAll Processlt to manually analyze and extract MS spectra from LC-MS data.

Objectives

These exercises will teach you:
» How to use KnowltAll Processlt for LC-MS data.

» How to store LC-MS data in Minelt using user databases.

Background

The KnowltAll Processlt software displays the LC-MS data and allows a user to review and extract
their MS scans. Selected scans can be transferred into a Minelt user database for future review

and searching.

Training Files Used in This Lesson

e  C:\Users\Public\Documents\Wiley\KnowltAl\Sa
mples\LC-MS\bioactive-compound.mzML
KnowiltAll Applications Used

e  KnowltAll Processlt
e  KnowltAll Minelt
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H KnowltAll Training LC-MS Databasing - 3 |

Example: Reviewing MS1 data in Processlt

Action Result
1 | Open Processilt application by clicking its | Processlt application is displayed:
icon, typically found in the Data toolbox. P I x
‘ &Open Data File
2 | Click Open Data File button. Navigate to | The file opens in Processlit application:
“C:\Users\Public\Public Processlt %
Documents\Wiley\KnowlItAlNSamples\LC- B U ospayms e - [RUMWEL M & 2 g + H ) ot b s il
MS\ v
) J]Raw Spectrum 81 at 0.7138 min mETc A
‘L . » oon OO OO0 OO oo oo onon00000000000000000000000000000000000000¢C
Select “bioactive-compound.mzML ‘ g;j
ul}
;ﬁi’”“mm“H'U"“W&mul]ﬂ‘IIUWUHHH\HUVHUVU\UJ{UH)UNHJJMUl,uUyuuvmnm.nuy\g ) I g:g:
164
[mEFT SRS
2%
1004 258
5674 93115 154179 207 239 | 275 314 344 382 422 457 487 519 547 578 613 650 695 728 755 802 829853 892 939 987
T T 280 T T 3he T 4o 0 600 700 800 obo 1000
mlz
100+ 120 - bioactive-compound mzML, Raw Spectrum 81 at 0.7138 min
B 241 274 309 341370 406 ass 484512 562589 922
500 0 760 800 9bo 1000 1100 1200
mlz
MASS CHROMATOGRAM m/z RANGES

e The top panel displays the chromatogram.

e To the right of the chromatogram is the Mass Chromatogram List Pane which displays the extracted
total ion chromatograms (TICs).

e The middle display is the Raw Spectrum panel.
e The bottom display is the Extracted Raw Spectrum panel.
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Action

Result

Choose View > Show Accurate Mass.

The masses are now displayed to the full precision:

|88 Up Foj ospaywsiover a1 = [RLUWEL S & 2 fg 4 ML 0 R [l 5l Ju gl [X)
Raw Spectrum 81 at 0.7138 min

S il

v
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224
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1%
164
126

139 &
23

000000000000000000000000000000000000

I Il

i

A R A
| il (R | |
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|,1ij, MIJ!

; AN
MM

AVERAGE RANGE BAR

Raw Spectrum 932 at 7.7790 min
100 219.1735
100.1110
51.3730 ‘ 143.0439 262.2796 318.2717 3930086 462.1290 517.1704 577.7227 641.2135 699.1877 7769183 537 4559 901.3936  967.6191
e y
100 200 o o 500 6o 7 8 oo 1000
miz

Extracted Raw Spectrum

~ bioactive-compound.mzML, Raw Spectrum 81 at 0.7138 min

5121986 588.1899 922.0098

600 780 ado oo 1000 1100 1200
miz

MASS CHROMATOGRAM m/z RANGES

Peak boxes can be hidden by
unchecking the option View > Peaks on
Chromatograms.

Raw Spectrum 81 at 0.7138 min

v

mETC A
120
D224
100

a
o1 Il i.luMWM“J“m,'."ﬂllﬂMIJ)JMJJJJJJ,UJIJ.IMJJIJJuJJJJJJmUJJJmmmm_u.ummu T <J”."m|,|lﬂl_iﬂ.ll s
0 1 2 3 4 5 [ 7 8 6 17 18

Ote4
9 10 11 12 13 14 15 Ae 26
min

1e+07

56+06

R EEEEERRRRERREEREERRENEESEEEEZEE—B——w——————E P
AVERAGE RANGE BAR [N
Raw Spectrum 2150 at 17.8483 min

100 57:93%8

92'1??‘ 146.0708 2507192 306.6592 __385.8523 _ 457.0054 5522537 639.9275 703.2555 759.9405  841.0457 907.3108 999.0464

100 280 o 500 6o 7 8do 1000
miz
Extracted Raw Spectrum

1205301 - bioactive-compound mzML, Raw Spectrum 81 at 0.7138 min

922.0098
0

1000

MASS CHROMATOGRAM m/z RANGES
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Action Result

5 | Change the value for Display MS Level The chromatogram display changes to MS Level 1:

Raw Spectrum 2121 at 17.6170 min

100 121.0509 922.0098

to 1. Processit
L @ W [ oispay Ms tevet 1 = @Jﬁm@ - W o | @aﬂhi‘ﬁ Jh.li..dd@

Note: The MS Level is filtered on the E
standard Toolbar Raw Spectrum 1 at 0.0511 min WETIC
1e+07 120
[J224
5e+06 [J100
119

= et e =
LI T T A R B R A I I A | D:;
miny 139
%

922.0098

- bioactive-compound.mzML, Raw Spectrum 1 at 0.0511 min

‘ 158.0023
J \[Inm. 236.9431 308.9773 410.2258 521.5093 622.0293 829.9825 959.9667
do 9 X

J 223.9440

LUl g [ 3089751 410.2244 512.1933 622.0306 29,9830 959.9650

100 200 300 %o 500 6 7 8do odo 1000 1100
miz

100 200 3do 400 5 7 8 0 1000
miz

MASS CHROMATOGRAM m/z RANGES

bioactive-compound.mzML X

Using this filter, only MS Level 1 mass spectra will be displayed.

1100

6 | The extracted ion chromatograms (EICs) | By default, “Sort by maximum intensity” will be selected:

appear on the Mass Chromatogram List
Pane. Use the arrow on the top of the I L‘

Mass Chromatogram List Pane to Sort by maximum intensity
adjust the m/z sorting. Sort by abundance

Sort by m/z ascending

Sort by m/z descending

Pl e

[]164

517 18 1126
139 v

I X

Chromatograms can also be sorted by abundance, m/z ascending and m/z descending.
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Action

Result

7 | Click to select the boxes next to “120”

and “224” on the Mass Chromatogram
List Pane. Uncheck the box next to
"TIC".

The EICs for m/z 120 (black) and 224 (blue) are displayed, and the TIC is no longer displayed:

Processit x
& Y P ospaymsiever 1+ 2 [RILEL® 2 2 g 0 b 0 ] [l ket b i gl (0]

v
Raw Spectrum 1 at 0.0511 min wric B
W20
500000 w2
7100
119
o = 164
0 1 2 3T I A S R U R T R I 0126
min 139 v
i

922.0098

l 223.9440
L J [, s0se7st 410.2244 512.1933 6220306 529.9830 959.9650
4 &

100 200 3%0 o 500 7 sdo 0 1000 1100

- bioactive-compound mzML, Raw Spectrum 1 at 0.0511 min 9228088

158.0023

236.9431 3089773 410.2258 521.5093 622.0293 829.9825 959.9667
1 abo 5 60 7 8 1000 1100
miz

MASS CHROMATOGRAM m/z RANGES'

8 | Click on the + icon on the Mass

Chromatogram List Pane.

¢

The lon(s)/lon Ranges dialog opens:

lon(s)/lon Ranges X

Combine multiple ions with “+", select a range with “-". Select
mutliple ions with *,". Examples: "42+44" or "101-105" or
"42,44".

m/z value(s):

Cancel

This dialog can be used to manually extract an EIC.
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Action Result
9 | Click Cancel to close the dialog. Click to | The lon(s)/lon Ranges dialog is closed. The TIC is displayed:
re-select the box next to “TIC” on the Process| x
Mass Chromatogram List Pane and B G oweies s - [RILIG o 0ok L e il R
. .
unselect the boxes next to the ions 120 Raw Spectrum 1 at 00511 min monc ~
and 224. o
50406 & 100
. e i | . 119
- o e 164
) 1 2 3 ) TSR 7T T2 A T s A5 T e 17 18 126
mih 139 ¥
]
100-  121.0509 22008
223.9438
Wl L0 0007 w0z sizsss__onmons 820.0813 959.9629
100 200 300 b0 500 600 700 800 ado 1000 1100 !
- bioactive-compound. mzML, Raw Spectrum 1 at 0.0511 min 922008
158.0023
..., 236.9431 3089773 410.2258 521.5093 6220293 829.9825 959.9667
1do 200 0 00 500 600 700 800 900 1000 1100
miz
MASS CHROMATOGRAM m/z RANGES
10 | Move the mouse cursor across the As the mouse moves across the spectrum, the raw MS spectrum is displayed for the corresponding timepoint on
chromatogram without clicking the mouse | the Raw Spectrum panel. The raw MS spectrum dynamically updates with the mouse cursor position.
button
11 | Choose a point on the chromatogram at The Extracted Raw Spectrum panel displays the selected timepoint mass spectrum:

any timepoint and click the left mouse
button.

P It x
& W osaymsieves o (RIS & o hg 4+ ML Ml il Ju b [
v
|| Raw Spectrum 91 at 0.7966 min mgc A
1e+07 0120
\ )24
e 100
- 1%
. P el se e e 164
0 1 2 3 ) 56 T 8 LR I B K A I A 126
min [mEE I
AVERAGE RANGE BAR [NE3
1004 121.0509 922.0008
223.9438
| J Lhdo [ 3089747 4102227 512158 6220301 829.9813 959.9629
100 200 3% b0 580 600 760 800 oo 1000 1100 d

1205289

223.9465 ~ bioactive-compound mzML, Raw Spectrum 91 at 0.7966 min
J 308.9775
A ﬂllL F: I -y | . 369.9491 512.2005 588.1894 922.0098
100 200 3do oy 580 b0 780 8do odo 1000 1100 1200

MASS CHROMATOGRAM m/z RANGES
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Action

Result

12

Click on the Average Range Bar and
drag the left mouse button across the
width of a peak. Release the mouse
button.

Note: More than one range can be
selected.

The selected average range is displayed with a green bar on the chromatogram:

120.5301

223.9473

Processit X
8.0 ioopsion o [BLID® 50 b K6 0 Tl il
v
mgnc A
10407 \ 0120
\ oEm
5e+06 \ 10
g 4 [mit
— s — 164
[ PARNE T - T 2R S T R VI S R I T R A 126
mn e v
——— i
Raw Spectrum 711 at 5.9341 min
121.0509
100 922.0098
223.9441
Lt L L, 30ss7s0 410.2228 512.1942 622.0286 829.9815 962.0002
100 200 3do ado 500 6 780 8o ado 1000 1100
miz

- bioactive-compound mzML, Average Spectrum (0.5863 - 1.1375) min

miz

MASS CHROMATOGRAM m/z RANGES

the Extracted Raw Spectrum panel.

922.0098
.uul oy m.?m 386.9914 512.1979 588.1899 |

v v v
100 200 3do ado 550 600 750 ado ado 1000 1100 1200

The Average Range Bar is used to create an averaged mass spectrum of the selected region and is displayed in
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Action

Result

13

Click on the Background Range Bar
and left drag the mouse button across a
section of the baseline. Release the
mouse button.

The selected background range is displayed with a red bar on the chromatogram:

Processit. x
B Y jomeyvsiens 1 o (RO o2 0g + ML 0 N[l b Ju b [ 3]
E
mEnc A
10407 0120
5> |
56406 — 1100
19
s / it : 164
2 P - S T T T R T | T A 126

M3 v

(W AvemaceranGesw ____________________ TINNGE

Raw Spectrum 1891 at 15.7114 min

L to09ss1  260.2769 3852929 457.2794 5264311 6033167 922008
W0 %0 200 2% T3l 3o ado  4bo  sbo  s%o  edo  ebo b0 7h0  sbo slo  odo !
miz

120.5301
S ~ bioactive-compound.mzML, Average Spectrum (0 5863 - 1.1375) min, Subtracted (
922.0098
.u.JLIL LT aa991a 5121979 5831899 |
100 200 3do ado 500 6do 760 ado ado 1000 1100 1200

miz

MASS CHROMATOGRAM m/z RANGES

The Background Range Bar is used to select a background mass spectrum to subtract from the averaged mass
spectrum in the Extracted Raw Spectrum panel.

14

Click the trash can icons on the Average
Range Bar and Background Range Bar
to remove the selected average range.

(@

The selected ranges are removed:

P It X
80 o oeiysio o) [Tl o5, 0 A HE 0 | bl i s sl ]
v
i [ [=L
1e+07 | 120
| e |
50406 1100
s . 9 : 196
= e e e 64
[ T TR A R AR T T R VI B I R T A 0126
min Cag
AVERAGE RANGE BAR Rx

Raw Spectrum 2161 at 17.9484 min

100- 121.0509 922.0098

| 223.9438
Litbbub L[ 3089747 atozo1  st2aem __ezzosor 8299813 959.9620
100 200 3do 400 500 630 70 8 odo 100 1100 i
miz
Extracted Raw Spectrum
e - bioactive-compound. mzML, Average Spectrum (0.5863 - 1.1375) min
2239473 s it s
922.0098
ol AL s tE X T 512.1979 5881899 1 . , .
1 200 3o o 500 6do ) 8do oo 1000 1100 1200

MASS CHROMATOGRAM m/z RANGES
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Example: Extracting MS2 data into a user database

Action Result
15 | Open the Minelt application by clicking Minelt application is displayed.
its icon, typically found in the Data Minelt x
D& —— P
toolbox. o = I

P
&P
Minelt/Create
Database

Structure/Properties vax

Substructs
Al Properties

Sel. Substructs Original Data Files
Attachments Preferred Properties
Name Value

16 | Choose Database > New, then click
Browse on the New Database Creation
dialog. Give the file a name (e.g., “LCMS
Samples”) and choose a location to save
the user database and click Save. In the
New Database Creation dialog, write
LC1 in Database Abbreviation.

Note: The Database Abbreviation is
any abbreviation at least 3 characters
long.

The New Database Creation dialog is opened. The database is given a name and abbreviation:

New Database Creation X
Data Source
@ Create on local system Create

Database File Name: | C:\Users\Desktop\LCMS Samples.sdbx Browse...

Database Name: | LCMS Samples

Database Abbreviation: | LC1
Version: | 1.00

First ID: | 1

Primary Copyright

Brief Copyright

Cancel
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Action

Result

17 | Click OK to save the blank user
database.

The New Database Creation dialog closes and a blank database in Minelt is displayed:
Minelt x

D@ = = By P 4 LookupCompound: Pub@hem M Display Profiles: <o profie>
B+ [W@ 1 ® o wihg e b G s i ol B 22 0 U, a0 bode AT
Structure/Properties vax

Double-click to edit structure in ChemWindow.

Substructs Sel. Substructs Original Data Files
Table Plot Related Compounds View All Properties Attachments Preferred Properties
ID__A Name 2 Sieclrum <auto> (N.A)P Chemi Name Value
- SDBX DB:LC1 X - Add... Edit. Delete
18 | Click the Previous Application button to | The chromatogram from the Processlt is visible:
return to Processilt. P it x
B W ospaymsiever 1 - C[RLLEL® 2 2 An 4 ML 00 ] bt e i s [
," ' - BACKGROUND RANGE BAR v
HHTc A~
1e+07 \ 1120
‘ o2
. 5e+06 — [J100
Note: The Previous and Next — : : S P , o
Application buttons allow for quick L A T I A =
movement between recently used R

applications.

Raw Spectrum 2161 at 17.9484 min

100 121.0509 922.0098

308.9747 410.2227

| Jldgsss ol

512.1958 622.0301 829.9813 959.9629
100 200 300 ado 500 60 780 8o 0 1000 1100 E
mlz
Extracted Raw Spectrum

1205301

~ bioactive-compound mzML, Average Spectrum (0.5863 - 11375) min

922.\[)093

700 8o 900 1000 1200

MASS CHROMATOGRAM m/z RANGES
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Action

Result

19 | Change the Display MS Level value to
2.

The mass spectra for MS Level 2 are now available for display within the chromatogram:

TN T L e

L A e el i b ()
ROUND RANGE BAR v

Raw Spectrum 2 at 0.0733 min mETC A
120

m o

200000

100 oo

u.m t"l,'.Uum x R M G
ST TS T T T T2 T3 e s A6 17 18 126
min m3g v

I AVERAGE RANGE BAR NIES

Raw Spectrum 2168 at 18.0031 min

62.0196

100

575725 1.9444 20,9707
. |, ‘{ 1L 1 292.0057 3687987  446.7087 509.8137 570.8856 676.1524 791.8732  863.8736 960.5721
o 200 3do abo 500 6do 700 8do abo 1000
miz

Extracted Raw Spectrum

~ bioactive-compound mzML, Raw Spectrum 2 at 0.0733 min

6
206.6474  275.4294 654.2655 743.5754

356.2544 4223993 479.5345

MASS CHROMATOGRAM m/z RANGES

Using this filter, only MS Level 2 mass spectra will be displayed.

20 | Choose View > Peaks on
Chromatogram to turn the display of
peak labels back on.

The peak labels are displayed on the chromatogram:

B U ospaymsiever > o (RO © o fg 4 B L0 R e b i dly (0]

v
Raw Spectrum 2 at 0.0733 min moTc A

120
200000 [mloos |
100

0 M9

i i i T LA o

A PR S B B T é 0 11 12 13 14 15 16 17 18 0126
min m3e v
Y A ¢

Raw Spectrum 1642 at 13.6617 min
371.1008

100

223.0666 4451289 asa108d
57.7379 1142895 186.8810 | 2070795 | L | 4867504 L 6769865 843.6111_904.1899 959.5429
100 200 3do abo b0 780 slo ado 1000

Extracted Raw Spectrum

1229641 - bioactive-compound mzML, Raw Spectrum 2 at 0.0733 min
959521 163.9886
s1o7say | | | 2086474 2754208  3sezsas 4223993 a7ossas 5673632 esa2ess  TASTSA 242491 8536861 _966s71s
100 “200 a 500 600 760 8bo b0 1000

miz
MASS CHROMATOGRAM m/z RANGES
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Action Result
21 | Right click on the spectrum and select The display is zoomed in around 1 minute:
Horizontal Zoom Mode. Click the left
mouse button and drag across the region | |8 W iiomovsies: - [BLLLO & lg + kL 0 il i dlded
i M
around ~ 1 minute. Release the mouse e aorc B
button. Right click on the chromatogram g o e o - ° D20
and select Selection Mode. R \ N 8 I I\ A i 7 oz
\ ol A \ I I\ \ \
29 \7_Al iyA 2]\ 2\ ol \ o o 019
e R > sathh BB T, - Al WSS o ¢ B VT O O s e = e
obs 07 Tofs o8 obs o9 obs 1 abs A 1ds 12 ik % 1l 14 0126
min M9 v
@ x
100 79.0228
121.0518
100 200 3bo ado 500 6bo 700 8bo obo 1000
Extracted Raw Spectrum
Hazo841 ~ bioactive-compound mzML, Raw Spectrum 2 at 0.0733 min
95.9521 163.9886
61.9754 | 1 | 206.6474  275.4294 356.2544 422.3993 479.5345 567.3632 654.2655 743.5754 824.2491 883.6861 956.5716
100 2 300 4 5 600 7 8o abo 1000
mlz
MASS CHROMATOGRAM m/z RANGES
22 | Click on any peak box on the The selected MS spectrum is displayed in the Extracted Raw Spectrum panel:

chromatogram.

B U osymsies 0 - [RULD® @ widg + AL 0 Rl it b Ju gl ]
BACKGROUND RANGE BAR v
Raw Spectrum 115 at 1.0009 min mUTC A
0 120
e ¢ omm
ial\ 100
Voo X a /) 1%
= = = = [ea
12 T1ks 3 1k 126
M3s v
AVERAGE RANGE BAR A %

Raw Spectrum 116 at 1.0063 min

200000 \ N

100 79.0227
J 121.0512
160 200 300 abo 500 600 780 alo ado 1000

Extracted Raw Spectrum
79.0229
- bioactive-compound.mzML, Raw Spectrum 115 at 1.0009 min

121.0510
1o 200 300 b0 500 600 780 8o ado
mlz

MASS CHROMATOGRAM m/z RANGES
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Action

Result

23 | Click Minelt Database using the
Transfer to bar:

The transfer to bar is displayed:
Transfer to: O Reportlt Q Searchlt @ Minelt Database Q/ QC Expert

The Property Import Selection dialog appears:

B! Property Import Selection X

Properties to be imported:

[“]Exact Mass bioactive-compound.mzML, Raw |
ZIMS Level Spectrum 115 at 1.0009 min

[VIMS Technique
[“]Retention Time
[“]Selected lon Intensity
[“]Selected lon m/z
[Jcentroid spectrum
[Jhighest observed m/z
[Jlowest observed m/z
[JMSn spectrum
[Jpositive scan
[Jspectrum title

[Jtotal ion current

24 | Click OK on the Property Import
Selection dialog.

The MS2 spectrum is added to the user database:

Minelt x
D@ 8= M B | 48 | Lookup Compound: PubChem 4
Diplay Profes. <o proie> - Bk + [ 0 [k [l s 4l PO 52 30 [l s
1 79.0229 » " Structure/Properties vax
| bioactive-compound. mz Raw Spectrum
075
5% Double-click to edit structure in ChemWindow.
025
L Cad Substructs ~ Sel. Substructs ~ Original Data Fil
ubstructs ~ Sel. Substructs  Original Data Files
100 200 ado abo 500 600 760 8lo ado . g =
miz All Properties Attachments Preferred Properties
TS Name. Value ~
Name bioactive-

Table Plot Related Compounds View compound.mzML, Raw

ID A Name £ Spectrum <auto> (MS (LO))P Chemical Structure Exact Spectrim 115:at 1.0009
bioactive- min
1 compound.mzML, Raw JEXR)  Exact Mass 78.014801399 u
Spectrum 115 at 115 Level .
MS Technique Lc
Retention Time 1.00088 min
Selected lon Intensity 171910 intensity v
< >« >
SDBXDB:LC1 X Add... Edit Delete
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Action Result
25 | Note: Any property for the record can be | Upon selecting “Name” property and clicking Edit, the Property dialog is displayed which allows for the record
modified by clicking Edit in the name to be changed:
Structure/Properties Table, or double —T—— %
clicking on the cell in the Table. i |
Property: ‘ Name ‘ 0OK
Note: If the structure is known, it can be Cancel
added by double clicking in the Value: | CompoundA
Structure/Properties panel “Double-click | ! save and Next
to edit structure in Chem Window”. Record... i
26 | To continue to add MS2 spectra to the The chromatogram in Processilt is displayed:

user database, return to Processlt using
the Previous Application button.

$= -

Processit x
B U ospymsievt 2 - IRLILEL M @ ilg + M A e s by sty

BACKGROUND RANGE BAR v
Raw Spectrum 115 at 1.0009 min myTIc A
? o ? o a 1120
200000 \ 5 | I o ] =2 |
ofl oA D‘\“ I\ \ 100
g7 L= By SN 2/ o o 196
T T T ; " T 5 Lo T " T - DWM
065 07 ors os obs o9 0bs 1 abs ks a2 ibs s alks il o126
min M3 v
X
Raw Spectrum 72 at 0.6532 min
6, 128.9429
178.9673
64.0127
,IL t l" | m 2534135 3377547 393.2043448.0191 5315678 5gg g5z 6498172 7381682 gly_glwfmff S0
100 200 3do 400 500 600 700 800 900 1000

miz

79.0229

- bioactive-compound mzML. Raw Spectrum 115 at 1.0009 min

121.0510
100 200 300 400 500 600 700 800 900
mlz

MASS CHROMATOGRAM m/z RANGES
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Action

Result

27 | Click a different peak box on the

chromatogram. Select Minelt Database
on the Transfer to bar.

Note: If a record was previously selected
in the Minelt user database before
transferring the MS2 spectrum, the
Minelt import dialog will appear before
the Property Import Selection dialog.

Upon sending another record to the database, the Minelt dialog will be launched:

Minelt

How would you like to import the spectrum?

Replace in the current record

Add as a new record

Add to this record

Cancel

X

28 | Choose “Add to this record” on the Minelt
import dialog. Click OK on the Property
Import Selection dialog.

Minelt

@ﬁq@ % By 4% Lookup Compound:

Display Profiles:  <no profile> - @ Iz + m@. M
79.0231

[JOverlay All 1 1#1; bioactiv

Property: Name v

Filter by MS Level: 2 ~

bioactive-compound.mzML, RY

bioactive-compound.mzML, R g

i

A multiple spectrum record is created. The Property Selection menu appears next to the active spectrum
total number of LC-MS spectra is summarized on the tab (MS (LC) = 2):

Pub@hem
o i Ll a0 P02 260

. The

Structure/Properties vax

Double-click to edit structure in ChemWindow.

200 abo sdo ado
mlz

1< > MS (LO) @)

Table Plot Related Compounds View
ID__A Name 2+ Spectrum

<auto> (MS (LC)) P Chemical Structure
bioactive-
1 1 |compound.mzML, Raw

Spectrum 125 at

SDBXDB: LC1 X

| Substructs Sel. Substructs Original Data Files
All Properties  Attachments Preferred Properties
Name Value A
bioactive-
mpound.mzML, Raw

Exact Spectrum 125 at 1.0837
min
BELY!  Exact Mass 78.014758923 u
MS Level 2
MS Technique Lc
Retention Time 1.08375 min
Selected fon Intensity 172730 intensity v
> ¢ o3

Add... Edit... Delete
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menu can be used to assist in sorting
through records with multiple spectra. For
example, the example database record
shown has 20 LC-MS spectra for the
same compound acquired at different
collision energies.

Action Result
29 | On the Property Selection menu, use The multiple MS spectra now display in the Property Selection menu by Selected lon m/z:
the Property Selection dropdown menu Minelt x
to choose Selected lon m/z. D& ™ W O o Lo compon PubQhem If
Display Profiles:  <no profile> - k + .@L 1 “m*‘«"_‘ Mﬂkfﬁ%mﬂ‘é le.Iu alt
1 79.0231 o Structure/Properties v ax
[JOverlay All 1 #1; bioactive-compound.mz
Note: The Property Selection dropdown Property: ETTATE
menu will display the list of Properties Fiter by Ms tevet: 2 v |*7°
attached to the entire record. If a selected 05 Double-clckto edit sructure in ChemWindow.
spectrum does not have a value for the '
selected Property, the spectrum number 025
will be listed in place of the value. il = :
T Substructs  Sel. Substructs  Original Data Files
200 b0 600 8lo e . :
miz roperties Attachments Preferred Properties
< E e Name e bioactive- e 2
Table Plot Related Compounds View compound.mzML, Raw
ID A Name 4 Spectrum <auto> (MS (LC)) P Chemical Structure Exact Spectrum 125 at 1.0837
bioactive- Ll
1 compound.mzML, Raw REXGE | Exact Mass 78.014758923 u
I Spectrum 125 at i l MS Level E
MS Technique LC
Retention Time 1.08375 min
Selected lon Intensity 172730 intensity v
SDBX DB: LC1 X Add. Edit... Delete
30 | Note: The Property Selection dropdown | Example record with 20 LC-MS spectra measured at different collision energies for 1',3'-Bis[1,2-dilinoleoyl-sn-

glycero-3-phospho]-sn-glycerol:

Minelt x
D D" @ % m m % Lookup Compound: Pub©hem rt
R 4 [M[E v ® o 0 G| Ll ol 5 40 00 PR 2 0, s

[Joverlay All HRMS #1; 1',3-Bis[1,2-dilinoleoyl-si

Display Profiles: <no profile>
L -
& AT

1447.95U\ | Structure/Properties

v ax
5-3-phospho]-sn-glycerol

Property: |Collision Energy v

8eV &
8eV
10 eV
14 eV
16 eV
20 eV
20eV

23 eV M
< >

500

695.4800

279.2400
153

500 1000 1200 1400 ©

mlz

MS (LC) (20)
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Action Result

31 | With the Minelt record selected, click The Property dialog opens. Web Link is selected:
Add on the Structure/Properties Table. | ~ =" <
Navigate to Web Link using the Property ,
dialog. Property: | Web Link \/‘

Cancel
Note: The raw chromatogram file or e
folder can be attached to the Minelt Save and Next
record using the Web Link property for Record...
convenient file organization.
Scope: @ This spectrum only O All spectra

32 | In the Value box, write file:\\ and Example using text: file:\C:\Users\Public\Documents\Wiley\KnowItAlNSamples\
copy+paste a folder pathway after the oy >
text: file:\\pathway here. Choose All
spectra for the Scope of the property. Property: | Web Link ‘

Cancel
Note: Make sure there are no extra Value: | file:\\C:\Users\Public\Documents\Wiley\KnowItAll\Samples
characters in the folder pathway (such as P ——
extra spaces). Record...
Scope: O This spectrum only @ All spectra
33 | Click OK on the Property dialog. The Web Link is displayed in the Properties Table for the record:

Preferred Properties Substructs

Sel. Substructs Original Data Files

All Properties Attachments
Name Value 2
Ty,

Exact Mass 360.176103675 u

MS Level 2

MS Technique LC

Retention 15.3297 min

Time

Selected lon 361.183 m/z

m/z

R N

Add... Edit... Delete |
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Action Result
34 | Click the Web Link for the record. The folder described by the pathway opens in File Explorer.
35 | Note: The Web Link property can be Example attaching a csv file using Web Link:

used to organize various files related to
the LC-MS experiment (e.g., .xlsx, .csv.,
.docx, efc.). These can also be attached
to the record using the Attachments tab
and clicking Add button.

file:\\C:\Users\Public\Documents\Wiley\KnowItAl\Samples\Minelt\Import.csv

B ' Property:

Property: | Web Link

\CIVT=E il e:\C:\Users\Public\Documents\Wiley\KnowItAll\Samples\Min{

Save and Next
Record...

Scope: O This spectrum only

@ All spectra

Example attaching a csv using Attachments:

Preferred Properties

Sel. Substructs ~ Original Data Files
Attachments (1)

All Properties
@
Import.csv
Add.. | Delete Rename Save As

Substructs
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