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» This tutorial will describe the graphical user interface (GUI) after an
analysis has been performed in great detail
» You will learn
B Shortcuts for drilling through the data
B How to interact with plots
B Details about every view
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» This section describes how to
Interact with each plot.

o . . » Itis intended to provide basic
00 — - to advanced functionality of the
user interface
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» Zooming can be done by
B Left Click on plot

B Hold
s 1 B Drag
w0 ] o B Release to complete zoom
s -|  Left Click . ;
Release
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» Zooming can be done by
B Left Click on axis

B Hold
. o M Drag
. i B Release to complete zoom
o .
i} 3000 7000 —|
Left Clikiasl
shown'o
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» Aseries is a set of points

» Clicking on a dot will select the
series of points it is a part of

BEO0D —
5000 — . LA §
L, 4500 '.. ",.:._ =
= “ier P atdi) D LeftClickona
é 3 ..:n...": g:..‘.}"#fﬂ.‘.:".‘é.gﬂ.ﬁ. dOt In the A -..--' ve 0"t
2 PR g.Ol . oL ) ‘0'. . 5000 —| e Rra— :'-'l-. .
'%ﬁyf-"userles R R
- *3 22 : . SR I Teove
‘ :..s;.‘:.. .': % Lo q:.-. oy . _.'.."- .
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h@ Context Menu (1)

Show All Data
Copy All Data

Legend
Properties
View Port

Copy
Paste

Paste by Reference

Copy Image

SaveImage

Select All Series
Selected Series

Series Specific

i ]

Ctrl+C

Ctrl+W E

Ctrl+Shift+V

Ctrl+ &

T

vVvy
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Right Click on the plot
A context menu will appear
Show All Data

B Auto-zooms the plot to show
all data points

Copy All Data

B Copies data from the plot to
system clipboard for pasting
into other software
applications, e.g. Excel

View Port

B Allows you to step back to a
previous zoom range

10
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» Copy

B Saves a WMF version of the
plot, with the plot data still in
raster form

Show All Data
| copyalDats » Copy Image
Legend 3 B Will copy a rasterize image to
| 5?“”&:': b the system clipboard
1EW Fo r
p— Conec » Save Image
| Paste CtrleV E B Saves the plot as an image to
Paste by Reference Ctrl+Shift+V .
3 file
Copy Image .
I ) » Select All Series
Select Al Series Cirl+A B Selects all series of points
I o ol > Selected Series

Series Specific

" B Details what series of points
are selected

11
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» Some plots will allow you to
measure the distance between

points
B e.g. ppm and NET differences
27813 » To Measure:
2?31.3_ B Hold Shift
E 2‘.-'%1_3_ L ft (~| k'DEdNET . Left CI'Ck
= e IC
2 13 - " . ﬂ B Drag
= WNET  ooppm B Release left mouse button
S 27613 _|
5 Release
27613 | . . .
4 » The distance in the left window
0.93 0.95 0.38 1.00 shows:
MET

B 1.86 ppm mass difference
B .04 NET difference

12
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-
. MultiAlign - v5.0.0.23670 - 32-bit - databaseshew.db3 R=n= g

MultiAlign
Start

Recent Analysis
To open an existing analysis
click the “Open Analysis” Link

14
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-
. MultiAlign - v5.0.0.23670 - 32-bit - databaseshew.db3 R=n= g

MultiAlign
Start

Recent Analysis

Or choose a recent
analysis by clicking on the
database link.

15
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» Remember that MultiAlign stores its results
in a directory.

» Alignment related plots must exist in the
Plots subfolder.

The analysis database file should also exist.

-

@Dv| . % Shewanella » results » databaseshew » - |‘f|| Search databaseshew Pl

Organize « Include in library + Share g Burn New folder =2
o Name - Date modifed sie » This is important later on because MultiAlign
B Pl WEPM  File folder will search for these plots to create
i = | | databaseinput_12-12-2012- 12/11/20121:44 PM Text Document 1KB . I t I t . th G U I
: || databaseshew.db3 12/12/2012 9:26 PM  DB3 File 72,628 KB visualization elements In e
@lﬂ databaseshew_abundance.csv 12/12/20129:27 PM  Microsoft Office E... 2,815 KB
@lﬂ databaseshew _crosstab.csv 12/12/20129:27 PM  Microsoft Office E... 7,269 KB
=] databaseshew-log_12-12-2012-21-22-27.bct  12/12/20129:27PM  Text Document 17 KB
€ indechtml 12/12/2012 9:27PM  Chrome HTML Do... 11 KB
= =] parametershmsms.xml 12/12/20129:22 PM XML Document TKB
, 8 items

16



MultiAlign

Analysis View Paclc Mo =

roudly Operated by Battelle Since 1965

I

» This is the main window that
should appear

S » If it does not, click on the

- nalysis b he b m of
e Ty [ analysis putton at the pottom o
0 | 486 221686475065 |0 136245876085013 |22 5001106262207
1 [488.223570088134 [0-1B491295041331 | 22 3740043640137
2 [ S57 317971631913 |0.146755036226753 | 24. 1324501037598 | th

e screen.

3 |57 317684202647 [0 1473864388434
4 [556.311822604565 0.030847420360859
5 |558.31435027023_|0 06738 1706257318
044508014081 1602
0.44340320036204
0.12758209997005
0107887 145822565
0 096072429668424;
0 1
12| 587 366327107842 |0 15115264892876 | 25 1395645141602 |1
13 [ 567 364414857529 0 145729703369628 | 25 5005376723145 1
14 506.318122444637 |0 335820738733522 |24 1459604824213 1 1

i

i

1

1

Monaisotopic Mass

15 [589. 318300688348 |0 336945560601219 | 25 0528411865234
16 [ 599 374500111585 |0 213913747917984 | 25 307765848877
17 | 599.375172165145 [0.180054507015732
18 [599.377511335529 |0.210012279365569

25 8034515380850 3 E
25 7103691101074 [ 5
19| B05 215386776391 3949

Tags and Clusters
Hearby Clusters 5873 5873
7 - B3ms
ID Monoisatopic Mass  NET 873
s Ll
12 587 366327107842 |0 15115264892876 | 25.1305645141602 1 i 5573
[
., 243PPM i 43PPM
4 i s
i% K
3 018 f -] 5 % 7 8
Drift Time (ms)

m r Analyss loaded. Creating plots

17
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Global analysis statistics
window

Investigation of individual Dataset information

clusters

Configuration window for

. applicatioi ms)

- MultiAlih - v3.0.0.31439 - 64-bit
i S B i
1D Monoisotopic Mass  NET Dnft Time Charge Dataset Members  Total Members Ar .
L]
|10510| 2397 23478207037 | 0.509752585407899 o 3 2 15 1[];l =00 i bl ‘ N
L]
1173 | 2761.361375 (.965690423790982 |0 1 10 0.C I e
1525 |649.354272760105 |0.120240717262918 |0 1 3 10 0C . Be Sy v
1381 |629.385358530092 | 0.120484077239639 [0 1 3 i 10 5000 i b .
A4044 [ 2400 TO0TOICICON | N CAICIAIRVIVARD n el El o An * . L - L]

If a mass tag database is used in the analysis, this tab allows investigation of
each mass tag

= MultiAlign - v5.0.0.31439 - 64-bit - aligned150-01.db3

Identificati

All Mass Tags Al Proteins Mass Tags Mass Tags Clusters
1

18



7

Pacific Northwest
NATIONAL LABORATORY

Proudly Operated by Battelle Since 1965

it




MultiAlign

Cluster View Pacific Northwest

roudly Operated by Battelle Since 1965

I

» The clusters scatter plot
window displays all of the
clusters found in the analysis.

Chusters

\ 1D Monoisctopes Mass NET Onft Time GCharge Dataset Members Tolal |

| &_| 486 221686475965 |0136245676065013 | 22 5001108262207 1 4
1 |486.223670096134 [0.116451295041331 | 22 3740043640137
2 [S5T3TITI631913 |0.146785036226753 501037596 |
| 3 [57 317aBazu2sa7 [0 147356 439804222 24 5160713195801
4 [556.311822604565 |0.030847420360859 | 24 3213653564453 aC u e O re re S e n S a
| 5 |558.31299027029_[0.067381706257318 | 24 1258545465088 5 "ﬁ
| e -,

0.445080140411602 |25 4676895713238
feature found Itipl
12| 587 366327107842 |0 15115264892876 | 25 1385645141602
13| 567 364414857529 0 145729703369628 | 25 5005376723145
14]589.318122444637 [0.335820736733522 | 24 7459694624215 : a ase S
| 15 589.316300688348 [0 336045560601219 | 25 0526411865238 E L

| 16569 374500111585 |0 213913747917984 |25 307766848877

17 | 599.375172165145 [0.180054507015732 | 25 8034515380859

| 18] 599.377511335528 |0.210012279365569 | 26 7103691101074
528333949

0107887 145622565 | 24 6285301371436
0.0960724295684242 | 24 382417678833

Monaisotopic Mass

Tags and Clusters
. . . .
Haarby Ghusters 73 73
7 7
‘ 1D Mancisotopic Mass MET Drit Time: [{— ..
11| 587 362332028506 |0 127986956 128318 | 25 5132102866308 | 1 q 70 P i)
[ 567 366327107642 [0.15115264892876 | 25-1395645141602 1| & H
12567 366327 107042 [0 51 2baBepans |25 Tosbasttazld 2 H
§ e § e
3 3 243PPM
= {w
a % = ® ‘o
5873 13
55
— 5 vie o om_ 9% oW R N T
NET Drift Time (ms)

(G W] o i

20
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» The clusters data grid shows
all detailed information about
each cluster.

~ MultiAlign - v5.0.0.24589 - 64-bit -
funlitmasin g~

Chusters

[0 [ 486 221680475965 |0 136245876065013 | 22 5001106262207 1
1 |486.2236700968134 [0.11645125041331 | 22 3740043640137
2 [S5T.31T971631913 |0.1467T55036226753 | 24 1324501037598 |1
3 | 557 317664202647 |0 147356439834242 |24 5160713195801
4 [556.311822604565 |0.030847420360859 | 24 3213653564453 | 1
5 |556.31495027029 [0.06T381706257318 | 24 1258045465088
6 569325502148 117 [0.445080140411602 |25 2676895719236 1
7 | 569.326216433925 |0 44340320036204 | 25 1347523378809
& |573286067931548

» The columns are sort-able by
clicking on the column header

) 11ATSS0ITO0S | 24 55605455605 1
EEEEETED ] pegaoes | 24.6985301971436

10[573zees 120122 242 22 382417678833 |1
11 | 587 36233202851 ). 318 | 25 51
12507 366327107642 [0 1511526469287 _| 25 1385645141602 1
13 [567 964414857523 [0 1457 29703369628 | 25 5005376723145)
14589 313122444637, | 48bBR0Fd87 33522 | 24 7435654824219
15 | 509 318300688348 |0 J3604506000021S | 25 052041 1865234 1
16599 374560111585 [0 213613747317964 |25 307706846877 |1
17 | 599.375172165145 [0.180054507015732 | 25.8004515360853|
16 599.377511335529 |0.210012275365569 | 25 1OB691101074] 1
19| B05 215386776391 |0 29504528333949 | 26 9379887253418

» You can also reorder the

e e column orders by clicking on a
NG column header and dragging to

its new location

(G W] o i

Left clicking on a row in the
cluster data grid will display the
details about the cluster below

21
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Selected Cluster View Basics

Visualization of features
within cluster, matching
mass tags, and nearby

Detailed Information about
each feature in the cluster

Abundance profile plots of

cluster

7
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clusters Any MS/MS spectra plots
associated with cluster
Tags and Clusters
23972
Nearby Clusters Pl 23%-;_4 |
1D Monoisotopic Mass NET Drift Time Charge Dal 2987 2 23373
57 57
047 NET 2397.3
8 3972 | 2 0 000 ms
= 4 R R Z 2972 -
g Y 27, e 5 T &
£ h g
i - 4 4 20PPM g 2972 40PPM
5 5 °
= 23972 = 7971 |
2 7] L]
23571 _
23972 | 0
1 23570 |
0.50 053 055 ; 0 25 50
MNET Drift Time (ms)

Save Feature Plots

22
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Data grid that shows any
matching mass tags or tags
that are nearby within 6 ppm

Scatterplot that shows a cluster (red) and the features
that comprise the cluster (blue)

or .03 NET .
NOTE: Shape is based on charge state
NOTE: Drift time plot can be hidden in the analysis
Advanced Tab
Tags and Clusters
Mearby Clusters 23%7'-2 - 23974
74 _
1D Monoisotopic Mass NET Drift Time Charge Dal 2987 2 23973
5 5T
47 NET 23973
Eﬁ 2972 | _-_g 0] 000 ms
2 A baiad s ] Ze | i
§ 2y 4t a4 aoepu i 2972 | ' 10pPM
ED 23872 % 23571 _|
2 7 L7}
23571 _|
23972 | 0
L 23970 _|
048 ok 05 o5 > 5 3 3 % ES
MET Drift Time (ms)

23



MultiAlign =

Tags and Clusters (2) Pacific Mo

Proudly Operated by Battelle Since 1965

I

Data grid that shows any
nearby clusters within a 6
ppm and .03 NET

Tags and Clusters Features Abundance Profile SMS
rtching Mass Taas 2397.2
Nearby Clusters atching Mass Tags s 23974 |
0
1D Mongisotopic M NET Drift Time Charge Da 23972 | 23973 |
5 5
p 47 NET p 23573 |
o 23872 | = 1] 000 ms
: ¢ A oa gt S 2972
.= Fs = =
£ x> A y g 5 &
% ER R i 40PPM % 22972 _| 40PPM
5 g 0
= g7z = 23971
2 7 5
23871 _|
23972 | 0
L 23970 _|
048 0.50 053 055 -50 -25 0 25 50
NET Drift Time (ms)
Save Feature Plots

24
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Shape Charge Color Based on Type of Feature
+1 LC-MS Features from selected cluster

+2
LC-MS Features from nearby cluster
+3 (hollow)

+4
+5

l

Matched mass tag

LC-MS Features from nearby cluster
(hollow diamond) — nearby mass tag

Unmatched mass tag nearby

O® [xapmEO

unmatched
Tags and Clusters
23972
Nearby Clusters Lo 2974 |
0
ID Monoisotopic Mass NET Drift Time Charge Dai 7757 3 29973
5 7 5
047 NET 23973
8 23972 | 8“0 000 ms
¢ ioa . 3 2972 '
& Adkad +7, 2 5 &
T 23972 & i & =
g 2 L4 40PPM 8 272 | 40PPM
= = 0
[=3 [=]
= w2 = 23971
2 7 5
23971 _|
23972 | 0
L 270 |
043 050 0.53 055 -50 25 0 5 50
NET Drift Time (ms)
Save Feature Plots
25
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Detailed information about each Number of MS Number of MS/MS
feature in cluster (consensus Features (i.e. number spectra associated
feature) of parent scans) with feature

feature appeared in

I Dataset D Monoigftopic Mass MET Crift Time Charge Abundance MS Fe MSMS §
789 |3 0.0658957331304348 |0 1 1317052 |3 0 445,258 |
790 |3 0.0767663043478261 |0 1 4330323 |8 0
791 |3 0 0978260869555218_|0 1 1875204 |4 0 —
792 |3 0.119565217391304 |0 1 7792673 |23 0 =
733 |0 5 254708439324 | 00655033907 146583 |0 1 12734708 |31 3 g . . @ $ o 00 0 o
734 [0 445 254841143795 | 0.0786906624934724 |0 1 2223188 |7 1 2 ]
735 [0 445 254775591983 | 0.0948930620761607 |0 1 2870879 |2 0 5 ) ]
736 |0 445 254760040191 |0.115211267605634__ |0 1 991083 |3 [ 245 757 | (1652, @445.21 m/z)
737 [0 145 254815520453 |0 114741764037559 |0 1 1302514 |13 1
885 |1 445 255394291481 | 0.0622794552989935 |0 1 14756065 |87 4 445250
588 |1 445 254821097351 | 0.0736247483718176 |0 1 1411934 [10 0 1600 1650 1675 1700 1725 1750
587 |1 145 75476669929 | 0.0786796921255181 |0 1 459937 |4 0 1 MS Scan
588 |1 145 75486510034 |0 0815512137359384 |0 1 714634 |5 0
889 |1, 445.254839701532 [ 0.105447010065127 [0 _ REZEIE 0
Monoisotepic:Massysi: MS-Scan Iscatter
e 12 " | PsesiYedsdte [V s XTee0ret T b T Y T S [Marats [T o S
295 0 445 754355587397 | 0.0784615384615385_ |0 - 2847425 |3 MEE . z
plotdforeaeh-ct sstatelfolrthesetected
898 |2 495 254947681622 | 0.11205¢82051282 |0 1 2958678 |11 0 =
63 |4 445 25551753587 | 0.052509117432531 |0 1 7381264 |60 2
fea ‘E'sl Y@  [425 252857535850 | 0.0621006564551422 |0 1 1580975 |8 0
865 |4 145 755087535052 | 0 0686652078774617 |0 1 1503796 |7 0 =
865 |4 445 254907535858 | 0.0786263068319961 |0 1 3150889 |9 0 ==
867 |4 445 25494253585 | 0.0992997811816193 |0 1 2111878 |6 1 -

LC-chromatogram of each charge state
(depicted by color) for the selected
feature 20
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Pre-cursor m/z and
MS/MS scan

Red bar displays
where on the LC-
chromatogram the
fragmentation
occurred

Features
ID Dataset ID Monoisotopic Mass NET Crift Time  Ch: Abundance MS Features  MS/MS Specira
789 |3 445.25471 0.0858967391304348 |0 1 E 0
790 |3 445.255035 0.0767663043478261 |0 1 1230 3 0
791 |3 14525494 0.0978260869565218 |0 1 1875204 0 4
792 |3 4452548 0.119565217391304 |0 1 7792673 0 =
733 |0 445 254708439394 | 0.0555033907146583 |0 1 12734708 B o
734 |0 445, 254841143795 | 0.0766906624934794 |0 1 223168 |7 g
735 |0 445 254775591983 | 0.0943930620761607 |0 1 2870879 |9 0 5 ‘
736 |0 445 254760040191 |0.115211267605634 |0 1 991003 |3 0 445257 —| (1652, @446.21 miz)
737 |0 445 254515520453 | 0 114741764037559 |0 [ 4300512 |13 1
585 |1 445.255394291461 | 0.0522794552989935 |0 1 14756065 |87 4 o] | | | | | | |
506 1 445.254821097351 | 0.0738247483718176 |0 1 1411994 [10 0 1600 1625 1650 1675 1700 1725 1750
567 |1 445.25476669929 | 0.0706796921255181 |0 1 459937 |4 0 ihices
588 |1 445.25486510034 | 0.0815612137359384 [0 1 714694 |5 0
569 |1 445 254830701532 | 0.105447010065127 |0 1 825749 |6 0
590 |1 145 254957914381 | 0.12687981053878 |0 1 1764302 |1 1
295 |2 445.25515434002 | 0.0522076923076923 [0 1 8057915 |21 0
295 |2 445 254956587397 | 0.0784615384615385 |0 1 2047425 |8 1 z
[897 |2 445 254767346892 [ 0.105384515384615 |0 1 5010033 [¢ 1 5
208 |2 445, 254947681622 | 0.112051262051282 [0 1 2059578 |11 0 =
562 |4 445.25561753587 | 0.052509117432531 |0 1 7281264 |60 2
564 |4 445 254887535859 | 0.0521008564551422 [0 1 1580975 |9 0
565 |4 445.255087535862 | 0.0586652078774617 |0 1 150379 |7 0
566 |4 445.254907535859 | 0.0766263068319961 |0 1 3150689 |9 0
567 |4 445 25494753585 | 0.0992997611816193 |0 1 2111878 |6 1 L) U= ) Uge o ELD WE) R

27
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This slide currently shows the abundance (raw) from each dataset.
Each dot represents the abundance for a feature from the dataset id below.

This plot is interactive

Future feature: organize each dataset by factor (e.g. age or time point)

Tags and Clusters Features Abundance Profile
v
1.25e+6 —
®
1.00e+6 —] ® e
il X
2 °
z 75e+5 — ® o [ ]
= . o o
o0
® ®
50e+5 —] L ® e ® o 0@
° L (K] bt
° °% % o ° &
L ° ® N ® °®
25e+5 — .s ® .oo. o e e ® ° ® ® %
. o @ o ® ° ® J
o e of 2 o do . ® ° LI
0 25 50 75 100 125
Dataset ID
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Information about all Full MS/MS spectra
MS/MS spectra

related to selected
cluster

MSMS

ID Dataset ID Precursor miz  Feature miz MS/MS Scan  MS Scan  Monoisotopic Mass  ChargeMatched AMT  Database Result
952 |3 400.23 40224681 |54 45 399.21357 1

843 |0 400.23 402.24677 |40 3 399.2134 1

[3768 o 400.26 401.21468 |181 177 399.2128

6508 |0 400.26 401.2149% (318 309 399.21287

| 1
—1
Ilul||.|l.. IiLk } :III II, I |” - ! . 1

Lo ‘ ‘1

29
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» The mass tag plot shows all
mass tags present in the AMT
Tag database used for

= alignment and/or peptide

identification via STAC.

» Mass Tags are represented by
diamonds.

- » This plot is interactive

E3 M oo onten, commiog o

31



MultiAlign

I MaS S Tag V Pacific Northwest

NATIONAL LABORATORY

roudly Operated by Battelle Since 1965

» The mass tag histogram shows
how many features (e.g. a
1 — e — peptide from an individual
dataset) to the mass tag.

Paplec Begunca
YTFHSAGETIYE

Moeckingic Mass. KET

LAVBAVAR

FLOCGLOONTCR
TYETTLER
LEEFIGVR.
LMCAESHR
VMTFAVYAF YD

» This plot is interactive

T NN M

DVLLEACCADGHR
CPEGGTNREALLR

Blockt M T Dl

Syrpomis
e Tog I 12587004 Bepaee
Dtmervabion Court 9

Cleyeage St 2

m ! Giralyst oaged, Craxting plots
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» The mass tag data grid shows
detailed information about each

- vt o s E— ST Mass tag
- » Left clicking on a row in the
, : § ] mass tag data grid displays
_—— detailed information about the

ﬂes‘zsmm rmssmsmu
IR (5]

mass tag

W Tog [ senin
Chamiage Sote 2

1 Mcsffcaion

: [n—
Modkteason Court

m r Giralyst oaged, Craxting plots

33



MultiAlign

Selected Mass Tag View

I

Detailed information about
the mass tag

Pacific Northwest
NATIONAL LABORATORY

Proudly Operated by Battelle Since 1965

Selected Mass Tag Detail Selected Protein Deta
Synposis Tags and Clusters te
| Nearby Mass Tags | Matching Clusters
ID  Monoisctopic Mass MET Crift Time Cha 77847 _| 77847 _|
1593 778.458413962116 | 0.137666156968308 | 17.0411815543311 | 2 ¢ 0
77848 . " 778.46 ",
5 n 5 n
g - g "
= 778.46_| 5 L = 778.46_|
g o v g o
g g
& 77845 g 77845
H 5 7 2 5 7
5 5 1 3
= = [ ]
77845 . 77845
0 [Tl B 0
77344 | 77844 |
5 5
. —~ , 00 011 02 013 014 015 016 077 “ 15 1 17 18 19 20
NET Drift Time (ms)
Save Feature Plots
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I

Synopsis about the mass tag

Detailed information about
the protein the mass tag is
part of (proteomics only)

Visualization of mass tag and
matching clusters (shown
below)

Selected Milks Tag Detail /
S Tags and Clusters d Prote

| Nearby Mass Tags | Matching Clusters
ID  Monoisctopic Mass MET Crift Time Cha 77847 _| 77847 _|
1593 778.458413962116 [0.137656156968308 | 17.0411815643311 | 2 ¢ 0
77846 _| . " 77846 _| L
5 n 5 n
g - ‘l.ll g "
= 77846 _| b = 77846_|
g o v g o
g . £
gz ?7%.45 | Aot g ?7%.45 |
5 L 5 L3
= [ ] b = [ ]
77845 _| . 77845 |
0 [Tl B 0
77344 | 77844 |
5 5
. —~ , 00 011 02 013 014 015 016 077 “ 15 1 17 18 19 20
NET Drift Time (ms)
Save Feature Plots
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Quick information about the
mass tag
Peptide sequence information, cleavage states (2 =
fully tryptic, 1 = partially tryptic), and modification
detail

Selected Mass Tlg Detail

Synposis Tags and Clusters Prote
Mass Tag Deta
Mass Tag ID 6878555
; KEVYIK q g .
Observation Gount s Matched protein and cluster detail. A future feature is
Match . .
e Cleavage State 2 under development that allows users to drill back into
Matching Clusters 4 . . 0 0
o Modifications cluster and protein detail.
Matching Proteins 1
Modification Count
0
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" Mass Tag - Tags and Clusters (1)  PecfficNorthwest |
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Scatter plot that shows all matching clusters (red) and

Clusters that match to this their features that comprise the cluster (blue)
mass tag
Selected mass tag is displayed as diamonds.
And on other tab, nearby Nearby mass tags are displayed as hollow diamonds
mass tags
NOTE: Feature and Cluster shapes are based on charge
state
e —— Drift time plot can be hidden in the analysis Advanced
Tab

Tags and Clusters

| Mearby Mass Tags | Matching Clusters
ID Monoisotopic Mass MET Dirift Time Cha ??BD.477
1593 778.458413962115 | 0.13765615 08 1?.Dd11815643311|2
77846 _| . " 46 _| "
g by g ;
= 77| -1 = 77845 | .
2 i) " 2 0
2 . 2
5 5
.8 77845 ' .8 77845
g 5 [ 2 .
5 ., 5 £
= [ = 1]
77845 _| - 77845 |
o I 0
77844 _| 77844 |
5 5
. - , 070 011 012 013 014 015 016 017 @15 . 17 1 R
MET Drift Time (ms)
Save Feature Plots
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Shape Charge Color Based on Type of Feature
+1 LC-MS Features of matched clusters

+2
LC-MS Features from nearby cluster
+3 (hollow)

+4 Matched Cluster Centroid
+5 Nearby Unmatched Cluster Centroid

Selected mass tag Selected Mass Tag

LC-MS Features from nearby cluster

O® [xapmEO

Nearby mass tags

(hollow diamond) — nearby mass tag
unmatched

Tags and Clusters
23972
Nearby Clusters Lo 2974 |
0
ID Monoisotopic Mass NET Drift Time Charge Dai 23972 _| 23573 |
5 5
P 047 NET 7 23973 _|
9 23972 | = 0 000 ms
: ¢ ioa . 3 23972
& Adkad +7, 2 5 &
T 23972 Y i & =
% . L4 40PPM § 23972 | 40PPM
= = 0
[=3 [=]
= 72 = 23971
2 7 b
23971 _|
23572 ]
! 270 |
048 050 0.53 055 -50 25 0 25 50
NET Drift Time (ms)
Save Feature Plots
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I

Details about the proteins that this mass tag rolls into. Shown here is
multiple mass tags because the mass tag (peptide in this case) selected
has multiple conformations.

Selected Mass Tag Detail

Matched Proteins

Protein ID RefID Description Seguence

5555720 |2831 COB_HUMAN
5555720 |2831 COB_HUMAN
5555720 |2831 COB_HUMAN
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NATIONAL LABORATORY

MultiAlign
@ Global Statistics Plots (no AMT e
I

tag database)
Histogram of the number of Histogram of the cluster sizes
datasets represented by each (number of features per cluster)
cluster

Dataset Size Histogram Cluster Size Histogram

00 —f
&0 —
5000 500 —
P
§
100 —f
w0 —

000 wo —

.| -l -

Charge States

Histogram of charge states

41



MultiAlign

Global Statistics Plots (no AMT 7

Pacific Northwest

NATIONAL LABORATORY
hh- tag d at ab aS e) Proudly Operated by Battelle Since 1965
Histogram of the number of Histogram of the cluster sizes
datasets represented by each (number of features per cluster)
cluster
T 2| ]
Dataset Size Histogram Cluster Size Histogram
. -
i S T

Charge States Mass Tag Clusters

Histogram of charge states Histogram of mass tags that match to individual features (sum of cluster
sizes for clusters that match to a mass tag)
NOTE: The differences in the plots is from analyzing two

different datasets and the total number of datasets (150 42
for this slide vs. 3 for the previous)
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Datasets Plot View Pacific Northwest
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I

Allows the user to toggle
between dataset plot view and
data grid mode

Collapsed view of each dataset

= Multidlign - v5.0.0.31439 - 64-bit - skigned150-01.db3 [E=aro x| = MultiAlign - v5.0.0.31439 - 64-bit - sligned150-01db3

D Name Features Path Raw Path Database File Path ID Mame Features Path Raw Path Database |
62  atird_up0S_staclS_1 _lomsfeatures | | | | - 62 | atir_upl5_stacl5_1_lomsfeahures.

| 10 | atink_upl®_stach5_10_lcmseatures.
NET Residuals 0| atirk,_uplS staclS 100 lemsteaturss
attr_upl05_stacl5_101_lcmsfestures |
attr_upl5_slacl5_102_lcmsleatures |
tire_upls_stac0s_ 103 komsteatures

| i o - e 205 loc5, T Jomfetre
I

Features

Mass Emor NET Ermor Mass Residuals (scan) Mass Residuals (i

tir_upCS_stac(_105 msteatures
atrd,_upl3 _stacts {06 cmsteaiures
tirt_upl5_ctact_107_ res|
atink,_uptS_stac0S {08 lcmsteatures
atirb_u

NET Error Mass Residuals (scan) Mass Residuals (miz) NET Residuals 1 st ug

néalv

10 [atird_up0S_stactS_10_lcmsteatures | |

Features plS_staclS_11_lcmsfestures.

11 [atir_up5_stach_110_cmsteaiures

12 atr_upl5_siacl_111_Jersteatures
13 ot _uptS_siach®_112_lemsfeatures
———-— -~ p— 14 | atir_upl5_stacts_113_lcmsfeatures

Mass Enor

15 [atirb_upD5_stoc05_114 lemsleatures|

1 16 | atr_uplS_stacD5 118 emsteatures

e

4 atink,_upS_s1ac05_116_msteatures
tirk,_up5 _stacl5_117 _lcmsteatures
tr_uplS_stacts 118 msteatures
NET Enor Msss Residuals (scan) NET Residuals atirk,_upCS_s1ac8_118 cmateatures
—— tirk_upl5_stactl5_12 lomslestures.

(22 [3trb_uplh_stach’_120 lerstestures
73 2t_uplS_stacl_T21 lcmsfestures
) - [, - alirk_upt_siocl5_122 lemsfeatures

| 0 [attrb_upl5_stac05_100_icmsfeatures | |

Featres Mass

tire_upl5_stac0_ 123 kamsfsatures
tird_ up05 stach5 124 kmsteatures
tire,_upls stach 125 msteatures
st _upl5_ciocD5_126_msieatures
atirb_upiD5 stocDS_127_lemsfeatures
tire_upl5_s1ac0_120_lamsfsatures
31 atird_upl5_stact5,_ 128 lemsteatures,

e

1 Jatird_up05_stactS 101 lcrmsfeatures| I

s 82 32

Mas:

Features Mass Residuals (scan) Mass Residuals (m'z) NET Residuals

B
i
A
i
¢
i

atirb_up(5_stact
o - p—— a0 s
attr_up0S_stac0S 132 kemsfeatures|
attrib_upC5_stac0S 132 lcmafestures |
 atin_ug stac05_1_lcmsfeatures |
i gt sl 15 lesrs]

e
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I
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These plots are created from the high resolution images stored in the Plots
directory where the database was created.

Future feature will be to make these plots interactive
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LC-MS Feature Scatter plot NET vs. scan residuals

Mass error histogram

Mass vs. Scan Residuals

..... Mt Dy NET Erw Ve jacan

LCMSWarp alignment heatmap Mass (m/z) vs. scan residuals

NET error histogram
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Advanced View Pacific Northwest
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» This view allows you to
customize the application and
visualization defaults.

| » This view currently has a
minimal set of features
displayed.

@ Analysis loaded. Creating plots.
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