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Current Workflow Sound A',U;UJWCS

e Setup: Inject from the same well for multiple
charge states

e Review: Wells with multiple injections are marked
with
* Review each charge state using well pull down,

wells with multiple injections are labelled: well #-
Injection#

* Use keyboard arrow keys to switch between each
charge state result



Setup of Optimize for Charge States Ml 1

Sound Analytics

* Inject sample multiple times from the same well
* Set charge state for each optimization

£ LeadScape EERTER
File Edit Table Setup Queue Review Data Help
% Select Compounds Specify Experiment Specify Data Location
I Load From Text File [ Optimize Experiment Project Folder
Setup LS1_Optimize =[] Default [=]
Analyze
Compound Location File
ChUsers\Joe Janiszewski\Desktop\Import Text Files\ ChromaTune Experiment SubFolder _
Queue Master IS cocktail-bkI(withmass).tdt “none - E‘ E] = Submit Batch
Review
MS Tune Load File Batch Name
l Master IS cockta\\—bi@(wwthmass)
=
ChromaTune |
I Review Compaund 1D Compaund Mame Plate Code Plate Lacation Vial Position Peptide Charge State M Polarity a1 DP 03 Mass 1 CE|~ I
METES 1 bus buspiione 9 - M5 Plate 1 412 1 385512
I 2 bus buspirone 96 - MTS6 Plate 1 A12 2 385,512 I
Edit 3 bus buspirone 95 - MT96 Plate 1 412 3 305,512
I Databases 4 pio propranalal 9 - MTS6 Flate 1 4z 1 269,343 |
5 quin quinidine 96 - MT9E Flate 1 a3 1 ] 324417
l B quin quiniding 96 - MT96 Plate 1 Ad 2 324.41 TI |
I Status
<] |
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eview of Multi Injected Wells

* Wells sampled multiple times denoted with ‘ in plate diagram

Ml

Sound Analytics

 Well # menu lists injection number for wells injected multiple times

3 LeadScape
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File Edit Téble Setup Queue Review Data Help
. . . Compound Name || QuickTune « El Edit Result...
ED"'F‘””": }_Dt bus ;| Ion Intensity DP  EP  CE CXP
ompound Lof
Batch to Review MW 385,512 Juf I 86303 | 311E.7 | 3 | W | - | -
. Formula Q3 122071 1.3549E+6 30 10 55 15
Master IS cocktail-bkl(withmass) E Peptid o3 123078 66313E+5 0 10 55 15
Passed and Failed <] Monsisotopic Mass 0.000 Q3 150193 6.2667E+5 30 10 35 15
Charge State B Q238 SISTESS 0 10 B 15
well#| a1 [+ [ < Polarity Positive 03 266242 43492E¢5 30 10 35 15
v A2 Saturated Yes @ - : - i i
AL2-2 « PrecursorDrop 0 - @ - - - | -
A12-3 QuickTune + Invalic: Fragment Mass, Fragment Intensity, CE Intensity
. A2
QuickTune 34 Smooth lz‘ Normal E [/] Show Peaks Precursor ’K Sum Maxima E
3.56+7-—| 14E6
A3-2 386.30
3E+7- 1.2E+6-
2.5E+7-| 1E+6-|
2E+7 BE+5-|
156+7- BE+5- z
266.2
1E+7- 455
SE+5- ’@‘ 2E+5-| ;@‘
08+ e A ortorhee e | st
cps 37134 375 380 385 390 395 401 @MU [cps 50 75 100 125 150 175 200 225 250 275 300 325 350 375 4@
TG f\!E@ 1221 [~ 11 [~oas0a [N @2 [ e62 [ [~
AE+
4.3E+6-
1.2E+6-|
4.2E+6-|
1E+6
4.2E+6-|
8E+5
41E+6 35
41E+6- 6E+5+
AE+6-] 4E+5- *
4E+6- Tl 2E+5- |
CE;QEHS_UIZludluﬁbsluleluliulniulécléululu M‘v e wlv
P P 24 26 28 30 32 34 36 38 40 42 44 46 48 50 52 54 56 58 60 62 64 66 68 70 72 T4 76
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Proposed Peptide Workflow U

Sound Analytics

e Setup Tuning: Optimize Compound at each charge state

e Review MS Tune: Review Optimization results

e Setup Tuning: Based on Optimization batch, perform ChromaTune on each charge
state

* Review ChromaTune: Review ChromaTune response

* Review ChromaTune: Select Best tunes based on Opt and CT results

* Review ChromaTune: Selected Tunes are marked via the Tune Comment, e.g. [multiCS
frag=1,3]

* Setup Analyze: Retrieve best tune in Analyze Setup based on presence of [multiCS....]
in comment field in Optimization Record
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Optimize for each charge state 1

Sound Analytics

* Inject from the same well, choose a different charge state for each injection
* Make injections of the compound sequential to allow easy review of each injection

ol o

2 LeadScape

File Edit Table Setup Queue Review Data Help

% Select Compounds Specify Experiment Specify Data Location

Load From Text File

: = Qptimize Experiment Project Folder
Setup L51_Optimize =[] Default [=]
Analyze
Compoeund Location File

Ch\Users'\Joe Janiszewskit\Desktop\Import Text Files\ ChromaTune Experiment SubFolder .
Queue Master IS cocktail-bkl(withmass) bt Submit Batch
- nene - E‘ E] E

Review
MS Tune Load File Batch Mame
Master IS codctall—bbi(\mthmass]
=
ChromaTune

I Review Compound ID Compound Hame Plate Code Plate Location Vial Position Peptide Charge State M Polarity a1 DP Q3Mass 1 CE|=| l
| Analyze bus buspirone 56 - MT35 Plate 1 812 1 512
| 0

bus buspirone 96 - MT9E Plate 1 A2 385.612
bus buspirane 96 - MTI6 Plate 1 A12 385.512!
pro propranolol 96 - MT36 Plate 1 A2 259.343
quin quinidine 96 - MT9E Plate 1 43 324.417

quin quinidine 96 -MT36 Plate 1 A3 I 324.41 7|
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CT for each charge state il

Sound Analytics

* CT will optimize each charge state, if run independently of the MS Tune
* If the CT tune is linked to the MS Tune only the most recent data will be
used, which will be for a single charge state.

B LeadScape - m} X
File Edit Table Setup Queue Review Data Help

Setup Specify Experiment Specify Data Location
Load From Database |+

p . Optimize Experiment Project Folder
Setup e o ~ none- -
i BatchMame  |v| | 10712012 B To| 1092012 [E | Get none Default )
[ ] ~ ChromaTune Experiment
Queue e Most Recent Only romaTune : ngrlman SubFolder ST B
ChargeState03 multi o [ | e v

I o ] multiC5-02
5 Tiine multics-01 o Tee Batch Name
Review 2 Get Cenditions
ChromaTune

i Optlmlzed for 2 Review Compound D! Vial Posilion M Monoisotopic Mass Fomula Peptide o1 O3MassT | O3Mass? | Q3Mass3 | O3Massd | O3Mass5 | Q3MassE | O3Mass7 | 4]
Analyze > 1 TDRPSOOLR 2 1099573 1099572 TDRPSOAELR 436309 403346 175213 212198 159179 183243 4938964
Z . TDRPSOGLR 8 1033573 1099573 TDRPSOOLR GEO.IE0,  G50.342| 436305  &71.644)  B60532|  7R4B0Z 539474 403346
Charge States = 2 T -
L. . Databases
* Run 2 CT injections
with same formatting
. . H Status
as Optimization ]
[~}
4 [»
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Review CT Results o AI\[LLLIIIL w(‘;'é

* TBD
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Mark Selected Tune il

Sound Analytics

* Select Compound from the list

e Results table will be populated with the MS Tune and CT injection results

e Can sort by any of the table fields to help with selection

* Check Tunes to mark in the database

e Repeat for next compound

* When all compound have been evaluated press Mark Entries to commit the
changes to the database.

B Mark Tune Results I @

Buspirone E‘

Sortby: | Charge State |Z|

Ihclude  Charge State Fragment #1703 Intensity | Peak Area | Peak Height Drate -
1 | W | 1 142201221 967E+06  1.11E+07 7.09E+06 10/3/2018 4:58:16 PM N Wl
2 il 1 2| 423.04951 4F3E+06| 308E+06| 3.93E+06| 10/3/2018 4:58:20 PM
3 2 1) 423.0481.1 4R4E+06) 481E+06  F.09E+06 10/3/2018 4:58:25 PM
B2
4] [»

I Mark Entries I Cancel

| 1 A
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Retrieve Selected Tune

entries.

using the marked Charge State/Fragment entries.

B LeadScape

File Edit Table Setup Queue Review Data Help
= Select Compounds

Impert Text File

= Text File

Filters Most Recent
Load File

Get Conditions

ChromaTune

Compound ID (3 Mass

1 TDRPSQOLR

Edit
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¥ LeadScape

File Edit Table Setup Queue Review Data

Help

Select Compounds Setup Sampling

Setup
Tuning Import Text File
e Template

B TestPeptide

Filters Most Recent

Queue

i

Review Load File

Cassetting...
Get Conditions

Review

ChromaTune

=re
File

Table View

review Batch

Edit Table Help

Methods

Specify Data Location

Project

TDRPSQOLR.dam|

Plate View ~Methods

([T

Sound Analytics

Analyze Setup will retrieve the tune based on the marked
If marked tunes exist Analyze Setup will create batches

If no marked tunes exist the method building will work as
in the current version of LeadScape.

Warnings and Errors

Method Information

Method Name | TDRPSQOLR.dam f

Starter Method | C:\Analyst Data'\Projects\Default\Acquisition Metheds\Starter§500.dam

Compounds | Compound|D Compound Lot 1S Index

TDRPSQQLR -1
TDRPSQOLR
TDRPSCQOLR

-1
-1
TDRPSCQOLR -1

Conditions | Polarity

560.2
560.2
5511
5511

4362
660.5
403.3
212.2

Positive
Positive
Positive
Positive

Default

SubFolder

Batch Mame
Demo

Preview

Start Group

# Groups

Batch

0f
o)

Review
Analyze |

01 Mass

HE0LTE]

03 Mass

EE DF
55034

ES

Polarity
Positive

Compound D
TORPSAALR

Gioup Name
15

Edit
Databases

el
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Test Date/Time
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About il

Sound Analytics

* Version 1.0 — 3 October 2018
e Created by Wayne Lootsma
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