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Achieve better insights on
biotransformation and impurities

ooooooooooooooo



Accurate and flexible workflow

Potential Metabolites: 103 of 103 Peaks

Acquire LC-HRMS/MS data
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Molecule Profiler software

Identify potential metabolite based on TOF-MS

Report  PeakiD Name Formula Neutral Mass  Average Mass miz Charge
1 M16-3  5(n-2) [M-6H)S- C206H30INSE0113P15515 533513 633930 10848474 £
2 M27-3  Desulfurizalion [M-TH|T- C2HHIMONS10129P17516 TI06.29 THOSS 1M4TT0 T
3 Ma-3  5in-3) [M-6H)S- CIISH2EINS1010TP14514 5932.08 593587 WTETH &
4 MIE-2  5(n-2) M-THYT- C205H30INSE0113P15515 633514 63892 WaNN 7
5 Pasent [M-BHJ5- C2HHMONSI0125PITSIT 22 TI2695 9T 4
§ M23-1  Di-Dx izabion [M-3HJS- HP7S15 T080.32 TO9505 SR 4
T Parent [M-9H]3- C2I4HMONS10128P1TSIT nz2s TI2TA3 7903580 9
8 M23  5n-3) [M-BHJS- C155H28INS10107P14514 593207 5893585 7405014 B
9 M27-1  Desult [M-10H] 10- c 2P17516 T106.30 Ti096 TO9E23 10
10 MIE  5in-2) M-GH- C206HIINSEO N IPIES1S 633515 631920 7028084 9
n M4 5(n-3) [M-SHP- C1G5H2BINS1010TP14514 5932.08 503589 eNM 9
12 MiE-1 5(n-2) [M-10H]10- C206H3I0INSEO1IP15515 533513 633921 6325059 -10
13 M27  DesulfurizaBion [M-3- C2HHMONS10129P1TS16 TI06.31 THO84 TEBSEM 49
14 Pagent [M-TH]7- C2HHMONS10125PITSIT nax TI2T02 1164631 T
15 Pasent [M-3H]S- C2HHMONS10128P1TSIT ki Frkil TI2TOT 70361 9
16 Parent [M-BH]2- C2HHONS10128P17SIT naa TI2699 f2TT0 B
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7 Groups of 27 Potential Metabolite Peak

Formula

C234H340NE10128P1TSIT
CZMHIONG10129P1TS 18
CZHH3ZINSS0120P16518
C195H283NS1010TP14514
C205H301NSE013P1S515
C195H283N510108P 14513
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Analog Integratio... [
Meutral Mass  Charge
712230 From -6 To-10
T106.31 From -5 To -10
672821 From -5 To -10
583208 From 5 To -9
5335.14 From -6 To-10
5916.07 From -7 To -8
B712.19 From 5 To -9

Group charge states for relative

quantification

Molecule Profiler software delivers
highly accurate and flexible workflows
for determining impurities and
biotransformations for a wide variety
of therapeutic molecules.

Interpretation |Deisotope || Options... || Apply Remove Selected neutral formula: C195H283N510107P14514
-TOF MS/MS of 858.1, background subtracted
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Assigned: 25 of 884 peaks, MSMS Peak Area Assigned: 23.9%, Sequence Coverage: 15 of 15 consecutive residues
Fragments: 25 of 25 Proposed Formulae n
Maszs Ermror Intensity -
Use (miz) Sequence lon Charge 1 ) (cps)

v 1 1

2 v 285.0205 mo5SmeC* .C-5H-5N-30PS/ d1-B 1 07 4.0

3 ' 340.1267 moG y1 1 12 155.2

4 v 379.0900 moG*moG y2 2 72 1655.5

5 + 382.0678 # moSmeC* LTHPSO/ {wh)5 - H2O 1 -23 17473

6 vy 393.0531 /f moT* LHPSO/ (wh)2-H20 1 11 45819

7 + 4020643 # moA" FHPSO/ (wh)s - H2O 1 00 23383

8 + 418.0580 & moG* HPSO/ (wb)11-H20 1 -29 14300

] 4 514.7685 moSmeC moT moG meG ¥4 3 56 4130

Assign metabolite structures based on automated fragment

ion assignment




ndex ppm
Average Mass mZ Charge Pcak |

Confidence through MS/MS B e eees | sos7ss 10098293 8 33
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. T
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Many impurities and biotransformations result in isoelemental

species that an MS-only workflow just cannot solve.

Molecule Profiler incorporates UV, MS and MS/MS information
to provide clear and unambiguous results that give you
complete confidence.

— @ -TOF MS at 2.70 min
@ Isotopic distribution estim

Intensity, cps

Use a variety of tools for identification Easily customize your search tolerances to match
at the MS level including mass MS/MS fragment spectra against in-silico generated

accuracy and isotope ratio matching. full-length, impurity or metabolite spectra.
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Confidence through MS/MS

Potential Metabolites: 16 of 16 peaks Update Table Update Results and Close | Cancel Interpretation Deisotope Opnms Apply "Remove Selected neutral formula: C234H340N610128P17517 &

Pea.k ID". Name -. .Formula gm'x wrn i .R.T. (min} i Peak Area : I% Area 1 % Score $ ..lnalog - Peak .lrea‘ .Anaiog - '»"-Ireaul Arralf -TOF MS/MS of 720.4, ba round subtracted Enter Sequence m
Emnt | e e I e e L | | | F 3
Parent [M-10H]10- C194H247TNT00... 605 4966 0.0 580 203E+05 .7 7.96E+03 9 oo : . Mono. Mass: 7122.2763, m/z: 790.3568 (-9). Composition: C234H:
Parent [M-3H])3- C194H247TNT00... 20206551 56 579 2 23E+05 & B.TSE+03
Parent [M-6H)6- 219 7 1009.8293 -33 580 B.55SE+04 7 .7 25TE+03
e moA” moSmeC moT moT* moT*moSmeC  moA®

moT*meA*moA” meT* meG*mebmeC” moT" meG*meG

Parent [M-8H]E- C194H24TNTDO. .. 757.1208 24 580 1.1ME+05 4 36E+03
Parent [M-5H]S- C194H247NT00 1219944 51 579 134E+05 ; 5.25E+03 555,
Parent [M-4H}4- C194H24TNT00... 15152426 65 579 1.B4E+05 7.24E+03
Parent [M-TH]T- C194H24TNT00 8654217 59 580  526E+04 207E+03 zc-:-;
M3 S{nedA) [M4HM- C204H259NTS0... 15935116 593 1.14E+04 8 5556403 1000

M3-1  Sin=dA) [M-3H]3- C204H259NT50 2125.0185 593 1.90E+04 0

Intensity, cps

540.7475 545.5757 555.5875

540

Assigned: 47 of 3094 peaks, MSMS Peak Area Assigned: ence Coverage: 18 of 18 consecutive resid...

Fraaments: 47 of 47 Pronosed Formulae ﬂ

Mass Error Intensity
Use (miz) Sequence lon Charge (ppm)  (cps)

418.0582 /imoG* LHP... (wb)14-H20 1 23 6491.5

392.0696 // moSmeC* [.. (wb)2 - H20 1 23 8596.2

402.0652 / moA® [HP... (Wo)3-H20 1 23 167526
393.0546 //moT [HP.. (wh)5-H20 1 49 3507938

vy 1011.3764 moT*moSme... al3 5 55 4978
M/ 5651284 moT'moSme... a2-B I 39 1979

). M1 (fror " 3 : 16 | 680.1348 moT*moSme... a4-B 2 23 3545

mo5SmeC*

33 940.6926 moT"moSme... 2 5.4 1497.0
584.1126 moT*moSme...
1137.7234 moT*mo5Sme...
869.4973 moT*moSme...

765.1454 moT*moSme...

v
v
v
v
v
v

Time, min 1020.5254 moT"moSme...

Molecule Profiler software gives you the flexibility to incorporate UV, Easily switch between the results view and the interpretation view to get highly
MS or MS/MS data into your interrogation of metabolites or impurities. detailed information on your fragment ion spectra.
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Flexibility across molecule types

m nan
PouUNd name- ExampleOligo e

emical formula: C234H340N61012
2 : O128P 17517 Why have a separate piece of software for every type of molecule

2F. T a% 4" o » ) 3
y Positive (@) Negative you develop?

Molecule Profiler is a single software to provide insights about
biotransformations and impurities across molecular classes

Compound Details
including: therapeutic oligonucleotides, small molecule drugs,

sotope Pattern '- peptide therapeutics and even antibody-drug conjugates.
Is otope Pattern for C234H333N810 128P17S517 o/ s

00 -] 1016.8901

-~

- W

Compound Information Structure | Opmsuudure_ ICIear Compound Information Sequence

-~ -~

oV

Compound name: | Clozapine v | Compeund name: | Bivalirudin - FPRPGGGGNG DFEEIPEEYL

70
60

Chemical formula: C18H19N4C] Chemical formula: . C98H138N24033

Polarity: (@) Positive () Negative Polarity: ® Positive (O Negative

Compound Details Compound Details

Isotope Pattern [M+H]+ [M+2H]2+

Isotope Pattern for C18H20CINS
100 + m/z: 327131

32743M

Isotope Pattern

Isotope Pattern for C88H140M24033
100 q m/z: 1090.5002

10205002 | 1091.0016
1

90 1 80 4

Compound class: 80 4

Compound class:

70 1091.5030
— Jbier: = CAS number:
g 0] CAS number: g 0 num
T}“ 50 1 %‘ 50 4
- 3201347 Comments: 5 Comments:
g i) g E 401 1092.0044
140

30 4

204 201 5057
o 330.1373 10 :ofzsiojo?o
104 1 4 X
| 3311401 4 1101.0266
0 : E : : e :
320 330 340 1080 1080 1100

miz miz
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“etabolites

Controis
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MyOQligo Biotrans =0

Get to an answer, faster

MS ~

MyOligo Biotrans t=5

MS Sampt i Larger and more complex therapeutics like oligonucleotides

MyOligo Biotrans t=10 and peptides can produce very complex MS/MS data.

The powerful MS/MS engine in Molecule Profiler can reduce

B— Default " the time to an answer from days down to hours.
MyOligo Biotrans (=15 n_ P

a_ Detault ' Easily build processing queues with the ability to choose

MyOligo Biotrans =20 multiple processing methods and controls. Each result

analysis can be completed in just a few minutes.

MyOligo Biotrans =25

MyOhgo Biotrans =30

6 | Molecule Profiler software



Integrated for ease

7

Having many different software products generally requires
you to jump around from app to app.

Molecule Profiler is fully integrated as part of SCIEX OS, and
has the same look and feel. Easily multitask with other functions
in SCIEX OS. And, there is no need to move data around.

Molecule Profiler software is an application within SCIEX OS
software. There is no need to move data files around since
all acquired data are easily accessible within the SCIEX OS
framework between different applications. It is also easy to
navigate between the impurity and metabolite discovery
functions of Molecule Profiler to the highly customizable
quantitative
workflows of
Analytics.

QO SCIEX OS

A

Explorer

;’;’ Analytics

~ olecule =
MS Method S Ly

| Molecule Profiler software

Acquisition Processing Management

Audit Trail

15 Groups of 56 Potential Metabolite Pea @ Assignid

Plot Peak ID Name Neutral Mass R.T. (min) Count Charge MS Ar

Parent 6065.03 5.80 32 From-3To-10
2 G ndT@(213) . S097 567 6 Fom3Tod _;[’—’|
G3 3in4) 484582 512 3 From-3To-4

Correlation Details

@ Ready

Projects

O O

In Root C:\SCIEX OS Data

Queue

Devices
X500 QTOF

(simulation)
MS Check

Direct Control

©

Equilibrate



Complete coverage

Oligonucleotides, peptides and small molecules
can have an enormous number of impurities
and biotransformations.

Molecule Profiler has off-the-shelf libraries for
oligonucleotides, peptides and small molecules
with thousands of entries targeted to your
molecule type.

SCIEX has also worked with our partners at IDT
to create a comprehensive library especially
for oligonucleotides. You can even create and
edit your own biotransformation libraries.

You can customize the peak finding algorithm
and library search algorithms to optimize
your search for a particular molecule or
molecule class.

| Molecule Profiler software
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Delete

Sequence
mTomsmc.mOA. mo5S

moT*moG*moSmeC” moT”

meC*moT " moT” moT”
moG moG

moSmeCT*moA”

. Comprehensre
ons selected: 83

*Swo

#G+Swo

*Swo
OSbo

"®Asswo
*Swo

.......

-167 0266
-151 0494
~-1S1 0317
-149 0160
-142 0202
-141.0381
-135 0525
~133 0383

~133 0214
~128 00435
-127 0205
-126 0230
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ZenoTOF 7600 system TripleTOF 6600+ system

This mass spectrometer gives richer, more comprehensive data with This high-performance accurate mass solution offers a combination

new innovations that have never been seen in an accurate mass system. of qualitative and quantitative analysis and advanced workflow capabilities.
EAD fragmentation and the Zeno trap pave the way for precise and Optimized for large-scale quantitative mass spectrometry, the TripleTOF
accurate MS and MS/MS data. 6600+ system offers sensitive and robust performance.
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https://sciex.com/products/mass-spectrometers/qtof-systems/zenotof-7600-system
https://sciex.com/products/mass-spectrometers/qtof-systems/tripletof-systems/tripletof-6600plus-system
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Achieve better insights on
biotransformation and impurities

Learn more about what Molecule Profiler
Software can do for you!

SCIEX

The Power of Precision

SCIEX Now support network

Increase your confidence with compliance
services to help you safeguard your data,
confirm data integrity and ensure system

modifications can be traced.

We register you to SCIEX Now Online,
Onboarding enroll you in your SCIEX University
learning path and send you a
welcome email.

Data
integrity

pally Workf,

\ /

SCIEX lab enhancement services apply Lab SCIEX
a holistic approach to your lab to enhancement University
increase productivity and reduce services training

system downtime.

Best-in-class content and personalized
learning paths—delivered using the
latest memory science techniques.

Our knowledge base and community help
you move your science forward and find the
answers you need from SCIEX experts as
well as your peers.

Whatever your challenge, the SCIEX support
team is here to help you achieve your
scientific goals quickly and efficiently.

Self-help Workflow
resources support

Start your path to success now: sciex.com/sciexnow

International Sales
For our offic cations ple

RUO-M



https://sciex.com/
https://sciex.com/about-us/contact-us
https://sciex.com/products/software/molecule-profiler-software
https://sciex.com/products/software/molecule-profiler-software
https://sciex.com/support

