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New Biotransformation CH3} & X7 & &I L|C}.
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Biotransformations Ci{ 3} A Xt7F & &I L|Ct,
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7. (MEi AFgH) Name, Description 2! Comments Z = 0j A
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Single biotransformation2 = 2/%'L|C}. | Combined biotransformation=2 = 2|2 L|
CF.
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1. Workflow Il 20| X| Processing ParametersS £ 2! &tL|C}.
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Predicted metabolites

« Small molecule: 0| &1 2|&5S
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Generic peak finding
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ZAAMSHLICEH Apply mass defect filter &=== Apply charge state
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Generic Parameters
© © . .

Small Molecules Peptides Oligonucleotides ADC

Biotransformations & Biotransformations & Biotransformations & Biotransformations &

Chromatographic Chromatographic Chromatographic Chromatographic
Data B! Data ! Data & Data &t
MS Parameters & MS Parameters & MS Parameters & MS Parameters &t
MS/MS Parameters  MS/MS Parameters MS/MS Parameters MS/MS Parameters
EH EH EH EH
[=] [=] [=] [=]

Formula Prediction B Confirmation Scoring Confirmation Scoring Formula Prediction &

(&EA 2 ADC %*H*) = = (22X % ADC &)
Confirmation Scoring Confirmation Scoring
EH EH
[=] [=]

Biotransformations &4

O Al A K| LY #1228 Eajot K| L #2t MES A @it 2EEYojo) < 0)2 H
o€l M| Lf IS M E7F E3te|of U LICE ALAE XIH K| Lf ¥zt M ES WA 5t210 A
M LY BISEHE AN MHS HESHIAL,

TRTIEES T

SelectSet | GllO|E{H| 0|20 K] X{2[0f ALSE CHE AA| Lf #2t ES MEBILICE

0| FMZ MEISI™H "The selected biotransformation set
might no longer exist in the biostransformations
database."2t= 107}t -‘iiA| = = JAELICE O] E2Xl= M ENSH X LK
Hat MEZE X[ oj7) M Do ML /A7 W0l gL Ct
Blotransformatlons 7“0* OE'O“OHH WA LY Hat MEO| Cot =5 HA At
o2 X2| oj7 H= f°'01| INPSE=PNEE= By

ME= WA L Hat M EE AHESHO] XX 2[5t H OKE —S“g.s.i
Biotransformations CH3} At X}0j|A] CancelS = 2/t L|Ct.
o2 A A W st EZ YO|O|ESI2{H CHE 2 -’F—%&ﬁ'*l

1. OKEZ ZHgLICt.
2. 4H L Bzt MES HERLC

"If you select this new biotransformation set, you
might not be able to re-select the existing set.
Do you want to continue?"2t= HA|X|Z7F EA|E LICH

3. OKE Z&gtL|LC}.
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Chromatographic Data &/

i 7 2= 29

Chromatographic Peak

Retention time | &% CHAIE S HM5HY| ?lot HEE AlZF RIS X|ZLICH RT(HF
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TOF MS

Minimum peak |[Z0| 0| ZfECt A2 A2 0rEd2)E T|3 E X gL Ct

width Zo mas maslE D 2te o W AEBLIC

Molecule Profiler 2= E 9| 0f DI EQ0] AHE X} CHLEA]
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XNe|

s
0z
x

TR

M
=49

Minimum peak
intensity

FO|ZI TOF MS 2= +=FEECH ¥2 A20IE0E T3 & 12 oo
A ®| A ek .

L O|=7F plot A20E DY HO|H 7t US U AFERL|C 0| = =
= HE 2o AA2fE 2SI Lo|= 2t 7580l =2 LA E A
2o = AELLL

Molecule Profiler AZEQ|0| £ HO| 2T EQ|0{(0: SCIEX OS2
Explorer 2t &1 & %)0i| A G| O|E S XMelst7| ©of| I3 52 ZASHY Al
Q. At B E O[30 Yt B2 AFESI0] 2|4 I3 = A AkbghL|CH

H

TOF MS EE= IDA HE0| & E 22| 172 QEO|E W7ol 22
50cps *E"Io*ol &L o

Use smoothing

L O|= Ljo| Z4e HMES A72H0] 0| =0t 3= FHBfLCt,
F A=0tE 12T GO|E{ 7 S I MEELICE

O 2 2|1 7S E0|E YIS =20 HZELICH

Sample-control |MS MZ X X7 AZ0OIEIMZ FHLALCEL NHE25ls ¢ 2ZES)
offset o7t & =TS WED Hlwdt7| Foj o| 5L C.
Sample/control |MZ L3 7} HAIEE 7t E|2{ T CHA 7 0F H[ S0 3 HY & 7{Of St=
ratio INIPAESE=Igu
TOF MS/MS
Minimum peak |[O| Ofi7f #s=&= MS/MS T3 &7| Z102|F0| M SWATH &= HIO|HE
intensity Xe|g mEk AL EL|CH IDA HIO|HE Xe|g M= Of Oh7f H==7t AL
oI X| &L CE
FO{Z TOF MS/MS Z & +EEL 2 A20tEO T T35 12 Cf
20l KA 2L CF
0|7} 43t 32 0HE J2f ) B|0|Ef 7} 1S 1f ALBTILICH 0| % 4
T HE 9o YAZS d785HH L0o|= 74_'f°' 75’40l =2 O[3E A
2 = ASLH L
Analog data

Wavelength (UV
only)

HAH iAtES 2ole I AFE Y Thg S MEfRtLC)

= — 1

Time offset  |MS % Of= 21 S 20t 125 GO|E|= HSILIC}, Ka|ote Sof &

from MS ZEQO{7F Ot =1 HIO|HE Ms H|O[E{ e H| 37| Fof 0| S gL L,
Zn:Ms Y otgd21 A=0rE12fH H|O|HE Analog Interpretatlon Xt
g 39 OﬂA‘l M= XNElote §Ee == ASLICH XtMet YE= HEE
AMZE QTN BHZA MME RRSIAMAL,

SIZEQ O AFEA} QLA Molecule Profiler 22X E 2| 0f

RUO-IDV-05-12707-KR-A 41141




M| gy 4y

=™ 2|k= T3 A= B2 0| o) HE

Oy 7 = 49
LC peak 2|kl= |3 7F GotLt 2-SHA S El=A] 2™ LT o] o7 #==
separation = 7olot H 0| Y= A=0tEO) T LL|ELE Xelgct.

o '—*71| 23eL L}
VS

width

o 2 e XM 122 Shiie] A2 7Fetx ¥a HHEEO
2 03g 5 ASLCH
Minimum peak |Z0| 0| ZtECt 22 A Z0tE 2 E D3 E N 2|2 Ct

intensity LICF.

Minimum peak |FO{T Ze +ZTHL X2 A20E0HE T35 08 YoM HAHY

O EH**' HIO[E{ 7} AS U AHEEHLIL}. =0 = &
12| A ZUE 25 L0|= 21t 7t580| =2 T3AE A
|

Use smoothing | =O|= 2| Z & HES MAH5tY L0|=e} I3
L O|=7} Mot AZ0LE 2 H|O|E 7t QS WY

offset 07} R E =2 MED} H|WS5H7| M

Sample-control |MS MZ X X7 AZ0OIEIMZ FHLYLCEL HE25te S 2ZES)
C o ol =2

MS Parameters

EH
=
of 74 1 =

m/z Tolerance

peak intensity | & A gt 0|2t Z = E JHEl MS
7

MS m/z MS AHEHO|A T2 E Z7FsH7| |t HRIE K- eL . O| He| LY

tolerance DE HE25ILte| nF a2 7HFELICH A& A0 -%'EI' o337t &
N A2 2 2t e T30 B =7t XHE 58 2Kt LHo
QO{OF BFL| LY,
Ol O§7H =& 717|2] m7 HEfO 2 TS BH&LICEH +3ppm O|LHOf| A
WHE 7|7|0] AL TOF MS £ IDA HE0| Zat= 22| w28 et
O|E gtHof = 10ppm O] & ”E! L|C}.

Minimum MS  |MS I3 Z =0 Ot XA~ AHER QA IS X ESLICH X HE AHE

Z o3& 12 cHe oM XA L Lt

Isotope Pattern Tolerances

Molecule Profiler 2= E g||0f
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PSFEAI g s s
Of 7 == 49
MS m/z ALE 2] &9 A4 DH ML= 58 XE X|HYLICH 59 A
tolerance m/z LM 10| O] 31 At L{Of = I AT YK S Fo =2 ZHFE L
Ct.
TOF MS EE= IDA 0| 2ot El S2| 1732 LEI0|E Yol 32
10mDa %t0| HZE & LT}
Intensity Compound-Specific Parameters2| Isotope Pattern B{0f| H2| &l &% &4
tolerance Z0f CHSE ML &8 @XHE XYL L LX|St= A2 7HF5t2H

F Oj3°| Z& H[E0| 0| 51§ 2K Li2| O & H| &1t ZO0FOF BfL|Cf,

window (m/z)

TOF MS AH0| ZotE 22| FE2QE0|E Bl A2 20% 40| #
XEIL|C}
(@~ .

Minimum Score | (22| 172 2EHO|= &) CHAIZOf| CHsH 2EE 59 JA I EHZ O
o 59 A OfEotH[ DS I AR S XA UX| 8 AH(HMEE)E X
HSHLICE 0%2] 222 A|ZISH O, 2l E 7t A S M A= b
Zostitg 42 s2l= A0l E5 LTt

Limits

Maximum A CHAIZ 2 A E 5= Qs O 7| X 2 D30 AT =5 METtL

number of Ct.

unexpected _ N — "

metabolites | O] SES g m|3 #7|2 Alwel & 9 Ar) 3 0 A2 FU
Ch YEH O3 #7|= o= CiALE T3 27|t &= HESLICL O E =
o S8t ME0 CHol o 22 X L Hat M EE MEISIH of 7| K] &2
Z|Cf CHAL=E =7t HOIX|E2 O] 42 £2{0F Lt YEtHo= 37
== 2|1 RSYEO|E HEL] ZF 10022 5= A0| 5
LICH O S&e ME2| 42 0| 2f2 =2{0F Lt

Mass range A CHAIZ S 27| 2ot 23 HE NioterL|Ct

Generic LC/MS Peak Finding

Perform
background
subtraction

BiZ ZAHS $3SX| O£ X YBILICE LOMS L2O0LE 10| A B
ez 0

—
A=
TT'__OI _;.,I__

Available Adducts(& 2 At &)

Compound Information IS0l H2| =l M5t HR|E 7|BtC 2 K| E|= ZE B/ 55 ¢
L|Ct,
Use SIS dM0| ZX| 2 E LIEFHLICH

SZEQO ALER} QLA
RUO-IDV-05-12707-KR-A
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Oy 7 = H4Y
__adduct(s) (817] &) Available Adducts H|O|=2| Use EOAM MEHE RI1Z9[ &=
selected £ LIEFRL|CE

Advanced lon Types(ADC, HEIO|E X 22|11 722 2EI0| = &)

Use O|l2S AMO| Z=aeXx| R E LIEFEL|CH
__adduct(s) (27| -8) Advanced lon Types H|O|=2| Use ZO| A MEHSE O| 29| =
selected £ LIEFRL|CF

MS/MS Parameters &

oH7H 4

M
=3

MS/MS Finding

MS/MS m/z MS/MS AHE RO D3 E Z27EsH7| fI2 HRE K™ LT MS/MS

tolerance m/z 518 A= SlY = MK D327 HAHA CHAtE 2 22 = Q
EE MS/MS AHEHO|AM Y= CHE I3 7} Compound Specific
Parameters2| Product lons and Neutral Losses B0 X| &=l MEHZ| CHH
=38 &4 gt LX|[6|0of 5= 5|8 ALY Lt
TOF MS/MS = IDA 20| ZotEl 22|02 QEIO|E Bl F2
10mDa Z}O| '7147“5.:.' L|CF.

Minimum XHE AHER QAL OS] ZEE 7HEl MS/MS |3 E 18] CH0f

MS/MS peak M H74gtuct

ntensity AT EO| 0| X £50| 2} 242 B

MS/MS Isotope Finding

MS/MS m/z MS/MS AHE 0| A T3 E Z27d3H7| fIot HYE X[GeHL Tt MS/MS
tolerance AHEHO| O3 7t LKX|SH= ZdEE =R £ 59 A 0|3 7te
S E* XtO|7} O] &8 2Kt LHO| Of &+ X}O|2f ZHOFOF BFL|Ct,
MS/MS m/z 518 @Xt= MEis 59 |4 T H(SWATHEE o) o|3 &t
7| M2fo 2 SWATH &5 HIO|HE Ma2|& [If AFEE LTt
TOF MS/MS L= IDA AE0| Zatel 22| 072 QEIO|E B o H42
10mDa 410| # 7‘*5' =l L|C},
Molecule Profiler 2= E g 0f I ELQO] AFEX} OFLHA
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XNe|

s
0=
x

CPTIERS EE
Intensity Compound-Specific Parameters2| Product lons and Neutral Losses £ 0f|
tolerance U= MEiship Ao Ho|El HEiSH THH =A10] 39| 2l Z =0 Cet 4

O 58 @AE XYL CH EX|St= Ao 2 7+F 6+E1D4 FOo3oZr

H|Z20| 0| 5|8 X} Li2| 0f & H| 1t ZOtOof BfL|Ct, EESH O] O{7f H==

= I EHO| U2 ZtFE|= 7HE &2 52 LS oot o E 29
ZE 58 QA7 10%0|H HF o H 01| 70 = A 7 A2 59 ¥
2= 100%2 HO| =l I|39| 10% O|2+0[0{Of ghL|LC}.

Intensity tolerance= Mot 2| @A I EI(SWATHEH Sl S) I3 37|
Mo 2 SWATH &5 HIO|HE Me2|& I A+E & LT,

I—J

b

TOF MS/MS E+ IDA 20| Z2tEl 22| 72| QEIO|E BRo| 42
20% 40| HEE LI,

Source of Reference MS/MS Spectrum

Control A Beh2 0 Chet 7| & AHE S MEHBHL|CH ChYsh X O A AH
Sample Eds dHY 5+ ASLICL

Selected MENSE 7| & AT EYO| 7|2X o2 MEHE L|C}

reference s &2 Ee AEA MY 7|52 AHE2E [If Selected reference
spectrum spectrum S S ME{SE 20| E&LICH

MS/MS Spectrum

Use advanced
MS/MS filter

ZH= SWATH 25 H|O[EOf| 2t At EL|C} O] HE{O| AFEE|= €1
E2 MS/MS AHEHO| tHHZ SWATH &5 Hf|0|E 9| £7F Mo
=5t= O APREI PCVGE EE‘&W 20| 9| &K
omprehensive == Confident)Of| 2} M 4| 0f| ZHASHAH et
= CHEBE MS/MS A E 20 EA| S L|C

11— 0

;O" et U o
>

Similarity and Fr.

agment Interpretation

MS/MS m/z
tolerance

7|Z= MS/MS AHE- S THALZ 2] MS/MS AH E -1t H[W5L7| 9{8 &
2 Mote 5|8 QXS MEASHL|C} O Of7H E—’F'.: Interpretation E|O| =
of M EtHo| 2 E e ALEE LICH el BHEol AT Fete = A

Zl MS/MS m/z 518 X} LHOf| R{0{0F ThL|C},

TOF MS/MS L= IDA 20| LotE 22| FE2QEO|E Yo F2
10ppm %£0| & ”EI L|Cf.

OH

AL

Minimum
signal-to-noise
ratio

J|=I

7|Z& MS/MS NL*IE%.* = CHAFZ Sl MS/MS A EIE -t H| W SH7| 2sff &
K| = O|=0f Cish M=o X[ Hl2S MESLICE O] Oj7f M=
Interpretation E|O| S 0f|A] CHHO| St & U= AFEE L|CH SE=l THHO|
Mz Of LO|= HE2 N&E XA Az Of L0|= H|22 X1ts|{Oof gt
C}.

Fragment Interpretation Options(2~2X 3 HELO| = ghiH)

AT EQ O] AR AL QYA Molecule Profiler 22X E 2| 0f
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TR EE

Number of (

fragment peaks | 2 = 0f
selected for
assignment

Break aromatic |(2&EAt &) WokE o] YR E FL5t= 2 S BEULCHL

bonds to break

rings
Maximum (DAL ) oA MS/MS EHEZ et I ZO0{oF 2 X0 28 =&
number of X gL k.

bonds to break

Maximum (22X gy e Mms/MS THEZ Steket f Z0{oF & X|Ci Cc-C Z2¢
number of C-C |+& X|™giL|Ct

bonds to break

Fragment (EIEFO|= &) EHH RE S AaLICh 03] 988 Mg 4 A&
Types Ct.

Maximum (EIEIO|E &) HOojoF o |0 28 =& X|dgL|Ct.

[E=]

Break linkages |(HEIO|=
B Lo

Formula Prediction Ei(X~&2X

b=
>
o
o
0
12

Of7H &= 29

Search Constraints

Elements to

Elements from |2AZEQO{7F XA CHAIZSOf Ciot =AM S NCHSH= O AFE S AlEF &
28 X|dgLCt,

Isotope Pattern Toleran

ces

MS m/z AT EQO7L KQt=l =420 CHSH O|ZH o2 0| FE &9 ®fA IHEHS

tolerance ARSHS O Of7ff M= CHALZ S| &9 fl4 fEI Hjng I 59 /A
to] {8 x| = & X}0|E NiohgtL LY.

Intensity AT ELQO7} NQHEl =410 CHsl O|2EXM O 2 0| FEl ¢ A IfEHZS

tolerance AESHS O g2 THALZ S| &9 R4 IfEIN H| DS I {85 & &% &
2 O3 Z =0 XtO|E XohetL Tt

Ranking

Contribution Z1tof| X3 =40 MS AHEHZ J|EtO 2 SH=X| OfL|H MS/MS A&
HEZHZ 7|40 2 St=X| X|d gLt

weight MS/MS

Automatically |MS/MS 7I5X[0| 21 =52 H85ta{H MEigL(Ct

Molecule Profiler 2= E g0
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XMe| dg L

L|C}.

I

=

-

Al MS/MS =A0f| 25 HEE LTt

A3 MS/MS =410 25 HE& LTt

Z|CH X 2 CF 2 OFO}

YA A= 2| A ¢t

Rings and Double Bonds

Element Ratios
phosphorus
Oxygen/sulphur | K|
count

HIEES
RDB from
RDB to
Oxygen/
count

Confirmation Scoring &/

of 74 =

=
EEE

H#o| ZL Isotope pattern2| 72 100, Ct

=13
=]

| EIO|E

X[ LtEFE L Ct.

=
—

P

22| D722 2EO|= HIO|E 2| &

HIH =< tAE =
<)

(= AF ) CiAL
= M2d tAr= 2

=1
2!

cg
Lict.

EtO|
OF A
[ =]

AL

g
=]
[ X|

g2 ADC,
=
o

HAROf) A}

0
A
M

[SgnE
ol =
—

(A%t 9 ADC ) ChAZ 0 2 A
QUEX| OfEE LIEPYLICE O] £40

LHEFE LT Of Of 74

=

=
L|Ct. Zf 1000| HZHE L|C,

oj%

|
3

UN
e
o
=

EtO| = &) CHAEOf Of &
=

=2

o

of 7

Mass defect

Isotope pattern

47141
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PSI= I
of 7 == A4
MS/MS MS/MS AHIEZO0| 7|&E AHE HO| LOtLt 7H7h2 K| LIEFLICH O] &
Q2 7|FE AHEYHZ MEY = U= ZB202 HEEL|CY,
MS/MS = LS4 22 F 7HX| 242 g & L
- EZ.AHEH NI E HIE LO|=Qt FHSI= 5o M QL|Ct
s AN AZEQO = LT MA L HBE 7|8 2 O|5Tt 4 0]
22 Z35I0 MS/MS AHEZO0| 7|FE AHE | YOtLt 772 K|
A AbstL| Tt

1: TOF MS HO[H 2t X2 T2 B2 O 07 5 022 27

Mass accuracy |ZZEl m/z 240

Total
confirmation
score

o2t |C}.

EhEd-E0ZE I EH 21

gtet=98 M2l o7 Hay

stet=9 N2 o7 Has N2 B etet=a0 met et = 28 LCH O 2 32 3tet
=49 07} H=E 22| gLt

Compound-Specific Parameters
© © N N
ADC

Catabolites &(22|11 Cleavage Metabolites

Small Molecules Oligonucleotides

Cleavage Metabolites Catabolites & (! EfO|

Peptides

H(2=A X ADC & L= ) 2o 2Eo[E &) Bi(AEX S ADC &
) =)
Mass Defect B(2=  Isotope Pattern & Isotope Pattern & Isotope Pattern &
N =)

Product lons and
Neutral Losses &

Isotope Pattern

Product lons and
Neutral Losses &

Product lons and
Neutral Losses &

Product lons and
Neutral Losses &

IH M ZE

Molecule Profiler 2= E g0
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Cleavage Metabolites B(2~=2 Xt X ADC 2 &)
2N otEEe MY 2 AIESS AL CHL AZEQO0M XA 2 CiAE 552
Wd5te{ ™ 0| F27F Zetk|0] RLO{OfF hLLCt.

Of 7 S 49

Potential Compound Cleavages

Maximum Z0{0F & Z|C} AT =5 XYLt

bonds to break

Break ring 2ol dfE Pt A= BEULC

bonds

Only break C-N |C-N Z&2t & LTt

bonds

Cleavages Potential Compound Cleavages HIO| 20X MElE 2H =5 LIEFHL
selected Ch 2ZEQO0M XS 2 A dE LT}

Catabolites B(E EtO| = HIHH)

DA st HME ZtEof 22 ML CH AZEQO0M FAE Zt=2 5K =l CH
A2 25S 452 T Lo HEO|E A[BATE ZEE|Of QOJOF L T,

Oy 7 = a9

Potential Hydrolytic Cleavages

Max. peptide |2 0{0F & %[0 HEIO|E A =& X[JgL|Ct

bonds to break

Max. cross- 20{0F & Z|CH WX} HA&A =& X|dgLCt.

links to break

Min. AA count [ZSHCHAIZ | Z|4 OHO| L4t =5 K| LICE

Catabolites (27| ML) Potential Hydrolytic Cleavages H|O| 2 0f| A| MEi =l 23} CHA}
selected 22| =8 LtEtd L T}

Catabolites (S 2| 17 22{| LELO| E 2 )

22X stEo HANH t=Es 222 ML CHL AZEQO0M A Zt=25H i Y
A2 252 45t ™ 0| HEO|E A|FATZE RO QLOJOF gFL| L.

Of 7 &4 49

Potential Hydrolytic Cleavages

Max. bonds to |=2| 1722 QE0|E HE2S MEtMEt BE = U= Z(0f 28 +=E X
break ML CHHPOs =4 E'?;*). 7| S R A0 ot HE =

Biotransformations & MM & ZSIMA|L

SIZERQOf AFEA} LA

RUO-IDV-05-12707-K
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Me| gy dd

o

oH 7} 4 EE

Min. HMHE 2oz R 7t 282 dd0t= Ol A8 E= 2 72
Nucleotides H EIO|IE =& X|FgL|Ct

Include LCtn+1 S22 AMEX| 2 E X8 LTt

terminus n+1

sequences

Include internal | & n—1 252 AMX| O£ E XL CE
n-1 sequences

Catabolites (217| &) Potential Hydrolytic Cleavages E|O| 20{| Al M EH =l 25 CHAL
selected 22| =8 LtEtY LT}

Mass Defect TH(A 2 Xt BHH
X A

O|24ot B =TSt 42X HES 24 W 8 S At Ol =30] 2 = A&
L|Ct.

RS oy

Mass Defect Filters

Filters selected e Z2& 2 HOo|S0| A MEtE A A& HHO| =& LIEf
HLICH 2ZEQO0|M A5 2 YL T

Filters

Parent 12X = MEfE L|CY.

Glucuronidation 12X o= ME E L|C.

Bis-Glucuronidation |28 o= ME g L|C.

Glutathione 2o = ME g L|C.

Sulphate JIg¥o= MEHEL|CH

Isotope Pattern &

EH
=
RS oy

Isotope Pattern |Isotopes HIO|=0f LI€ & HEQ| defjH HEHS EFL|C}.
(22|73 REFO|S W) XY Mo YEYOI M S2] 05722 2EHO]
COf| CHst 59| YA Emo| J|T 5SS 0| L|CH M| AEfE B
5t2{™ Compound InformationO|A| C}Z lon type= A EH g L|CY,

Molecule Profiler 2= E |0 AT EQI0] AHE X} QLY A
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Xe| dg L

L|Ct.

I

e
o
=

x o
&> 352 A3

A
T
O

2| 22 Q0|
9 23| 122 QE

EfO|lE & =
o HEO|E
S HESHIAIR,

iz ]|
H
S

o ="
OM TR
~ ofn B
K Kir ki
oﬂ Ho Ho
A <4 <
LR
r oF oF
KO Ho o

FLICH.

=

.

LICH 2=
o

39
| A& LT

8

X gel
2 HA|ELIL
=

o

XIC F=2 ¢lsl D&
=

=)

Chs + 9% S StLto A

o7
Enrichment

Isotopic

FLICE.

HAE ©—
[<)
=

O] 29| Z[2 YA &= F2
o] OOl A KA

0T
=0 361

to

Product lons and Neutral Losses &

Isotopes
Isotope Pattern
Intensity Cufoff
for Metabolite
XICs (%)
UHERS
Reference
MS/MS
Spectrum
Filters

m/z From
Charge state
From

Only show
product ions
above (%)

51141
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L|Ct.

F

IS
= =]

|0] 201 Z%

MM SE

b

o

el gy «
HIEES
Add product
ions, neutral
losses from
Phase Il
metabolites

-
o

J|d

Jo!

2IL{C}.

ol A

¥

=

=

O] BO{ ™ LY.
|CH otO| =

S LICt H|O]

¥

Al M E|

| 4 9l gHo ofol = ALt
o

SH=
H =

X7t =

== — |
=

E

O_I
S2ZEQOM A5 =

bl LI Tt

Break disulfide | 0| 2t

bonds
Max. AA count

o 7K
Protein
Sequence
Enzyme
Site of
conjugation
Type of
conjugation
Selected
fragments

= H %0

oA

~
(=]

| 2tA 80| ALE Xt |78 ofO
&8 A AERL K|

01
=4
= AFEALA|IE Orbf it i

of
|
Al_l-

e
x| 0
ofol

|t

HEE AEX
=ZotofiofF g

3

5
AL, AFE A} X[
<]

AFERE X7 oto| =

=
k=

Ml

PO AHE Xt QFLEA
RUO-IDV-05-12707-KR-A

E

1T

A
g
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Workflow Il '2 0| X| Processing Parameters.
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A1 otetE 210|220 A|RAE M2 =52 MEld =2 S L CH

3. HM3E= ZEo AHEX XY otd| it B 22| 0522 2EH| =2 Compound name=
A Bt L},

4. AHEXG XY o0 =4t EE= 22| 0F 22| 2EH0| =0 CHE Sequence B EE Y& eHL|Ct.
AEAE SILE O MO 55 59 AL E Zotslof g L|Ct

5. Chemical formula ZEZ Z2IstL|Ct

Chemical formula 2 =2t m/z £{0| AFEX} X|78 OFD| =t 2HEH HE 2 X{ A ELICH

Sl A2 A 20 @ oo 20| EA|ELICE HMZ Ot0| 22 7I2|7|H AL =l A XL XY
OtO| = At2| Symbol % Residue FormulaZt EA| & L|C}.

6. Compound-Specific Parameters > Isotope PatternS 2 2|3!L|C}.
Isotopic Enrichment Ef|O| £ 0| A ALE Xt X|7 otO[ L 4to| £H7| 2}SHAIO| Element 0| &
A|E| 11 1000| Enrichment % Z0f EA|E L|C}.

7. Z oo w2} Enrichment % 2fS =X ¢eL|C},

8. Save and CloseZ S &!tL|C}

AT EQ O] AR AL QYA Molecule Profiler 22X E 2| 0f
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Batch 2t ¥ 2 02 MZE LS SA|0| XME[St= O AHEELIL HiX| HIOl2S 322
2HSHALL 7|1 E BIX|E 712t HIOIES K2 & AS LI

1. HIXIE #3522 TH[SH2 B X 4d Mu 5 TIdgL(Ct

2. JIEHIXE ST HIX| 27| M S DAL

3. ZIEHIXIE 7t HiX| 7t 27| M4 S TS

vy
)

-
3]

=
it
2
0R
19 7
0zt
HL

Batch % &l G S ArE3H0] XM2|E ME X E g + ASLICE

Import

Pmumr'lfmm W' Apply Options.  Reselrs Fike

= ---= I

Compound Libeary -m
2 -
Botransformations -

Processing Parameters , =m w - | w [ [ 7 ]
oo | —
[ | sample.__| v o 7
= - Controls...
[ | somple._| v @ 7
: aET.

o
o
[ | somple | . o | o a
a

‘ o=

? e . 2 I
o=

Data Acquisition

Molecule Profiler 2= E |0 AT EQIO] AHE XL QLY A
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AR 21}

oY
1=

H

= H4Y
1 7 22, CE HE0| I3 &0 ASLCE
« Options: AFEX7} HiX|2F A E SM S X[FE 5= U= Batch
Processing Options L2t & AtS GL|CH XpM|eH 2= HiX| X2 &
M MEZ ERSHYA2.
+ New: HiX|E X &st2{™ S 2/¢tL|ICt Sample/Controls ZE0|| ME
O] =7hEl 202k AL 5= S LICE.
« Open: AFEXH7L H2f= 7| & HEX|E MERE == QU= Open Processing
Batch it & AHE GLICEH XpM|SH = HiX| 7| MM TSt
A2,
+ Import: AtE X7} 7t X2 Excel It 2 S ME4SH 2= Q1= Batch Importer
Ozt & AHE GLICH ApMS HE = HiX| 7F 7] MMH S TS A
Q.
« Save: ?Xf €& Ue HIX| THYS MASLCEL 7|E HES XIS &
HEE LI CF BIX] HE27F =& 202 Ag S = /S LI
« Save As: 21X @& U= HiX| IS KE L CF ARz HiA| oY
of \f O|E2 e = USLICH
2 Find Metabolites H£. B{X| X{2| & A|ZgL(C}
3 SamplelControIs &, Sample =2 AMEATL el MES MEiE = QU
= Select Data L3t &XHE EL|CL Controls HE2 AL X7} sfT O =
MEZ MEiE &= & Select Data CH2t AAHE GLICH MEY X|CH 574
o= MEZ MEE 5= S LT}
4 Folder E. Mz2| Oj7f ¥4 3 A7t MEE= 20 X 552 M3
LICE.
5 Processing Parameters &. 2t: MEZ X2|5t= O AHEE = A= KX
2| 0j7H Bl S5 2 MSSLICH MEISE Folder0] M El X 2| Of7 B~
OF MEHSH o= QS LICE
6 Apply Options &. 7| 2% 02 MEH E'—l C. O] €2 MEISHH Batch
Processing Options Ci 3t A X0 A MERSE 2 E Auto Assign X Report =
MO| HiX|o| HEN O WEN HEELICE O SHE A8E = US
L{C}.
- MEIGHRE 2Holgts ME FH 512 H Apply Options 2} 212H0[ 49 &
Sl e
- EEME &QIEto| MEZ F AL CH
- EF ME Z0letz et
AMet HE = Al K2l S8 A S HRSHYAIL.
A0 22152 QEH0|E YAZZ0||= Auto Assign SM0| X K|
or&L|C}
[kl =] .

SZEQO ALER} QLA
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AR 2 At

oY
1z

A

oot

EREE

7 Results File &. Z1} ot

o A-EAH X[ O S - LCE.

Hi X =4 X8

XS HE & Hi Al M2l 28 A S BXSHUAIL.
1. Workspace I & 0 A{ BatchE 2 &g L|C}.

Batch Xt} ®%0| Y@LICH.

2. OptionsE S LCH

Batch Processing Options CH3} A X}7F & & L|Ct
3. (AEXh HEO|E 8l ADC |2 EZ) Auto Assign B0 A CHSS S L|C}

- SHEEl= 2 SN =HQlES MENSHL|CH

o MEHSEZE S MO MHS 2h2 YL
4. Report B0 CHE S =ASL|CH

o S{EE|= 2 MO &QIES MEdSEL| T

o MEHSEZE ZMO| HHESH gf2 YES L O}
5. OKE S &LC}

HX| =490| B X|2F B4 M ZHE L Lt
X Me2| 54
=4 d4Y
Auto Assign
B As g S ME SEYLICE O FH2 "or" ZRACE ZtFEL|CH MEiSH Z
M & StLE O] &0 X|IHE 7|ES SFHOF &L Tt
. 22|01 532 QE0|E ME = Ata &Y SM0| MEEL|X| EELLCH
Assign Structures or MEHSE 29| 7| &2 SFSts HALE0| oiet A X E&=
Sequences AMEAE Mot LICH AFEE HIOIH 33 X X2| 0j7f B=(F,

A A EE HEO|E)0f h2f St & Lo
ooz M2 MEiE = EL|C)

Metabolites with peak | XIC L|3 HMO| X|HEl 4fZ X1I5H= CHAFZOf| CHeE ZEAHE
areas above (%) X EE AREAE ML
Metabolites with analog |OF2 =1 I3 HAEO| X[ & ¢t2 Z=1tot= CHAFZ O] CHe =AY
peak areas above (%) M X s ABEAE Mokt ot

Molecule Profiler 2= E g0
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AR 2 At

oY
1=

i
H

=M H
Metabolites with MS/MS |MS/MS EX 0| X|’d &l gt2 Z=1tdt= CHAIZ Of CHor ZHRfA
quality above ANAHAE HetehL o)

ARSYEO|E JAE R0 = 0| U0 HEEK| g5

L PIZ |
A
rir

Report

HA: 2N U2 M2 SEHYULICH Ol M2 "and" ZH2 2 ZHFELICEH MEgt 2=
FHO| X FE 7|ES S50 LT,

Report metabolites with | = L= A|E AT 2Het=l CHAFZ 0| CHSH Potential Metabolites

assigned structures or | H|O|=2| Report H0j| =2l HA|E FItgHL|CE

sequences

Report metabolites with | I3 HAO| X| Y=l 7+ Z1t5H= CHAFZ 0| CHSH Potential

peak areas above (%) | Metabolites E|0| =2| Report E0f &2 EA|S Z=7t8tL|Ct

Report metabolites with Ot 21 I3 HHO| X & 72 Z1t5t= CHAHS 0] CHl

analog peak areas Potential Metabolites E|O| 22| Report 0| = Ql EA|E F7}gt

above (%) L[C}.

Report metabolites with | &7} X|"Z &l 4= Z0t5t= CHALZ 0| CHSH Potential

scores above (%) Metabolites E|O| 22| Report S0 2l BEA|E F7t8tL|C.
AH Ad

Hif X| &

B0 ZF O M S| MEDE Me|g = USL|CH 2F WE0| CHs =T 5742 = MES

ﬁE—ﬂ'%—’F UAELCt DLt tfx WE2 M2|0f ZRIHK| RS T

1. Workspace I 20| | BatchE = 2! gL C}.
Batch 2t 0| S &L

11 O| MO MESHHIX| TS AMSIZ{H Open M-S MEHSHL|CH XHAISH HE = HiX|
Q7| MM S HESIMAIL
2. 28 +dslo MS MES F7tghL|Ct
a. HiX| EH|O|=2| & WA A2 7tsTt 0| A Sample= =218 L C
Select Data CH=t A& A7F S & L|C}

b. BrowseS EE¢t = HAESH &~ ZHE O|FE LI

=
c. Available ZE0|A 2t ME0| Zakel wiff It S TS MENSH 5 >>8 SEIBHL
Ct.
ME ME7} Selected Z =0 EA|E L|C}.
L

3. (UEf At OHES Aot Of2 2 WES FIteLIC]

AT EQ O] AR AL QYA Molecule Profiler 22X E 2| 0f
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TN 2R 2

El1 O} 21 [|0|E{ & 2 S35t 22 Use analog data 2 Q122 MEHSIH S MEZS F7}
¢t OFE 21 H|O|E 7t At S22 FIHE L|CE

a. HiX| HO[Z2| A HM AHE 7+STH WO M Use analog datas 2 2! ¢t LIC.

b. Analog Sample B& ¢L|Ct

c. BrowseE ZEot = MAESH AN EMHE O|STLICH

d. Available ZE0|A OfZ 21 M
M= x*wr Selected Z = Of| EA|E L|CY,

4. OKE Z=3fLCh
HY X| H|O| £ 0f| A{ M EiSH 32| Sample/Controls Z =0f
5. (ME A CHS 2 =350 MS CHE T2 7t L T
a. HiX| H|O|=2| & R A2 7tsot 0| A| Control2 228 L.
Select Data CH=} A& A7+ S & L|LCY,

o
b. BrowseZ 2%t =

e

SE7F M ™ LT

HEoh 22 ZHE O[S LI
c. Available ZE0|A CHEFO| el wiff It X FS MEISHS >>2 S2lgtLCt.
WE 7‘o*E7fSelected Zeof mAlEL O
d. Ch3 EHAE ALSH0 O 21 XS F7H5t7{LE OKE 22510 0] T3t 4 AHE
&L
6. (MEH At OHEE st Ot 2O =72 ettt
HY K| E|O| 22| X HRY AR 7}53t 30| A Use analog dataZ = 2I8tL|C}.

a
b. Analog Sample &=
c. BrowseE 220t = MASI AA EME O|FELIC
d. Available ZE0|AM OI2 21 MES MEITH 2 >>3 SESL|CL
ME 7‘327% Selected Z =
e. OKE Z&gtLLCt,
HiX| Ef|O|£0{| A MEHSH SHO| Sample/Controls 2 E0f| MZ M & 7F X &L C.
7. Folder 0AM X2| O§7f H=,of AN DU S XS EGE MEISHLICH

=
8. Processing Parameters 20| A| X2| Oj7f M= o US MEABHL|C

n

Sl M2 o7 B s 2
Save and Close% 2|50 7(1’8@ L|CF.

9. Results File €0 Z1tE X% ojQ 9

= 0
10. HYX|2| 2} 20j| CHSH 2CHA| ~ 9CHA| E Bh=gtL o,

. oK M2 g = Qe 2o A

>
rir
N
o
o
)

(S)
-
im|

A B8 Bl =]
o =2
o

|5 A= SASHY 20 E7Lt A x|et
SEE= Al 2 A

=
x97MNS BE

= 5 LCE XEA S
SHAA|2.

—

Molecule Profiler 2= E |0 AT EQI0] AHE X} QLY A
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oY
1=

A

1. HIX| HIO[SOM SAMe A5 MEfStL|Ct

2. ORA QE2Z B EZS ZEIst = Copy Batch RowS M E{SHL|C}
3. 20 @2 o iy &S Wyt

4. OIRA Q2% HEZ 2|5t T Paste Batch RowS M EHBHL|C}

HiXIS S8 M M2

oA
HL
0
mo
Rl
MHo
>
¥0
o>
r
n

1. HiX| HO|20|M X|Z l S MEASHL|CT,
2. OIRA QEZ HES ZEI3t = Clear Batch RowS MEHSHL|CY
MENSH °H01|*1 2= H|O|E{ 7} M| &l L.

A
Hif X| & 7
1. Workspace I 20| A BatchE 2 &g L|C}.
Batch & 0| E&L|LCt.
2. OpenS &g},
Open Processing Batch CH3} AFXt7F S & L|C,
HiX| oY S MEISH S OKE S22t
4. LCt3 5 SILHE s™gL L
o HiX|Zt 22 E 42 HIX| HE MNHE T
A

o HiX|7} 2tEE|X| B2 B HiX| 4 MM
HHX| 7HR @ 7

1.  Workspace IH 2 0| A| Batch

2. ImportE 2&/L|C},
Batch Importer CH2} & X}7 & &I L| L,

3. BrowseE = &/gfLILCt.
Open excel file Ci 2} &Y X7 S & LT

4. HHSExcel LtYS A0F MEHDHL|CY,

ﬂJ|ﬂl
E
o
r
n

£t Excel Y2 AT EQ|0{ 2t A HY Z &|= Of| X & Z 2l (BatchimportTemplate.xIsx)

= AFESH0] 4-g3lioF BfLIL 2 X5t 52

- O L=

C:\ProgramData\SCIEX\Molecule Profiler\Batch Import Templates &=

of &Z30] 2X|ELCt.

AT EQO] AR AL QYA Molecule Profiler 22X E 2| 0f
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7FH 2 Excel T} 22| 0|2 0] Target batch file ZE0| Y& L|CH Qo ZR 0| BEE
=7 = ASHL
6. L& & StLE gL ct

. MENSHExcel IS Molecule Profiler 2Z E Q0] HiX| 2 Hstsl 0 Batch 21 Y0
M HiX|E €2{™ Convert and OpenS 22/¢t = 7CHA & XA stL|C}
« EHSE Excel T2 S LHES 0| Batch 2 SH0AM € 4= U= Molecule Profiler 2ZE
5 =
=

20f HiX| 2 Het5t2{H ConvertE S 2|0t = 7CHA|
=
=

x| A35t2{™ CloseS S2gtL|CH

+ Convert and Open &M MEISI T Excel LMY M EESHE Z& M| 07 B
Y o)t E 7t SHHE X0 Y0 ASH HiX| H= M8 TIAgL(C)

+ Convert M2 MEISIT Excel THY UM HESHE 2= 2| Of7 B obQ)et
EG7t SHE 1Ko M0 A2 HiX| KHF M4 TIsHetL|Ct

+ Convert and Open &4 £ = Convert S8 & ME{S T 201 O35} &AL BA|Z|H 8

THAE gL,

112l 6-2 Confirmation L3} A X}

‘“1?:/‘ Confirmation

The method files are missing from the specified location. Do you
want to automatically create the required method files and folders?

£ 11: Method Generator= EEIO|E, Z2| 1 728 QEIO|E = ADC YIAEZ2t &
T AtES = Q& LT

T HAHYH
o oot IMIAZS =502 M52 H NoE 283 = 7IH 7|8 FATLICE N
2| HEE AA MM S RISHSHL|C},

Molecule Profiler 2= E |0 AT EQI0] AHE R} QLY A
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R 21}

oY
1=

H

12l 6-3 Method Generator CH 3} A X}

Method Generator ®

Source data folder Default v -

Parameter to copy
Compound structure folder f‘_';]

Reference MS/MS ® Sample Cantrol

10. Source data folder SE 0| A &3t ZEHE MEASIL|CT,
H

11. Parameters to copy S50 A MEoH S mtA-Z MEASHL|CE,

12. Compound structure folder Z= 2% 0| Z[| 00|22 a3t & XN 2| 07} B9
MM 27t =g E E0E X0F MEfgLCt,

13. CtS & SILIE =L Ct
o ME wiff IHYO|| 7|&= MS/MS7t Z8HEl AL
o O wiff IHYO| 7|& MS/MS7} Z

14. CreateS =2 otL|LC}.
M2| Of 7} B FEtEl Z2C7F MM T 0] Excel AZH EAEN X = QX0 MEEL
C}.

1 E
SISO},

15. Ltg & StLHE gL ot

=zo
= O =
2. CIEoYEOIES AF%OF@ Hi X| £ c'i
Save Processing Batch As CH3} & X7 & E

3. 17% Name= =3t = OKE S 2L}

Hi | A=

HYX[7F Z=H| =2 X[ S40] X8 &l = HO[E XM2|E <3l BiX| 7} X =& L Ct.

AT EQ O] AR AL QYA Molecule Profiler 22X E 2| 0f
RUO-IDV-05-12707-KR-A 61/141



HN: 220 F XIS MEctr| Hof 2t ME0 sk X2] o7 #4838 = ASL
Cf.
1. (ME AME) ME2 X2l o7 Ha-5 22| Ct2S gL Ch
a. e ME0| ZEE WS MEISH S Processing Parameters ZE @ 2Z 0] =P
= H .
MEiSH MEDF 2HAE M| 0j7f H=7F BA|E L CH
b. Q% LE

2. Save AsE Z2i¢t

t
Save Processing Batch As CH3} A X} 74 S &I L|Ct,

4. Find MetabolitesE Z2/3fL|
HYX| &M 2| 7k A|=HE L[ CH Z

Parameters Z & EE—’E‘TQI
N
N

5. R2 2250 Results

09

oM Zap ot e-S HL ot

HE ﬂiM%OH Me| MEf7t EAE L M2l S0=
+2 $HE 4= Q=2 p7t B L CH S H2| 7} 22 5| ™ Processing
P2} Results File T REZOIRE A

O 7K &

S A Ol A

o= T }AI:IL‘|E|-

: Batch Processing Options CH2} & XtOj| A MEASH Auto Assign

sy

REPS

8! Report &

Feh) 1EHAI E &t25t0] YOOI EEl X 2| of7f B

£ Mg}

Sl CH2 O|EC 2 HYX|E NME S| Save AsS 2 2|TtLICE

Molecule Profiler 2= E g0
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24F 27| 7

Results 2t SIS ArEot0] Zhel ME0A AN A2 S gdAe 20tS 2 5 Ag UL

1. Workspac e I 20| M| ResultsE 2 &/ L|C}.
Results 2 & 0| & L|C}.

2. Open= Z&/3tL|Ct
Open Results CH@t X7 S & L|CH

HAEot njels 3ot t.

-

et

4. OKE ZggtLct.
Results 27|77} EA| & L|C},

Results 2/ G HE

AZEQO{0) A BIOIEI7 M2l El 3 Results X2 FAS ALBI0l TN CfAIS S22 2
+ ALt
T Mg .

112! 7-1 Results X ¢ ¢4

Workflow

Compound Library

Bictransformations
Pracessing Parameners Jetails | Chromatograms |[EEEES

M5/MS Remove Mss | [

Data Acquisition

SIZEQ O AFEA} LA Molecule Profiler 2~ Z E 2| 0f
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21 27|

a5 A
1 HF 28 CHS HE0| X3 &0 JSLLCE.
* View
* Processing Parameters: Z1t0 Ci$F AM2| Oj7f H4-E BAIRL
Ct.
« Batch Options: Z1}0|| CH3H HiX| M2] M-S FEA|GLCH
+ Sample Details: 1 Z0f| Ot M FEE HA[L|CF
+ Open: AFEXH7F M ASH Zat 0 Y2 3H0H=E = U= Open Results Cf
o} HAHE GL L
« Save: ¥Xf € U&= 2ot IS HYSLICL 7[EHTES A5 2
b3 L] O
+ Save As: ®Xj €2 U= A1 OiY S NESLICH AFEXH= CHA 20
S MEiStD Zat oo Af O] B2 &€ = AS LTt
2 Potential Metabolites & . 2t& ME0j A MESE 22| F0f 28 HMEl
REOIE LIESL ':f XS SE & O[3 27| M2 42 MHZ &X
SHMA| 2.
HME HAFS S ZESHX| Y= Y2 AXSH, o] E1F =412 HZSHL,
MS/MS AHE#Z F716t4, I|3 IDE e2sto] 20E HEYBLICH Xt
Mot HEE Zot HE MM S RSN,
Potential Metabolites H|O|=2| EO0f CHot Y Y2 & 7-1 MHE S H XY
A 2.
1: 012 FolE EHe S50 BAIE HME A2 SFS 0|E =
913 LICE RfAISH E s 20} DE H 2ol Af SOISHAAIR.
Molecule Profiler 2~ = E £ 0f AZEQ O AR X} QLY A

64/141 RUO-IDV-05-12707-KR-A



Zi 27|

o= 29
3 Details &. A% CHALZ S| "= 0§7] 7| LA0f CHot HEE M-S LIC.
XNe| ol Zt £40] CHsl Scoring S 20|= 7HE CHAIE Q| M4t 2
= UAIE Sl & =7t EA|E LICH XtMet B 2= Confirmation Scoring
T MMHS HESHUAI2. Mass Defect(S2| 1 7=2| 2EH0| =2 B2 H
st

2t 5t E), Isotope Pattern, MS/MS, Mass Accuracy % Total
confirmation score0f| CHoH =7t #A|EL|CL,

AEX A AR AR JH538H XX 7} Structure 220 EA|E L|C}
ADC Z1to| A2 AHE 7t5ot 20 AHE 7haTt A|fEA7L 2 F
Structure S S0 EA|E L|CH

HEO|E Znte| B AFE 7H5SH A AT} Sequence 220 EA|E L
Ct.

22| 1522 QEIO|E A1l AL Interpretation £7|2| MS/MS & &0
olslf A7 El MERE CHALZ O]l CHE 22| 1722 LEFO|E A|& AT}
Sequence = E 0| HA|EL|CH SFE[X| RS2 L2 0| ZE=H|Y JUS
L|C}.

SIZERQ O AFEA} QLA

Molecule Profiler &= E || 0]
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i
o

M
=49

O

=
A
L
Rl
Mo
=2
L2
2
Dl
oo
Ral
N
|
02
i
i
i

4 Chromatograms & 274 =l &t
OFEOM S HEAY = ASLICH

« Metabolites: 31 Xf | A
= T AZ0IEOME D37t RT & I
Eiot CHALZE I3 Sl 5ot H2E A|ZH0f| 82|k T3 = 2t
L|C}.

« XIC: MEHSH CHAFZOf| Ciot XIC(FE 0|2 A=0rE™M)E EAIR Y
ChXIC FE2 floh MEE S9 fas A= YT 20]=0] X7
£|0] ALt

« Mass Defect; MEHSH LA
OFE IS HEA|SL|CE O] A

0
o mlo
>
nE
Ot
rr
)
>
ol
mn
rr
A
o
Y
rk>
[
Hu

+ Isotope Pattern: 2 X| 3|etE1t LX|Ste 59 AL THEHS IR 2 E
oj3°| AZOtEIYM S FEA|BL|CE

m

« Product lons: Product lon and Neutral Losses £ 0j| A{ A1 E{ S} CHE 1}
UK|SH= THH 0|22 7t B E n|30| AZ0EO-M S HA|RL|CT

« Neutral Losses: Product lon and Neutral Losses £ 0| A| M EiSH S 2
A0 AKXt SE &S 71T ZE DAC| AZ0OIEIYMES HEA
S| C
= .

+ Isotope Pattern(SWATH &5 | O|H): Product lon and Neutral
Losses THO A MEASH S YA THHZF TfEH Ot XSt T EZ 7+
RE OIS AROIEOME BAIZL|CE

« Analog Data: 2= L|32| Ot 21 A 20E WS HA|L|CE O3
gdl0|E2 Ot =21 H|=A2} 0[0f Cf-85t= MS L= = CHof| CHaH YX|
St= I|=2 IDS LIEFY LT

2t 11: Mass Defect, Isotope Pattern, Product lons, Neutral Losses 3
Isotope Pattern(SWATH 2|5 O|O|H) AZO0EO M2 X2 = 2IsH 0|2
ot Ldne|ES MEist ZR0|TH AL = JASL|CH Eot M| 2o -
o=l CHE Ot 21 O|O|E{ 7} X2| =l Z<S Analog Data AZ0E 1S
Chromatograms =S 0| A{ At&E = USL|CL.

A1: 22| 1528 2EH0|E 3 E 20| A= Metabolites, XIC &
Analog Data &2 7|2t At&S == QUEL|CH

£t1: Show Controls 2QI12tS MEHSH 42 XIC2H Analog Data 3 20t
EOWEH GO 49) BF =T EBfO|AE HAIRL|CL

Molecule Profiler 2= E 2| 0§ AT EQ|0] AFR X} QFLEA
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Zi 27|

i
o

o8

SESS
al

()]
W< | nx

mjn

S ~HEZS EA[GLCT Show 220 SHE BE EA
st|C

2fL

L

Default: MEiS CHAFE S| m/z 4f2 SO E ME MSQ| LEE EA|
S| C}
= .

=
Q
[7})
(7]
@]
)
-y
(4]
()
-
R
n
ox
1
=2
>
x
lul
rot
A
o
[N
s
ME
=m
o
o
o>+

— 1 = —
m/z ot 4 EAZLICE O] A2 &F At GO H0f

+ Isotope Pattern: 2 A 3820t S USH S| YA MES IHF 2 &
m/z 34S Tx AL L

2o 1 FEY EIOIE YIAEZO| B 7|2X 2 Z Predicted Isotope
Pattern 5! Charge Series E2f| 0|27} S™ELIC}H 7|2 E7|0= MES
ot CHAFZOfl CHet B4 TOF MS AHEZHO| EA|ELCH HY S A
O30 o &f ™5t 20|=0| X|HE|1 mpekA oiat g = T X E Lt
EFRLICH m/z Q| WM oM HE = XIC & & HE 52 9{of MEH
EHOHE SS9 AAE LEIHLLCH Ol 2N 5 A ¥z s #=E
O|E{0j CHot Mgte HILE X35t7| flsf S ©
EYHZ TN Hel= 2785 m/z = Of2lE
CHAFSOfl CHSE =7} TS M EQ| O F YK E &
SE5tD mz 5 B0] 0|5 A =of/ZATLCH

6 MS/MS & MEHSE CHASOf| CH S MS/MS AT E &8 HA|EHLICE O] O
O|H o] AA = CHE & oL LY,

0z

MS/MS wiff It . XAt HE = Add MS/MS
O AHER FIMMZ XS,

EnY oz
MmE i
[0 Ei

B
Im fJ
o gr

FEX|ots 88 49 0|2 3= =M AL|CE SX|SHA| &
L Ct.

rr 1> uo
El

oz
0x
o
to
i n
L
rir
_|$_|
r
x
o0

7-1 HHH CthAt= H|IO|E &

=
e 29

Report O €= MESIH %|F 20 M0 CHAF=0] & LTt

[ = |
|StL|CE IDE CiALE 230 HEE AZHS 7|8t
CHAFS O] Z2 Peak ID7} H| O] Q& L|LC

YN HEE AZH2 22X 2 H517t CHE T30 = -40] S E LT of

=20d
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H 71 M CHAFZ HOl2 € (A%)

| 49

Name CHAE O|E2 HEAISLICY,
ADC Z1t9| A2 0|2 0| parent2t= THO{7F =IHEILICE Parent=
AR ASMOIZE ) A AH QA7 AotE|JSS LIEFY L CL.
221722 E0|E Zuto| B2 parent® Ton chargeihs HHOE
F 78 24 O|EZ LIEHHLICH O|FE T3 &7]0] ofsff AlHE M| LY
ol U 2E MHEL 5 =3 (n#) E7|HS 7ML CH L8 T3 37|
A= Gain £ Loss/t ©FAIE EA|E L L

Formula CHAFZE S| B4 otetA S EA[GLICE

Assigned O] @2 MEASIH Interpretation 2 0| &It UASS LIEFRLICE.
O & =0 & = AEATE UALE Fragments HO|S0| K& == U
&LCt

Neutral Mass CHAFE S| B4 HES HEAISL L

m/z CHAFZOf CHoH CHY S92 1A H2F O MSHH|E EAISL L}
=0/ 172 EOIE 210 F T S| fAfF ALK HOH &
ZEQOOM S QIXIE ALSHAH m/z 240fl (n) 222 E X[FTHL|CH
O7|M n2 Tt 59 |49 A HAY 2HE=l I3 ALO|o| |3 4~& LtE}
W LICH,

Charge CHAS Q| TSHE BA|R L CF

Peak Index CHARZ Ol CHBH AR XIC T3 HEO| 59| fAE HtFetL|Ct,
« Blankcell: &Y 52| &2
s 1. HY SR AL O3 0|2 X HK 59 /A
e 22U S AL DI O|Z F HY SR AL &
XIC I3 HAO| CHAIZ Q| THY S5 /At HtE 42 ol Ho|Z20
Eot|X| S LICE 0| = CHAE 37| ™EFof| ofsl A=l CHALZ 2| 2
CHAFZOf CHot =T =l 7He 7|&E |3 QU AT HEA|E L|CH CHE T3 &
7| M2kof ofsff AMlHE CHAIECS| B2 A 59 fl4 37 HA|ELC
YHtMo = My S ¥4 m|37F 7|&E D3 LT 2Lt IDA G| O|H
Ol 42 A 59 /4 O3 MK 0|29 QIHAU o~ QUEL|CH

ppm CHAtE Sl 23 Het e (ppm)E EAIRLICE

R.T. (min) CHAFE S| HRE A|ZHS BEA[RLICH

Peak Area Peak Index 0 I|3 QAT HA|E S FAC XIC I3 HEZ H
AlghL|Cf,

% Area HO|E2| & UiAlE =& 7|HC 2 XICS| HA(%)S BEA|ELIC.

% Score CHAFZE O] H(%)E EAIZLICL.
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H 7 EXE CfALE HIO|Z € (Al%)
o M
= = O

Analog - Peak |[Ot2 21 m30| O|3 HA S HA[GL|CH OFEE1 HO|H 7t X 2| & &

Area 202t AtE S 5= S’;lQLl':f.

Analog - % OIS 21 m39| HAM(%)2 EAISLICH Ot 21 H|O|H 7l MH2|=l B2
Area o 2t AFE S &= }USLILCE

Analog - R.T. Ol 21 m39| HREE A|ZtS BEA|ELICH OFE 21 GO 7t N2l =
(min) FR02t A = JASL T

1. 22|17 EYE0|E AIAE 20 = 0] 7|50 HEEX| @5 LICH

Processing Parameters % &1 &% 9| Generic Parameters 1& 0 = MS/MS Parameters &
Ol A SWATH 2/ & | O] 1 otU2 X2|st7| /i Use advanced MSIMS filter 07 BI-5 *.j
Eiot 3% -T-'Ef Ee'ﬂ% A5 ZHEE MS/MS AHEHTE FA|SH2{H 0| =QIEhZ MEH

o
YLCH B8 g4 AHME-S BAISI2E O] =folzto MES F AL CH

£t 10: Use advanced MS/MS filter 0§ 7l =5 MEAHX|TH | 284 AT E T MS/MS &
‘EEE*OH HAZl= 3% CH30| {1 &= &L L

| E‘I EIE| AJJ:IIEE-IO' I:i|O-| o|¢|_||:|._

M-

e

ZE7hef 108] O]l SAl 2| L|39| ZHEL 2 Qs Ag HO[ 217t Gl L Ct.

A
=]
M T30 M 571 O]2FQ! GO ZRIE=Z Qs Mg TH Ol 2 0t7t gl LICt.

{E M-85l Potential Metabolites EH|O| =0 EA|Z|= A1tE ME2te = S LIC

£l ZEf ofo| 2 B S 22/510 Results Filters L3} A XHE L CH

H7-2ZH
e MEY HA| 2ot

Metabolites
Top __ metabolites by |I|3 HE(%)2 7|2 & 7t S22 X[HE =2 AT HA|
peak area grLCt.

Reported metabolites |Report S0 A MENSH CHALZ OF EA|BFL|CL,
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H7-22H (A%)

EERE

HA| 21t

Metabolites by adduct

1A 2720 ofsff HA =l CHAFZ BF EA|SL|CH 1XF 27122
Generic Parameters > MS Parameters £12| Advanced lon
Types HIO|20|M 7tE HY EAL= BI7t2 2 GOl LTt Tt
S e M2 AIRSE & oA LT}

* Primary

* Most intense

Assigned Metabolites

to

Metabolites with TR(AEXN Es= A EAEEIE & 222522 EHO|E)7t
structures or stet=l CHAFE, & Potential Metabolites E| O] = 2| Assigned E0f|
sequences assigned |29l HA|7} Ql= CHAFS T EA|RHL|CL,

Retention Time Window

Retention time from __ | X| &=l H Q[ L] |3 Tt T A|SHL|CY,

Peak Area

Peak area from __ % to

%

Analog peak area from
__%to_%

% Area ¢£0| X|HE HES He| LHO A= T3 mA|IGLICH
% Analog Area 210| X| &l B2 He[ Lo U= T2 TH 7A|
S M2l E ot OfEd 21 O] MSEX| 82 2% 0] E

BH= 217t flg L.

Charge

Charge from __to__ | X|"ZE HEe| LH2| FS} ¢t= 7t CHAFS T BA|L(CH

Score

Overall score above __ |& B=7| X|HEl 242 Z105H= DA HA[GL|CEH XHMet HE

% + Confirmation Scoring & AM2 EXSIYA|L.
22| 1 7S E0|E YAEEL| ER s AL dHEZTE =
2l JH’*OI E*E Oj7) H==2 AH8SHE A0| EELCH E3H 0| &
SRS b 7”" M7t R 2 tHALE2 2 MA S H ALE X7}
Overall ScoreE 20%7} ""EE A785l= Aol E5L L

Mass Accuracy

Accuracy within _ XEE He Lol H Hete 8 7t m| A mA|gL(CH

ppm

Mass Range

m/z from _to XG= HR| LHO| m/z 24BF EA|ZL|CH

Product lons and Neutral Losses
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H7-22H (A%)

e e HA A1t

MS/MS similarity above | MS/MS FAHS H=7t X[ &l {5 Z=1t5t= T3 EA| L L.
_ 71F AHEHO| MK %2 4% 0| EH= 2at7t &L
Minimum number of DN 3IstE1 2EO0 2 X|™HEl 4= 0|40 MM 0|28 2H= 1|3
common product ions |t EA|L|CE 7|& AHEZHO| HSE|X| 2 % 0| EH=
_ 2at7F A& Lo

Minimum number of DX oEEN SE2E XYE = 0|4 FE &4d2 A= 13
common neutral losses | 2t EA|L|CE 7|& AHEZO| HSE|X| ¥2 % 0| EH=
_ 2at7F giE Lo

A 0: O[S0 e AH ST F7t5LH ZF CHAFE 2| % Area 3 % Analog Area’| AH52

2 H0|EE|0f 3 PIX, ofg 2] WA BN U 13 M A9 (fAS DET} LIOX| &
of H el g0 Yake ORIt

Z4 0} HZ

Potential Metabolites F|0] 22| 822 BESHHLL AHHS0l ZIE O ME3He 4 ULT
AHBRHE CHS RS 43 4 ULt

.o AL
N3
|

—

Workspace If 2 0| A| ResultsE 2 2/ 2fL|C}.
Results 2 E<0| & L|C}.

2. OpenS &g},
Open Results Ci 2t & A7F S & L|CL.

Mo oS 2or MR LTt

4. OKE S:EgtL|LC},
Results 27|7} EA| &l L|C}.

5. Potential Metabolites E|O| S0 A] &= ME4SHL|CT,

B 02| AS MEISIE ™ Ctrl 7| Eo= Shift 7| 225t FE2HA L.

6. Edit > Delete Selected Rows.E = 2!/8L|C}.

El 71& X2 AH| 2 Z|=2|2{H Edit > Undo DeleteE = 2/8tL|C},

7. SaveS = 2LLC}.
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= = O] AAl IT

AT CHALE S| O] U 44 BT
Mgt E = 2AZ EQ 00| M CHARE O|E0] X|
1. Workspace Iff 20| A ResultsE 22/ gfL|C

Results 2 ¢} 0| SEL|C}
2. Open2 Z&gfL|C}.

Open Results Ci 2t & A7) S & L|CL.

AT O Y-S &or MEfSHL| O
4. OKE ZEELIC}

Results 27|27} #EA[| & L|C}.

5. Potential Metabolites E|O| S 0| W2 O A QEZ HECE Z &St Edit Name and
FormulaS MEiSL|CH
Edit Name and Formula CH3} A XF7F Q2L C},

6. CtZ & StLIE +ASH0] Names HZ LI LY.

0

=l ol
A0 BIt50| HAE| M CAHZ2| Mass accuracy’t AHS S 2 Q[ 0| E & L|C},
8. LC}Z & StLIE =50 FormulaS HZETLIC
- FAZ 285 O A Y = e BEZH S26HA] 2™ Unknown= MERSHL|CH
o HME HAFSO A2 S22 FI71512{H UseE MEISH = M & EEO A2
gL ot
. _EEHEL%:OPW A £=A10| 0| ZE HL AutomaticS MEISI D S 20M S=2S
MERSHL|CE,

A0 2T EY oo M HAE 20| S EX %S A AutomaticS M + Sl
it

ot
N
=
4

>
)
ol

7}&| ™ Mass accuracy X RDB ZE0| 7/0| X}52 2 YO 0|EE L]

9. MEHSIHO| CAIE S 2 A Sl E 2 AlHEI2{ M Assign as ParentE 22/¢HL|C
10. OKE 2=gLrt.

=
11. SaveE ZE|gtL|LCt.

A0 HEIO|C0| AS 0|2 A= A|otEl 0[50 A2 etz o Hast £ +(0f: BO]
gt ) E 7|He 2 St CHL &, A =27t g0 ZE0| X2 HELO|=0f CHsY |
OtEl O|E0| =& M 2|0 EA|ELICT
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o34 159}

Group by Peaks HE2 AL35I0| 2XIQ| CHE F5H &EfQL 20| S B0 s LA E
E3tot™ AR I E Mot AEfof CHol Peak Area, %Area 50| T A =l 4 ]
Ot HO|Z0| EA|ELICL I3 34 2 A HESE A& QXPE J|EoR2 IE3HEL

&1 18 7|52 22| N5 2 QEf0|C YIS HBY + YFLC,

o3 1p g
1. Workspace EHE—'O"A'I ResultsE 22/ L|LCt.
Results 2t 0| EalL|C}.

2. Opens 2&&tLCt
Open Results Ci@t X7 S & L|C

MO A Ko MEBLIT

OKE Z&=atLC}.

Results 27|77} EA| & L|C},
5. Potential Metabolites E|O| 20| M SHXj |3 IDE AETLICT.
6. A AN % CHALZ O|E HERLV|E E&SI0 HO|=

7. Assign IDE E&gfL|CL.

o
rE
X
9'1-
I
=]

ST S4 ShetA] 9 DjR2 A7k 2RIE WO $H IESHELICE 3 #oj 7|2 13
D7} SEHE| D S0 LO{X| #of 7|2 13 IDEC Y 7 W2 A1 D7 2P
C+. OB Sof B9 712 I ID7 M20 B LITIX| 2 HOIE M2Z AIZSIE SR 1D

1Xf O|2|o| £7+=0| /&= LA 0|= 7|=0| ot m[= D7 Y FEL|CE 14} 0] || &7}
E2 Advanced lon Types ElO| =0 MEHZ| QK| Tt on type S 20| EA|Z|X| Q2 27}
=YLt 7|2 1|3 ID2 lon type SE0| EA|E L|CT.

MS/MS Al E &

CHAFSOfl CHEH MS/MS AT E 212 227} M| £ ChM|S 4= Q& LICH MS/MS MﬂEag
I

Explorer 2t & S0 tHe &4 MS/MS AHE E* = SASH = Results 2t 0| 20 4
of =502 *7%}71 L}, Results ¢ o°49| Add MS/MS HES Ar%*roq XF%EE =7t
= AL}
T A4 .

0 0| A2 HEL 7[ S /L T

£1: 0] 7| 52 TOF-MS/MS 5! IDA H|O|E 9| 22| 1722 2E0|E %aﬂgowﬂr JNR=2-T
T A& LICH IDA Exploreroil/\‘l MS/MS AHEX 2047 = 4xH X g X| € Lo ZL|Ct O o|H
ot 22 Molecule Profiler0f] 201 € 22{H MX Explorer 2t JYOA LS EF TICE &
1 Z0f B X|[SHOF g LILCE.
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AbD. Znp IHQO| MAHE WY 7FK| Z o THUO| 7|E MS/MS AHE 212 CO{MK| &L
ﬂr oo MZ e thz deict iAr=S| e AHEZHOo 2 5|Ea| a1n4 A0 IS XA |
M0 Remove MS/MSE Z2|5I4A|2.

—

Workspace l_lH =0 A ResultsE = &l 2tLCH
Results 22 E<=0| S & L|C}.

2. Open= S&gLC.
Open Results CH@t X7 S & L|C

3. MHESHLAS ot MEis = OKE S&letL|CH
Results 27|77} EA| & L|C},

4. Potential Metabolites H|O| S0 A HS MEHTFL|CH
SCIEX OS 2 H|0| X|0j| A Explorer &t} @S &EL|C}.

6. File > Open SampleS ME{SIL|CL,
Select Sample CH3} & At7F S RIL|CE,

7. MEO| ZatE HO|H ot S &0t +5 SEI10 &stn Fajs MES MEiSH = 0K
£ ZEistL
OOl B mt2 2 TOF-MS/MS Ci|O|E{L} IDA G| O| E{ 7} ZE &=l wiff tE+= wiff2 Ci| O] B I O]
O{OF g L|C}.

8. OIO|E w0 IDA G|O|E 7} =&t=l 7 Open IDA Sample CH3} & X0 A As a

standard TICE MEHSH = O 2| of

9. MS & MS/MS AHEHE AHL|LC}
SN AHEZHS Ao MEH HE MHSIAHLLTIC O HEE AZtS T H /3L
C}.

10. MS/MS A2HIEHO| G| E O A QLEZ HEC Z ZE/5t £ Remove All Traces

Except ActiveS MESHL|C.

11. Process > Centroid Spectrum2 ME4SIL|C},
Centroid CH2t & XH7F S & L|CE,

12. Intensity, Height, Area == Intensity sum above 50%0| A S 5t&tX| MEistL|Ct,
13. Edit > CopyS ME#SIL|CE,
14. Molecule Profiler 2t} Y2 Z 0| FEtL|LC}.

15. Paste MS/IMSE S2Ig}L|C}.
MS/MS AHE HO| FI7}+E L|C

16. SaveE Z&!3tL|C},
Add MS/MS HHEC Z Oj2{ AHEH F7}

B At oho| MEE W7HA| Zat IOl 7|E MS/IMS AHIE - S T M| LTt 4
ool MEE iz MEiSHOjAFS S| Rl AHE-O = kfF2(2{H A1 IS XESH |
0l Remove MS/MSE 2254 A|2.
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10.

Workspace l_lH = 0| A ResultsS Z2!8fL|Ct.
Results 2 E<0| S & L|C}.

Open2 22/t C}.
Open Results Ci@t & XH7F S 2Lt

XS IS KHOF AMERS & QK2 228t C}.
Results 27|77} EA|E L Ef.

Potential Metabolites EH|O| 20| A S MESHL| T,

Add MS/MSE £ 2!3tL|Ct,
Add MS/MS L3} AXt7F S L T

Select MS/IMSE Z2IgtL|C},
Select Data CH=t & XH7F S &I L|C

XMt Source ELE AH0F MEASHL|CY,
OKE Z & &L},
Select Data Ci 3} 4 XFQ| Available & 0| A MS/MS AEIE 20| Zohe=l wiff It 3 FIS

MEdst & Oto|2( 7 )2 S2ot0] It S Selected &2 E 0| S8L|CH

—

7*WM°°N*“E*E*MEr

OT = O (=]
MS/MS AHE 20| HZAZ ZL 9% Score”Z| CHA| A A 2= Q& L|C},
SaveE ==L Ct.

HER WojM S BHE Y

mjo

HEUSHHE 22| 1 w32 2E0|E 93

r

°
xZ
QD
=
»
>

Workspace Iff £ 0| | ResultsS 22! 8fL|C}.
Results 219 0| E&lL|CH

2. Opens 2&&tLCt
Open Results Ci 2t X7 S & L CH
Mo o Y2 &Hof MBS T,
4. OKE Z=gtL .
Results 2 7|7} EA| & L|C},
5. Potential Metabolites E{|O| S0{| A &= MEHTHL|C},
MS/MS %0 A Remove MS/MSE 2 2!8fL|LC},
A0 MM CHAZ 0| CHSH IDA AHE™O| Q= 42 MS/MS &0f| EA|E LI,
7. SaveE =& gL|C}
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MS/MS £ = oY KA

1. Workspace l_lH S0 A ResultsS Z2!/8fL|C.
Results 2 E<0| & L|C}.

2. Open2 Z&gfL|C}.
Open Results Ci @t & XH7F S & L|C
HMAESH oY S A0 MEASHL|CE.
4. OKE Z2gLct.
Results 27|7F EA| &l L|LC}.
Add MS/MSE £ 2I3tL|Ct,
6. MS/MS Samples Z =0 A M ™St wiff I}
L

7. RemoveE =27t £ OKE S &/gfLC}.
wiff I Q| B = M8 MS/MS AH E 20| ZA1t0j| M X7 =l L|Ct,
Cf.

8. SaveE &L

o
>.
m
of

In

=]
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MS/MS Cj|O|E| EM35} 3

e ME0M D3 E MEot = HHE SIS AFESHE Z HA AN A= #28 M8t

Interpretation £7| &

Results 22 B 9| Interpretation 2 7|0]= Z1t Tp | ZF CHALZOf CHH &AAN X2 A
Fot= O 2ast HO|Het =+7F ®A|E LTt
Interpretation 27|
¢ ¢ 3 3
22X} Interpretation HEO|IE =2| 1528 2Et0|  ADC Interpretation £
27| Interpretation 27|  E Interpretation £7| 7]

22X} Interpretation £ 7|

2l 8-1 22X} Interpretation =7|

Interpretation |Desolope | Prepare.. | | Oplions.. | | Sensals | [ Apply Selected neutral formula: CI2H40BrNS05 m|
'iI-'-f\; FTROET § | 300 62 [ 45 0872 s Composiion: CIZHADEINSOS, Mass: 6532213
207 mEsd £25.083 .
QRIS L M. o BNt
o ¥ g 5 3 e W0 4B & &0 BE ol e e ]
o L
Azzigned: 79 of 30 peaks, soore for 29 proposed sssignments: 654.5 all i rﬁ‘J]'J'[J' I:
Eragments: 29 of 127 Proposed Farmulae Baa " T
|®" m;‘ by ol mp E:-’?ﬂw AbE m S Shuctuse Detadlks Sor C1 s 'y
. ATBO6S2 C1IHEN (1] 013 ne o Ll Stnuchure Conchdates
2 W 1831 1342 C10HITHERD By Eddq 40 1
3 Y 150N CT4HEN oo THg ns 0
Cortsred Neuteal Losses
4 w 206 0600 C14HEMD og 1411 120 o
e M Fi
& W 207 0650 C12HTNE 245 2rana 1z o -
= PIEmo|A 7+ | 2Y
24
1 MS/MS & MERSE CHAZ Q| MS/MS AHE RS HA|RLICE 7ts
ot 4R 7|FE MS/IMS AH EFHO| 0|2 O[O X| = HA|
o o I S
ELICH HaE eS8 MEE DA g Mg
Cf. O AHEHO| A= MZ IDA wiff It Y, M3
SWATH 2! = wiff Tt Y = Zat Dol FIHE ©&
MS/MS wiff Tt & L Tt HE0f| 2|8 K S &= 7| S0
Ciot dH2 & 8-10fA ZQISHMAIR
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2 Fragments E{| O]
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3 Structure charts
&

Parent Structure B2 MEHS CHAIZ S| 22X L= E
EotetL|C},

« Structure Candidates B2 X|Qt=l X O| MK E&
2 B0l = HO|Z0| ZotEl Tzt S|AE Q)
LICH = SE2 E=0| 2t LHE K=o 2 JE
EIL|Ct O] HIO| 20| M S MEHSHH Structure &
Of EAIEl X7 HEE L CHE S 2).
Z1to| Z2tste{ ™ sie =0 CHSH Apply to
Results 2QI2tS MEHSHL|CE XtA|ot E=
Structure Candidates & HE MM

mjo
0%t
P
ey
>
>
to

4 Structure &

AFSAPZH TS CHALS Ol Cfet 22 AXS 2E8 &
flot], FEE WY 4+ =2 7| da]y|
HBBILICE BE0| ofef KB &= 7500 et e
H 8201 A ZHOIBHYAI Q.
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MS/MS HIO|Ef E435}

H 8-1MS/MS & HE

HE 49

Deisotope MS/MS BO|M & S FAE SZLLICH CHA| 22/51H 59 fa
7t BA|ELICE

Prepare AHE XL MEHSHE CHAFE 2 Sl M SHE O 2% ME HE(F4, &4
o3, MS/MS 2HEH MuH)E HEE = UE Interpret Data CHS}
MAHE YLCH

Options AH& X2 MS/MS tHE S 2 Eet 4= QL= Options CH2 & AHE FL
Ch RtMISE BE= 34 A7 MOl H 8-150| A QIS A| L.

Generate MEHSE CHAFZOf| CHSH AtEs 22 M/ = A S E 2 Structure
Candidate 2 X2 L|Ct. XtA|3F M E = Structure Candidates & &
H MM ZTSAMAIL

Apply A HE L ES MEisH O|30| HE28tL|Ct

Remove MEISH |30 2=l THH B CHALE =2 N AL C}

T 8-2 Structure & HE

HE ek
Load + Load Parent: Mo CHALE S| 2 X 25 GL|C.
« Load Structure: MEiot I3 0| {LX Nt S LT}
Delete Structure HO|AM BEA|E X5 Mg LICH
Save As MEXIIL BEAE FZE CHE WY 0| S22 XYY += AS LT
Assign A F20 CHSE CHEOF B8 &4 S A Aot = MS/MS AT E R

oto| &

B

MS/MS AHEHO|A 2 E 20|22 AKX L|CY.

V|

-

Interpretation Filters CH 2} & AHE FL|CH AbAM|ot HE = A FZXH0)| O
ohofA HE HE MM S BRSHYARL.

AZEQO ALER} QLA
RUO-IDV-05-12707-KR-A
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MS/MS H|0|E E435}

HELO| = Interpretation £7|
1 &l 8-2 HIEIO| E Interpretation 27|

Interpretation Deisotope Options.. Generate Apply | Remove Selected neutral forn O

Coad roremt

A& Indes: “[nonel”, Mono. Mass: 0, miz; 0 (2}, Composition: “(nond

Parent Sequence

g= IHHolA~ 7ty |23
22
1 MS/MS & L BHs HEAIYLCH 7t

I ENSH CHALE O] MS/MS AH E

ot 4R 7|1& MS/IMS AB EHO| 0|2{ O|0|X| = HA|

g |_|q O] AMERO| AA = ME IDA wiff I} Y, ME

SWATH &S wiff T} 2 & = 23} T 2of 7151 518

MS/MS wiff It 2 2 L|Ct. B =0f| 2l5fi XS &= 7| SO
5 ol

Cist M2 B 8-40| A EQISHMUA L.
2 Sequence & AEXIZL A BAE g = JSLICH HEO| 23]
MSEE 7|0 Ciet A2 & 8-50 A OIS A
Q.
3 Fragments Ef|O] |MEdSE ZEXHA CHAFS Of CHSH R|QHEl =4l 222 =3
= SHLICH S20l= m/z 24, A3, BHE 0|2 ™ (0 y
= b), Mo, @Kt & Z=7F ZEELICH OfO| 20 2

ol MSEl= 71s0l tiet 282 & 8-601|A =I5k
AR

Molecule Profiler 2= E |0 AT EQIO] AHE XL QLY A
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MS/MS C|O|Ef E43}

a= QIHmo|A 71 | MY
24
4 Sequence charts | Ct21F 22 & 712| ®0| ZgH |0 A& L CE.
AF
o

« Parent Sequence B2 A 22| A|RAE ZE
SHL|C},

 Sequence Candidates &2 A~ EQ0{0f| A X|2tSt
= AL FEZ EFEHO
°|AEJE”°'L—|EF St MR g O3 D:‘I*o 7|H*
o=z OHZ 7‘**7H1| FEL ZF A B A0 %“:*E' L|Ct.
SHE Al A0 CH
EfotL|Ct X8 &
FAl EH Z[2 Al

H 8-4 MS/MS & HE

HE a9

Deisotope MS/MS AHEZHOM ZE 59 FAE MAHTLICH

Options Options L2} &fAtE & LI C}. xHﬂ'cF_F BE=gd 284489 8
8-160| A ZHQISHAMA| 2,

Generate MEHSE CHAFZOf| CHSH AtES2 2 M/ d = MM S E 2 Structure
Candldate 2 X =ZLIC}. XWl St M & = Structure Candidates & ™
H MHMEZ **3‘- AR,

Apply A HE 22 MEisH O|30 HE28tL|Ct

Remove MEISH O30 2=l THH B CHALE L& A AL T

H 8-5 Sequence & HE

H &

Enter Sequence

AM-EX7t Sequence FOfl Al A|FAE e = AL CH AbM|eh F
A

2 HENO|E AIFA B BN MHS TS

Load Parent

MEhsh A2 ] mA| A|HAE FUoh

Delete Sequence B O EA|El A|RAE KA L|CE
Assign EXA S0 CHEH cHEN S &4 2 AlAtst & MS/MS AHEH

of ol2& EEeLct.

AZEQO ALER} QLA
RUO-IDV-05-12707-KR-A
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MS/MS H|0|E E435}

¥ 8-6 Fragments E|O|= OtO| &

oro|Z 29
RE O3 YolES FtE
MEfoh THHO| 20|25 7t

W MS/MS A2HEZHO|M 2 E 20|52 AMA| 2L CL.
=2 Interpretation Filters Ci2t & XIS E L|Ct AbM|SH HE = EEO| =0
CHot oA 2HEY 2 MMZ ’éfﬂq_aﬂ*lg.

=2| 1722 2EIO| = Interpretation £7|
18l 8-3 22| 1+ 2| 2EIO| E Interpretation £.7|

Interpretatian Detsotope  Options..  Apply e

Selected newtral formula: C194H2Z4TNT00120P19

m

Wono Mass BISS 0352 iz

TT 12 6], Composhon C1SIHMNNOTNRI0

1045 1o i11s

Bnsigredt 24 £f 119 peaks, MEMS Peak Area Auigred 44.3% Sequince Coverage: B of 20 residues

Fraoments: 24 of 24 Proposed Formulae

ey
fmiz]

Emor  imtensity
i
)

T Sevuunos

lan

BEE208

R dCdTdA dCACdT dTdGAT dTdASS dCAACC dAdT

@

. 10,8353 oG FE-5H-.. Bl 1 45 o Parent Sequence
z g 1250353 i 4T /C-5H-. ES i 28 &0
3 ' VTS K asICEH. . BS 1 1.1 B630
TG AT TdA dCdldT dTdGdT dTa%d0 dCdAdC didT
4 ag 1769953 & HCEMTOSR! POSCEMT 1 3 (=1
5 | 1S D048 oIS di-B 1 @1 50 @
[ ] vl 2E3.0381 VaC IHPO  [whid - H2D 1 31 471.0
o2 OlE|H 0|~ 1A [MY
LR
1 MS/MS & MERSE CHAFE 2] MS/MS AHIE ™S HA|BLICE 75
St AL 7|= MS/IMS AHEZ 0| 0|2{ O|0|X| = EA|
= |_| |:|- 0| AJ.H| E E-IO| ﬁE )lk:% IDA wiff _LI.|-O|’ AH %
SWATH & & wiff It L= A0t ot Yo F7H=l A
MS/MS wiff Tt | L|C}, HE | 2|5l M-S = 7|%01I
CHot Y2 & 8-70| A = QISHUA|R
2 Fragments H|O| | MEiDE T CHALSZ O CHS XMIQHEl =& &S £
= SHLULCH SE20= m/z of, A3, BHEH O|2 Y0y
L= b), Mo} 2%t A 7*E7f ZeHEILICE OO 20 2
ol MSEl= 7|s0 Cigt 8F2 & 8-60{ A 2HlISHy
NESN
3 Sequence charts | 2 M| 2= 2| A|HAE ZaHetL(CH
X}
o

Molecule Profiler 2= E g0
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MS/MS G[O|Ef EM

gt

a5 CIHmo|A 7 |2
24
4 Sequence & AEXRZLAIAAE 8 = ASLICH HEO| 2f3)
N3El£= 710 Chot M H-2 & 8-50] A =I5t A
Q.

H 8-7MS/MS & HE

HE 49

Deisotope MS/MS AHEZHOM 2= 5% ’AE HASLICH

Options Options LSt & AHE GLICH XS HE = 28 47 MMl &

8-1801| M =HQISHUA| 2.

Apply SiA HE LHES MEISH T30 &2t .

Remove MEHSH O30 S E CHH S THALE 228 M AL L

H 8-8 Sequence & HE

HE 49

Load Parent MEiSH IfAFZ 2| ZA| A BAE FL L

Delete Sequence SO HA|E AEAE MAE L CL.

Assign A A0 e CHEAE S8 &4 ALHe = MS/IMS AHE F

o" 0|%O '6|-I:|-o|-|__| |:|-

H 8-9 Fragments H|O|& Of0|&

Ofo| 2 49

K BE 39| 2o|EE F7tetL k.

%] MERSE EHHO| 20| 22 F7hef L O}

W MS/MS AH E 0| M 2& 20| 2 AT Mg LIt

= Interpretation Filters CH3t & AE YLICH XHAMSH HEE= 220 H2

2| 2EFO| =0 CHot sfAM HE FE M&ES FRSHYAR.

AZEQO ALER} QLA
RUO-IDV-05-12707-KR-A
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MS/MS H|0|E E435}

ADC Interpretation £ 7|

112! 8-4 ADC Interpretation £ 7|

Interpretation |SESaieEe) [SpiGR= SR [REmaE Selected neutral formula: C47H B

@ Save Structure As...ll Assi

Structure Sequence
Metabolite Structure

@ Composiion: “{none)”, Mass: 0

Metabolite Sequence

0%
o

ClEHo|A~ 8 |28
[N

1 MS/MS %t MEISE CHALZ 2| MS/MS AHIE ZZ HEA[SLICE 7ts

ot B2 7|1F MS/MS A E Ol O] O|0|X| = HA|
= |_| [:|- O| /\uﬂl E E-Io| ﬁE )Ik:% IDA wiff _|_|_|.O| AHJ-'-
SWATH & & W|ff oY = Zop oo F=7tE 7&%
MS/MS wiff Tt 2 L|Ct HEOf| 2|5 M3 &= 7| S0
CHSE M2 & 8-100 A QIS A| 2.

2 Fragments H|O| |Ct& ®O| Z& |0 JASL|CL.
i=h
= « Structure ®: m/z 2f, MQt=l X = S H4+E E3
5t0f )‘.JE"C’F CHAFZOfl CHolf 2=l R = HHHE L
getuct Ed8 m/z 4 01| CHE A0l SEHE = Q

« Sequence &: MEHSH TAYE CHALZ O] CHSH A oH=
RE S '—f%’s“—l':f =E50= m/z 2, AR,
), 3o}, @At 8 El a7t

i
rﬁ
o
ro
Jo
ot
=
<
A
rr-

=g I—| Ef.

Oto|20i| o3l Mkl 7s0f tieh 232 = 8-130]
M =I5t A 2.

Molecule Profiler 2= E |0 AT EQIO] AHE XL QLY A
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MS/MS C|O|Ef E43}

a5 I olA 7+ [EF
24
3 Sequence & HO|ZE & A d&E(moiety)d| 22 L= AIZA
S22 BAIZLLCL HO|ZEE &= A d&20| 2Ll
= 7| E LIEtLH ™ 27| & *JE”OP_' A RER
HES 22/$t & Mark Residue to ConjugateS &l
grLCt.
4 Structure & AEXRHZL A CHALZOf| O 22 X2 E EES
Ao, +X2E HES = JALE 7|2 27| =7 E
MSeLCH HEO Qs MSl+= 7|s0] Cigt 42
H 8-1101 A = QIS A| 2.
H 810 MS/IMS & HE
HE 4y
Deisotope MS/MS AHEZOM EE 59 FAE MALICH
Options Options CH2} &ALE GLICEH XiMet 2= 28 48 Ao &
8-210| M =I5 A 2.
Apply SiA HY |82 MEISH T30 &8¢t Ct.
Remove MEdSH O30 S E SHH S CHAIE 28 K AT L
H 8-11 Structure & HE
HE a4y
Load « Load Parent Structure: MEiSt C{ALE O] BN X E FL|CL.
+ Load Sequence: 11Ei5H CHAFE 2| A|RAE FLICH
Delete Structure 2| EE &l 71X Sequence &2 ZE = A|RA HE,
Fragments H|O| 52| & E #x S A|EA FEE 282 MA stLiCt.
Save Structure As | AMEXI7FCHE O O|EC 8 2 E MY 5= ASLICH
Assign A FR0)| Chet CHEF S8 4SS A Mo F MS/MS A HEH
0| o| 22 et Ct.

H 8-12 Fragments E|O|& HE

H = 29

Structure m/z 2f, MetEl 7= = Sl H45 L eolo] dEjoh TiALSOf T3 &
g 2= THES LHEELILE 578 m/z 30| BHE 40| 2 E &
QU= BS 2t 24/0] T2t 20| B0 20| BHELIC I KO &
Mk m/z 20| 2t =80 Chs 21 HaE Zedols 2| Use 20
2HO| M4 E|0] RS LIC.

LIZEQOf AFEA} LA Molecule Profiler 22X E 2| 0f

RUO-IDV-05-12707-KR-A 85/141



MS/MS H|O|E E435}

H 8-12 Fragments EH| 0| & HE (A %)

HE 49

Sequence MERSE ZTY A CHARZOfl CHS X QtEl 2 & A2 LIESLCHL 55
Ol= m/z 2, Al 82, THE O] 2 R0 y EE= b), Mo @A R &
e o

H 8-13 Fragments H|O| £ Of0|&

Ofo|& 49

E 2= O3el golE22 et

MERSE EHHO| 20| 22 =7t L T}

W MS/MS 2HEZH0|M 2= 20|22 X LICH

= Interpretation Filters CH2} &Y AHS G LICtH AbM|SH HE = ADCO|| Cif ot
oA ZE HE MHAS BRSHUAIR.

A SHA

& Off A

=5 oA
¢ ¢ 3 3

ABXQYIAER HEIO|E A=E

AERQAEZR

ax 2E
T H
TR 2 FH >
=8 473
CHH = &g N

2
=

Markush X ™

=21 7E 2 2EO]

ADC /AE=2
EQ3E=

Ol

Molecule Profiler 2= E g0
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P

104
X0

A

MS/MS H|O|E £

7t

Ki
T

off Z[=2 20

4

w0
w|
ml
<|

g}

MS/MS

= 8=

|3 20|

I

L|Ct.

b

o
=]

ELI=S

2t B

¥

(o] 34
=
o
)

&5

L|C}.
I
A

8

o
=]

E|

-

—

—

P

=3
S3tL|C
=% 9 X|9f 20| FEE
ERED

=

A
(i

.I

als
2|
Load Structure
2 LTt
I

s
(o]
=

oA B2
2l

=

FLICE.
=

ENS
=

L|Ct.
A1 oty Hop M

b

o
=]

E0j| M Interpretation= MEHBIL|Ct

==
=
Open Results Ci @t & XH7F S & L|CH

s
=

o

=

Workspace If £ 0] A{ ResultsE 2
Open Structure File CH3} AFX}7}

Open
8 tHAF= 0l Chet 7

6. Potential Metabolites E|O|
7. Structure H0|M LoadE 2

AN AR ZEEL|X| UOtE

5. Show

=

=

2.
3.

1.

P3|
5

il

10

SIxto}

7125 M ?IX]
=
—

E
7t 742 7

H EQ|

= (]H]

oy
K
ol

10

<

EpTES

0

871141
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}

101
X0
wjr

.l

MS/MS 0| O] £

)

& (A%

A
K

8-14 7

I

L|C}.

I

2/t Specify Symbol CH3t &4 X10f| 7|
OKE &%

i o
ol 3o
0 mr
Yol
=<
710}

=
=
=

F

b

20| A 21|
2
= A2 74|

| XHof 2

o

oo ¥
St
=]

M X2 BLC ol g
O|=otX|2t 7| & 2

g0 le™ 4

R=2
=

b

Z4
[==|
2 £&20| = 0

==
T
=
o

K 0TI
O M| 301 B

orTUooler
Kl oo

M-IHMH S Hl

T ol
| il

= i

FL|CF,

e
o
=

TEE 37}

=

—

Insert .mol File C}
« Insert Conjugate &

O_l ._o_|
&
o__._._ il

300 TjnI
.
5 5
m
o =
L0
ol 2

_.
]
NI
E_.m_a_.ur__l
KM
ol 1
uko| &
ol W %
s T o
— KIr 180
(Y

o7 W oF
101 51
K < | &

S MetstLict,

{

o
FL|Cf.

=

e
[=}

HESE =251 Set Bond
(@]
=)

=lke)
=

o
nn

Of

=

&
Charge Stat

|

F 4= Q& L|Ct Save As Cli st

=

5l2{™ Save As=S 2

o
=

AtS
(]

e E0f A R S

ot
=

tLt ol &2l ’AF Ol

-
o

ol

<1
N

K
Kl

IRt AR

=

tLt ol &2l 2

-
(@]

2z X
F22 MEe

Io

I 7EE g0 Tt

e
o
—

N
H
L|Ct.

]

—

I

| 172 = mol EE = sdf
o
=

-

E
=1
El
=
24
=

I

Kk
L0
ol
Kq

L|Ct.

b

H 7+

MEAZL = SEE

ChE2

[N

Al
a1l

A
T

114

X CHAE O 0| &
MS/MS

FOf AHE Xt QFLEA
RUO-IDV-05-12707-KR-A
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MS/MS HIO|Ef E435}

Ol|2{st 20| EHRSHX| t2 42 AHEXt= O] XIE FAIStD JHA| EHEH X8 2
olAL|C
A H

YA tiAt=2| O F & 4 HY

Mgt 2= 2T EQ 00| CHALE O] E0] X' 8E[= L E MHS HESIUAR.

1.

Workspace If £ 0j A| ResultsE = 2| 2FL|C}.
Results 2 ¢} 0| SEL|C}

2. Open2 Z&gfL|C}.
Open Results Ci 2t & A7F S & L CL.
AT O Y-S Aot MEfRHL| O,
OKE &gt
Results 27|7} EA| & LT},
5. Potential Metabolites E|0[ 20| M A O A LER HHEL 2 22|51 Edit Name and
FormulaS M EHBtL|C}
Edit Name and Formula Cii 2} & Ap7F Q&L CL,
6. L= & SLIE A5t NameS HZ LI
- SISt B M3 S SF50|M 0|2 MEiTLICH
- M OS2 YLt
7. SiEStE B H3E S8 SE0M BItES MEgLCt
0. BItE0| HAE|H CAHZ2| Mass accuracy’t A5 2 2 | 0| EE L|C},
8. LCt= & StLIE =50 FormulaE HZTL|CT
- FAZ 280 O A Y = U= BETH SE26HA] %2 H Unknown= MERSHL|CE,
o ME OAIEO| =42 =322 F7I5I2{H UseE MEIDH 2= XS E BEO =42
gt
« XZEQO0M EIHA =A0| 0| FEl A2 Automatic2 MEISID EE0M SF 2
MEHSHL|C}
[ | .
B ATEQO{Of M EIHE =Al0] O ZLX| %2 22 Automatic=2 MEIS = glE
I—| c}.
Et: Af £=2410] F=7+%|™ Mass accuracy 3 RDB Z=2°| 10| A}5 2 2 H 0| EE L
Ct
9. MESAHO| A=S 2A =let=2 Y252 T Assign as ParentS 2 &2 L|Ct.
10. OKE Z /gLt
11. SaveE Z2/2tL|Ct
AT EQO] AR AL QYA Molecule Profiler 22X E 2| 0f
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-

MS/MS G|O|E Ed3}

MS/MS AHE ™ Tj 17

1. Interpretation £7|0|A| PrepareE 2 &l gfL|LC}.
Interpret Data CH2F A X}7F S &IL|C,

2. MS/MS Details &2 22/2L|Ct
Wy ZOEZ AHES CHH S MEiBHL| Tt

4, MESICHHZS OIRA QEZ HEOCE Z2/5l 2 Set calibration pointsE 2 2|2 L|C}
CHH IO MO| mztM o = HEA L|C}
3 HACHAE EHESHO 7t n7 LI EE MERGHLICE

6. HYE DY ZQEE MAHSHH ST U ZQIEE MEISI I OIRA QEZ HES 2
2l5}t S Clear calibration pointsS M E{SHL|C}
CHE Q10| AHO| = A0 2 =0}ZtL|C}.

7. CHHOINE HEE H{H uY ZQES MEHSI N OIRA QEZ HES S5t =
Composition detailsS ).“JE—'.“’”—l Cf.
Fragment CH2 & AH2F S2| 0 m/z €, 2 X ppm X mDa tHel), M| QHEl 4=4]0] &=
xdﬂ% 7te|Z| =X o & U HMotEl 2=Al0] RDB 74(E WU 0|F ZATH0| EA|E LIt

8. WHHQEELHHO T = TMAE w7y ZQEZ MENSIHMH W LI EE MEIS
-T‘- Uf—‘?—ﬁ 9%-’—?‘7 E 8 22|35t = Select compositionS M E{SHL|C}

9. MS/MS AHES OI9A QEZ HEOZ 223 & RecalibrateE 22/3tL|C}

DA UHE AHERZ FASHHAHEHZ OIRA QEZ HECE FEot S

Revert Calibration2 2 =/ 3fL|C}.

MS/MS AHE HO| 52| A KA

Interpretation &= 7|0f| A| DeisotopeE 2 &5t™ 2 & 52 |27t MS/MS ﬁrﬂlﬁﬁoﬂ MAHAHE
LICH O|& A o} tHY 59 |4 D39 2 BI[7F S22 SWATH &5 HO[HE =
i &L Ct.

A o] @M of MEf o 20f EHA9{0] T £ 9| Y4 TF Results TableO| EA|E L|C}
By I3 ME
B I3 MSIMS AHE 0| CHE 3 A0f AFRS 4 Qs S USH DAY LT

—

Interpretation 27| 0| A| PrepareE £ 2!/8fL|LC}.
Interpret Data Ci 2t & AF7F S & L|CF.

2. MS/MS AHEHZ AETHL|CE
TpEhM o} e h 4XH gty |38 LIEF-HL|CE

I_

1

= 8 2B

>

E
L

D
rx
im
rot rulru
i=]

Mzads o3 22 gHCL

r

rx
L ng

Ot

m

i

Molecule Profiler 2= E |0 AT EQI0] AHE Xt QLY A
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MS/MS HIO|Ef E435}

MEASH I3 Of2{of| mb2tA ohabF b FA|E L CF
5. T O35 M52 ™ Tt A H E Interpret Data CH3F A XtQ| B F2| ofgf 2 &L
Ct.
MENSH I 3 Of2HOl| A mp2tAY opab s 7t | A & L Cf,
EEESd OIEXRHHEAHEHS OIRA QEZ HELE S &3 = Clear All
MarkersE 22/ L|C}
6. = 2 0|3 8 MEist 2 FindE 222 L CH
7. MS X MS/MS AHEFHu 7Y LR[St 40| A= WS HEHLIC
8. SelectE Z 2Lt
Stebet CHE o3 e
o m37tgdez AEE = UK ALEXE 227t 71 =2 T AT A5t & e
3t & OIAL|C}
= T M- -
1. Interpretation £.7|0j A OptionsE S 2! gtL|LCt.
Options CH@t &fAt7F S &Lt
Number of fragment peaks selected for assignment 2 E 0| M &St =5 QI &HstL|Ct,
3. OKE 2L}
MS/MS AT E 20| B = SehZ @{sl MEIE D35 AlHgtL|Ct
=48 873
1. Interpretation =2 7|0f| A| OptionsE = 2|} L|C}.
Options CH=} & AH7F SEILICE.
2. H 8150 Y= CHHEDL I 2fo|F K| Oj7) M5 - L Ct
H 8-15 Options CH3} A A}
=4 Ay
Number of fragment | 0| 2ZEE ALE510] & tHE m| 39| =5 X|FL|CE O] =&
peaks selected for |Prepare Clii2t 2t X0 A MEASH S I3 0| 2F Y = UASL
assignment Ch & O3 o 22 MR 3R 4 =22 |37 MEiEL|C
Minimum signal-to- 0| 2ZEE AESI0] BHH D3 & & dt= O AHBEl= LAUE X
noise ratio FetLCh o] YA ELD ¥ 2 D3 = P E[X| FELLCH 0|2
MS/MS AHERO|NM Z=7b 7HE 22 |32 FHo g Lt
MS/MS m/z CHE O30 =4 WY L8 25t 2 27t X7
tolerance (ppm or | =l MS/MS m/z 518 X} LHOf| LO{OF BfL|Ct,
mDa)
Fragmentation Settings
Break aromatic HIorE A2 Zo2{H o 2olghE MESL|CE
rings

AZEQO ALER} QLA
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}

104
X0
wjr

.l

MS/MS 0| O] £

)

sy
=

H 8-15 Options CH3} A X} (A

o
=

o
=

oD ) on ol
; L] S
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1. Workspace Iff & 0| A| ResultsE 22! gfL|C}.
Results 2t 0| G alL|C.

2. Open2 Z&gfL|C}.
Open Results CH@t X7 S & L|C

Ao oS For [ LTt

OKE E-Elol-l_| |:|-.
Results 2 7|7} EA|E L|C},

5. Show 0| A InterpretationS M EHSHL| T}

6. TE FXE LS HAYUYLICH AtMot BEE X EE S X HEY MHEZ XS
AA 2.

7. 2R3 22 X gYE FHIELCL XN HE s 2 2 TH MM S HRSHUA
Q.

8. Interpretation £7|2| Structure A0 M Assign=S ELEIC’”—I Ct.
AlHE| CHH-S H O3 = Fragments HIO| 2, X% =& 20 F+= Structure Details H|

og, Zatel 2l & **' S 20| Contained Neutral Losses H|0|2 S A 7§2| B 0|2
ol MS/Ms & of24oj EAIE! L Ct.
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—
OF

=3l 82 Interpretatlon H 7|0 A Fragments, Structure Details 3! Contained
Neutral Losses H|O|E& 22} Otf A QER HEL 2 S &S 2 Show Hidden Rows=

Syt

1: Fragments H|O| =0 A m/z H*ol X0 M4-E Zosh= ol Use & QIZHO0| MEHE]
01 o""—l C}. Structure Details H|O| == X[ ™= 29| Use = QIEZH0| MEHL|O] RS L
Ct. Contained Neutral Losses H|O| 20| M= 2 E 2Ol Use 2 QITHO| MEHE[O| Q& L|CE,

2. Fragments H|O|S0f|A{ Use &Qlzt3 MEASIO ZF m/z 210l CHS 74E Hotot =Al0| &L
sHE| SHS AlESHL| O}
OL-— o2 1 2d .
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3. Structure Details H|0| &
St X 22 AldghL|Cy,
E:

4. Contained Neutral Los

sses =0|A Use 2tQI2tS MEHSIO] Lot S8 &4S 7MY
MEtS|H HHY St siS Al

Ell Structure Details ¥ Contained Neutral Losses H|O| 20| A= E CHHO|| CisH = O|
2ol SHof|M Use 2*0._| 2tZ MEfiSHL| T}

5. ApplyE S2/gL|Ct
M ENSH A= Of| et A OO B 7+ X & & LICL.
6. ZE HZO| AZE|H SaveE S2/THLLCL.
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Bl 58 tArE0f thet 2= 34 H|0|H & 4 H|5t2{ 2 RemoveS 2 & LIC}.

Structure Candidates & 8 &

e T Y3 AHESHH MEISH CHAFZOf| CHSH Options CH=2F A0 A ™=l =24
= 3x %iol Structure charts & 9| Structure Candidates B Of| AH | & L|CF XpM|SH ™
HIX] 2| S8 MM S ZZSMAQ AZTEQ O CHS KEo| ALZ0] Tt X &
gL Ct.

o
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« OtL} E= F e 2 20| U= A=
4 C

S0t C{ALS| 2 ALEXHE ALEXL X TiALE R E MSoHHLE HESHD o|2{st +&

Mot2 Borg = LS ULt

T SEGIAEI™O|ZID gHofl& B JE EOo| ot L|Ct

g 49

Rank TRO| /K| EE= =% E LIEFHALICY,

Relative = X E E= "85 077 = 22X 7+ MS/MS AHI E &t CHAE 9|

Evidence MS/MS AHEH ZHHWE 7|80 2 ST O Er% CHAtE CHEDO R
Ao tHHEZ H|WSH0] O| 5 & CHHIF O| S kK| %2 CHHEZ A|HSHL| T
CHH 24 QN nQ it Z2 OHE EYE MA =9 Mo 12
EILICH £[F =2= £ |IA} QAN M| Ly Bt = 2EO0| Y0
= SEZ LIEFHLICE
AMEX= O] €2 AFESHY £ 7t0| Mete == USLICH KMot HE
= 7XE 2t Het MAS BTGP AL

Apply to MEZl 2Hol2t2 sl S A& 7F At WA o MEE S LIEHHL|CE,

Results

$ 2E =3 2E0 H 0|2 I, Apply to Results & B2 2|0 EA|FL|Ct

e dd= 228 HEY = Sial-lEf MEXE #ZE EESID, Q% HY 2 Aot =

Apply to Results 2tQIZHS MEISIO] At I 28 Zate = JASLICH XMt BEE=

T EE MMO|7 8ttA S & HE MMZ EXRSIMAIR.

e I T

S|AEIMO|A ItEkM BFCHE S 23k L O

S EHEt= =7} Structure 0| EA|E L|C},

gl A M Ed

*lAE:LEHOﬂA-I HNEm =S SO
SIAEOMO| A HAf Z0= No structureits EHO{7F ZBHE[O] Q& L|CH Structure &O|
MEZ IXX|D No structure 277+ EA|E L},
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oad Structure M2 MEASHL|CY,

of
1. Structure 20| A LoadE 2
ve =l L|Ct.

2|
Open Structure File Ci3} A X}7¢
2. mol EE= sdf It Y2 ZOf MERGHLICE,

ne ot
o —

3. Open2 Z&gfL|C}.
MEHSE LT} Structure BOf| EA|Z| D K HMY Xts S8 E X HZ 9|9 S| AEOH
HO|=0f &o| FItELCt EEE X ol otetM S A2 Ats MdE ARTF ZotEl
SHof mpEtAlIf OfZt CHEL|CEH =2|= 022 A E LTt
AHERZF F=74e R E HEE 5= JASLICH 20| CHEH HE At AFEALL
Structure 0| A LtZ I O 2 2|0f| X &H& L

ENEEERE

1. S|AEZO|A et ”*EH%% |t LI L}

S Edt= T &7F Structure HOf| EA[EILICH 7| 2H 22 S| AR O K IR L2 0f 2
Fragments H|O|=0| & & & LIC.

2. CtE 70| ti5 Fragments HIO| 52 £ E5t2{ ™ S|AE MO It Ot E 2[5
= Assign=S S g LC.

T AH

1. S|AEITHO|AM It Ot S S 2IgtL Tt

S ESt= =7t Structure & 0| EA|E L|C},

2. Structure 0| A DeleteS EE'?:.“—l':

77} Structure FHO| A M =] 0 MEHSH I} 2t HO| S| AE RO M K| A =
Fragments H|O|S0| XA ELICtH S|IAEMO| CHZ W A - A7 Structure 20| EA|E
L|Ct.

tHH & et £ Markush X E AFE5H0] otstd Hd 2 2ot CHEFE 2l 2IX|E #AIY
2 OlAL|C}
T AAd .

1. TXO URE Zx BAIYLC
TXO| 7| £ Of2H E O L REZR HELE ST = Attach MarkushE S = L
Ct.

Single Bond == Double BondS M E{tL|C}.
4. Select Symbol Ci2t & XH0|IAM 2o 7|2 EE= =412 YL O

5. OKE Z&gtL|LC}.
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Markush &&= 72| MEIE 20| AHSt= T2 FA|E LICH
1: Markush 7+&7F HAE 42 4 HO|EHE &€Fot & 725 HEY &+ AS L L
Markush X7} H| 7 & ™ E%@'EE oI5 CHARZOff Ciot 2= S A OB 7t AF&| &l L Cf.
3 #ole M
CH22 AHESH0] m|30f 20|22 AEY = AS LT
« O|2A EE 0|2 RH(EENOIEE
« 0|24 £= 0|2 RY(HEO|=8)1t ppm 2%t
« O|24 & 0|2 FY(HEO|EE)1 mDa 24t
MS/MS AH EZ0j| I3 2|0|= F7}
1. Interpretation 2 7|0{|A| OptionsE Z2/TtL|Ct
Options CH=} & AH7F SEILICE
Label peaks with 2 E0|A 2{0|2 F&= MEigL|Ct
OKE S2/gLct.
4. Fragments H|O|Z0|AM 20|22 A["de T A7t ZgHE dS MEASL|Ct
5. Elg 223,
2 MSIMS 2B EZ A BE 2o|22 Mtz Klg 2aeLc
2= XH0f| CHot A EHE HE
HHE X830 Fragments HO| S0 EA|X|= HO|HE M2t += ASLICH
Interpretation Filters Ci 3} A X0 U M| A SF2{ ™ Fragments E| 0|2 0| A W ofo|2g 22t
L|C}.
1= dY
Rings and Double Bonds
RDB + Integer value (even-electron): &1} 0|5 Z2H0j CHal H=
= 7t SHEDE EA|LICE
+ Non-integer value (odd-electron) 2t 0|z Ao CisH
Ha=7t Ot 22 7% CHHDE EA|RLICE,
Mass Range
m/z from _to XEE HR| Wl mz 2tE 7HT THETE HA[GL(CH
Mass Accuracy
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Z2H H4Y
Accuracy within XGE He| Lol A e E JHFl CHEHPE BA|SFL|C}
o Y S 5 7 mDalX| = ppm K| =
x|

Intensity

Intensity above __

cps |¥= 40| XY E S =1ot= BHETE AR C

Score
Score above Ha7b KNG 2l g2 Z0tsh= CHEHEE AL T}
Structures

Fragments with
assigned structures
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1. Workspace Iff £ 0| A| ResultsE 22! gfL|C}.

2. Opens 2&&tLCt

Open Results CH@t A X7 S & L|C
A0t ot Y2 ZoF MEASHLICE

OKZ ZaIstL|Ct,

M

.

Show Z =0f| A InterpretationS M E{SfL|
Potential Metabolites E| 0| = 0i| A{

CFS = SjLtE 284St}

0| H|Of

o

N o o &~ e

» Sequence

+ Sequence ¥

D H A|E AT Sequence 0| EA|EL|CE &
[ 1, Composition: [ ] 20| 20| Z=7}+& L|C}.

QO ™ Load ParentE &

POl A| AT OO] QL A *l?_i
£ &5l &S X|2 Z Load ParentE 2

MS/MS AHEHO| I3 2{0|& F7}

=
= e ot

2 Enter Sequence

_|

2|0l AA Index: [], Mono. Mass: [ ], m/z:
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A} Of il A

O|Gl A =
—_ = "1

AA Index: (O|-|:||_|-|; ) Ol'Dl—LEH. =T

DA A0 M AEAO K HAY

A OFX[S) TH7| SIX[E LEFRLIC St AbE A[AATF BA| A Z A0 Zote|X] B

2 Z2 AA Index?t BA|E|X| &L CH

+ Mono. Mass: 5 22| tHY 59 A4 HFYLICH
o miz: B2 O Mot ZLYLICH Mt 23 20| EA|E LICH
+ Composition: A|#HA0[ H| TS Rl 4 AL T}
8. HZO| st EAR AAEAE HETLICHL XHMS HEE AFA HE MMZ HXSHUA|
Q.
ABA BE
S HAL2 0] CHEE A| A7 e[ AL EEE & HAES = AS LT
1. HZO| EHast A|EAE SESLC
2. ZostUE2 HATLICH XtAS EE BEO|E AEA HY 74 MM HESIHUA|
Q.
g4 8%
1. Interpretation £.7|0{| A OptionsE Z2IgtL|C}
Options CH2t & At7F S E LICE.
2. CHHZ S 0|5 X|E Of7f H4E 7d L CH AHMTt HE = & 8-160( A ZHQISHA A
Q.
H 8-16 Options Cii 3} A4 X}
=4 A4y
Minimum signal-to- 0| 2EE AE5l0] CHH DA E 2ot O A El= LAUE X
noise ratio FetLCh o] YAt LD R 2 D3 = P E[X| FELLCEH 0|2
MS/MS AT E O Z=7h 7HE 22 m|3 2 ol LCt.
MS/MS m/z O] ZEE A0} MS/MS m/z 518 AHE X|I'g g LICH tHHE I3
tolerance (ppmor |[Of O|2 & Y A|AAE 2SI H HY H& LIt X[HE MS/MS
mDa) m/z 51-& X} L{of| QL0{0F gL
Fragmentation Settings
Fragment Types HMEoHCHH RS MENSILICH o2 Rds MEiE = A& LT
02 SHS AHEE = AS L L
b
*y
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H 8-16 Options CH3} &Kt (A=)

=4 dY
Maximum number |O| 2EE AR50 H0{oF & (L} AY =& X|HLLLCH OH2 J
of bonds to break | M2 ALEE &= JSLILCL,

e 1

e 2

« 3

€)1 o =775} HEfO[=0| 2 20[0f ¥ A|0) 2 +2 302 A
sh3 st 2| Alzhol SojELIT

Break linkages HEO|E A A0 AMTIE U= B2 0] =oletS MENSIH i of
O it 7to| HAAS B L

Label Settings

Label peaks with O| 2EE AHE310] I3 0|20 EAIZ HEE X[FetL|Ct CHS
M2 A EE = AS LT
* Jon

* lon with ppm Error
* lon with mDa Error

* lon with Charge

Apply options to all [T E|X| Y2 2= [HAFSO| 2 S S HE5t2{H O] =elEs
potential MERSHL|CE,
metabolites

CHE AR A S

ity

CHHoL A2 AZEQO0f Z2te|0f om HEY &= QST

—

Workspace _H W ResultsE =&/ gfL|Ct,
Results 2 S0 & L|C}.

2. OpenS 22Tt}
Open Results Ci @t & XH7F S & L|CH

Mo oS &or MR L.

4. OKE ZEELICH
Results 27|27} EA|E L|C}.
Show Z =0 A InterpretationS MEHSHL|CL.
6. AIEAE RETILICEH Kbt HE

7. Sequence & 0j|A Assign2 Z2/2tL|LCL.
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MEISE ZF M-S AL S0 2EEE A F A0 Ciet s A Aot Fragments E| O 2 0f| XH< &
LICH XtMst HE= S8 47 A S BXSIYAIL. Fragments H| 0|2 0] A YX|St= O
22 MYsts M 20| MS/MS HOf| F=7HELICEH H 0|2 ?/2| 20]20] YLIo|E
2|0 Ct&& LtEFS LI CF

+ Assigned: x of y peaks. & &l U3 & LtEFHL|CL,

MSMS Peak Area Assigned: x%. &S =l MS/MS I|3 HAO| 822 LIEFHL|CE,

« Sequence Coverage: x of y consecutive amino acids. A| 2 A0 Z3tL|= ¢ Of

O] tho] =5 LIEFR LT,

Sequence Candidates £ H &

s A EA HES AHESHHE MEiDE 2OCiALE = CHAFZ 0l CHSH Options CHSF &8 XH0| A
HEl ZHS 5Fs= A A FE0| Sequence charts & 2| Sequence Candidates B 0fl i
3 & L|C XWlO* YEE= X H2| S8 MHZ BRSGYUA L AT EQO= CHE FY 2| CiAt
% = SOCiAIS Ol CHEE A|RAE g'*o*i.“—l Ct.

« n=8: 2E0f oot Z|of 4 7o HY

- BX:no| A2|o| =2 FEZ LIEILH= B

=

o
S H= Fo| mEELICY,

I:I

AEL ZEEIAEOYO02ED 2h)ofl= T

ol A

= = O

Rank X| ™ E CHAFZ O] CHolf ZAM =l 2= O K| A|RAS| & T =% S LIEHH
LICt O] =%l& EY = MS/MS |3 HAEZ 7|&2 2 3L,

View sequence |HMZ2Z 2 XQtEl A|HA| 5 LIEFHL|CE

fragments ey -

J AMEX= O €2 AHESHY A|RA 7H0| Mahgt =5 QS L|CH XpMeH -

He AMEA ZEHS MM S BRSIMAIR.

AA Index A A0 OOl oF A|2F D &2 LEEFHL|CH

Apply to MEIZl 2Hol2t2 ST AR AT Z0F o of| K& E S LIEFHL|CH

Results

S 3 = S|AEQH HO|E 9, Apply to Results & HFZ 2|0 EA|E L|Ct

e SGE ANEAE HES = QISLICH AL A= A|RAE EESHD Z Qo HAE S =

ot = Apply to Results & QI2t2 MEHSIO] 21 A0 A|RAE Zote = JUSLICH XMt

HE= AEA ZE MM 70HA Y A[RA HE MMHZ ZZXSMAIR

o3 4ol HE

CtS2 AH2SH0] T 30f 2f|0|=2 X8 &= S LI

« O|2A E= 0|2 FH(EEIOIER)

« O|24| = 0|2 FA(EEIOEE)d ppm 2Kt

« O|2A E= 0|2 FHE(HEIOI=EE)d mDa 24}
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. 0|24 EE 02 H(MEO|=8)Tt Fot

MS/MS AHE 0| I3 2{|0|& F7}

1. Interpretation = 7|0f| A Options& == & L|C}.
Options CH=t & X7 S EIL|CE

2. Label peaks with ZE0{A 20|52 Y= MEiBtL|Ct

OKS S= &L Ct.

4. [%3'('5|.|_|-E 2SSt

=2 T od

# 817 I3 gj|o|& F

L|Ct.

7k

of oj30f 2 ol= XIS

2= O30 glol= X

r
HJIO

%Oﬂﬁ o222 X g8g o
MESHL|C}

e 223t

o=

=l MSIMS 2HE R0 B E gloj2g M stain Ble 2ag

= =

HEHO| =0 CHE off 4

2H 3=

28 E &30 Fragments HIO| =0 EA|Z|= HO|HE ME=2te = ASLIC

=

Interpretation Filters CH2} & X}0f| N[ ASH2{ ™ Fragments H| 0| = 0f Af i ofoj2g 22t

L|Ct.

g

E12

M
=

o

Mass Range

m/z from __to __

XZE Hel U2l mz 2tE 7HT BHETE AR L O

Charge Range

Charge from __to __

+ Fromrange: 1 ~ 10(Z&)

« Torange: 1~ 10(Z&})

£t To range %f2 From range 22 CH 3 7Lt ZHOLOF B L| T,

lon Type

AZEQO ALEA} QLA
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ZH 249

Fragment type HES T RS MESLCH o2 RS MEY = ASY
Ch O S8 2 A8 S 5= A& LT
- a
b

Mass Accuracy

Accuracy within XGE He| Lol A e B JHFl CHHPE BA|SEL| T}
o HE e £ tH 7t mDallX| = ppm K| =
Options CH2} &FAtC| A4 EROY| hef SebE LT,

Intensity

Intensity above __cps |Z = 20| X|EE ¢fS X 0tot= THEHEE AL

L (@) 1T
=g 7S EOIE IAE=E
ANEABRE
AEA HE
=M 43
CHH A|RA 25
o3 8ol §& N MS/MS £
22| 1522 2EI0|=0f CHEH oA EE
AMREAZE
1. Workspace Iff 20| A| ResultsE = 2/ gfL|C}.
Open2 2 &/gtL|CH
Open Results Ci @t & XH7F S & L|CH
3. ZututdS Rof MEdSHL|CH
4. OKE ZgLCt
5. Show Z EO0f| A InterpretationS A EiSHL| T},
6. Potential Metabolites H|O| 2 0] Al S MERTHLILCE,
7. Sequence EO| H|0] YoM CtZ & SILIE &L T,
+ Load ParentS =& gfL|Ct.

- HO| AEAS YA 20 S L

A ™l
ﬂ

2 0ff o3 0|5 F7¢
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% 210f Mono. Mass: [ ], m/z: [ ], Composition: [ ] 20| &0| Z7}&E L|C}.
+ Mono. Mass: 54 d 22| tHY 59 |4 FFYLCH
o mjz: 2 Of TS} ZrLICH M= 2= oo EA|E LTt
+ Composition: A|#A9| H| S}t fla LM UL|CH

8. HPGO| oot FR A|EAE HYSLICEL XIS HE &= A[3A HE MHZ BRSHAA|
2.

A#A B

E78 UAZO| CHot A|BA7 SR AL 2EE & HES = ASLTH

1. HZO| East A|EAE SESLC

2. Hes U8 HAYLLCL XNt HE = 22 g 2EO[E Al T & MM
2 RSN,

=48 273

1. Interpretation £7|0j A OptionsE S 2! gtLILCt.
Options Lzt & AL7F S & L L.

2. CHHEgL 8ol X Of7f HEE =7d LT RiMet HE = H 8-180( A =I5t Al
Q.
H 8-18 Options Cii 3} A4 X}
=M a9
Minimum signal-to- O] 2EE ALE5I0] BHH D3 & 2 dt= O AMEEl= YA EIZ
noise ratio FetLCE o] YAIGELD R 2 I3 = YK REL ':f Lo|=

MSIMS A E 20 A ZH =7} 743 &2 132 Fo|gL|Ch

MS/MS m/z O] ZEE A0 MS/MS m/z 51& gxrz XS BHE o3
tolerance (ppmor |0 0|2 §& A A|HAE St H T It X E MS/MS
mDa) m/z 51 & QXP LHOf| QLO{OF g LT
Fragmentation Settings
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H 8-18 Options CH3} &K} (AH%)
M =h
Fragment Types HEo tE s MEELIDE O fRES U8 = AU
Che M2 AtEE = USLIC
. a
b
. c
- d
Yy
e Other
« wb-H20
. X
Yy
XtMIsH Q2= AFEAL X H 22| 0522 2EL0|Eo| o MM Z &E
[|SNPNER
Maximum number |[O| ZEE AI25I0| #0{0f & %[O ZT = X|HYLCH OHS =
of bonds to break |MZ AI2T &= QELICE
e 1
e 2
227t HEELICH
Eh O S840 22|12 QEO|EQ| 2 Bojor & x| 28 =+
£ 302 MEHSIH LSt M| A|Zt0] 50 e L|C}.
Maximum water and | THE S} SO 2rdieh = Q= 2|0 =2 &4 XFH . 2010 A
Base losses ZEL
Label Settings
Label peaks with O| ZEE At2310] I3 20|20 EAIZ HEE X[ FetL|Ct CHS
%Aﬂ% AI-_Q_'C'H' A O|¢|_| |:|-
[ o= T M-

* lon with ppm Error

lon with mDa Error

* lon with Charge
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¥ 8-18 Options CH3t & X} (Al

=4 49
Apply options to all | 2T E|X| %2 ZE CHALZO| X S 2 X ESH2{H O &Qleks
potential MEfSHLIC
metabolites
CHE A BA S

ity

THHSE A2 2ZEQ 00 2|0 e HYY + SlaLIth

—

Workspace l_lH S0 A ResultsS Z2!8fL|C.
Results 2 E<0| & L|C}.

2. Open2 Z&gfLC}.
Open Results Ci @t & XH7F S & L|CH
AT O Y-S Aot MEfSHL| T
4. OKE ZgLCtL
Results £7|7} EA|E L|C}.
Show Z =0 A InterpretationS MEHSHL

6. ABAS ZEBLICL AP HEE ABA 2E 4N HESIAR.

Ct.

rOF

SHL| T}

HA0 st i A AT} Fragments H 0|20 A L%
S AERSIAAL. Fragments EH|O| 20| A YX|St= 0]
MS &0 =7+E LICH H|O|= 99| 2{|0|=0] 4o

7. Sequence H0|A Assign=2 22/
MEHSE S M2 ALRSH0] 2 EE A
LIt XEA ?_F HJEE S8 48 MM
22 MESE sEM N 2M0| MS/

E&|0 Cf2S LIEFH LICE

+ Assigned: x of y peaks. &= I|3 & LtEFRAL|CE,
« MSMS Peak Area Assigned: x%. &&=l MS/MS |3 HXO| 2SS LIEFHL|CL,

+ Sequence Coverage: x of y consecutive nucleotides. A| A0 Zotz|= A%
S| LEIO|Eo| =& LtEFELICE,

o3 oe My

CHe-2 AM83tol A 0f 20|28 X HE = UL

. 0|24 i 0|2 RY(22| 1 FE E0|E)

. 0|24 i 0|2 RY(22| 1 HE2EH| =)t ppm 24
. 0|24 Ei& 0|2 RY(S2| 133 2EH0| E)T mDa 24t
. 0|24 £ 0|2 RY(22| 1 F2EL0| =)t T3}
MS/MS ~H E 0| o= 20| F7t

1. Interpretation £ 7|0| A OptionsZ = 2|¢tL|Ct.
Options CH2} & A7F &L L,

AT EQ O] AR AL QYA Molecule Profiler 22X E 2| 0f
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2. Label peaks with Z=0f|A 2|0|2 A2 MEHGHL|CT
OKE Z&gLCf.
4. CtE 5 StLIE e o)
H 8-19 I3 &|0|& =7+
sk A0 yo|e XA R= O30 ol XE
Fragments E|O| S 0] A gj|0|22 X|E& I dlg 23ty
Ep/S-LE R Ewtet i
Ble gz -
= MS/MS ABE 20| M BE goj22 RAstz{w Lilg 223t ot

22| 172 2LEIO| =0 CHet siA EHH QE
ZHE M&59 Fragments Ho|=0f ii*lEl = HO|HE

L|Ct.

L EL

Mass Range

m/z from __to XEE He| L] m/z 442 7HT E

Charge Range

Charge from _to MERSE ZH2 R 1HS)
(o]

lon Type
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1= 29
Fragment type Ao tHH oS MEYLC o2 RS U8 & ASL
Ch Chg 82 AH8Y = AL
+ a
b
e C
- d
cw
+ wb-H20
LD 4
cy
+ Other
+ Base loss
* Water loss
* Internals
Mass Accuracy
Accuracy within XEE H| ol A e E 7HFl THEBE mA|erL| T}
o A e B tHR{7F mDallX| = ppm K| =
Options Cil 2t &fAto| AEHOf| ka2t EhabE Lo,
Intensity
Intensity above __cps | &= 7f0| X|FE 4t Z1Sh= SHEDE BA|RL T}
ADC ¥IAEZ=
+xX Z2E
Tx& EHY
AREAEE
AR EHY
g8 2%
T2t A B A = CHoj| Cfs THE O] 2 &
Ct
o3 gole Me N MS/MS A E 2{0f| I3 20| & F7¢

L

ol A1

ADCO] Cet 5 A

2H 3=

AZEQO ALEA} QLA
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FL|CY.

2|5
=
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} 2 Load Parent Structure &S

ofl A
2/

=

=
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Structure H0|A| LoadE =
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.
o
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4 EH

A
(i
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L|Ct.
Of

.l
ot
=

F

e
s
e
o
—

%
E 0| A Interpretation= M EBtL|C}.

|2
=

=2
= 1
Open Results Ci @t & X7+ S & L|CH
=
of| CH

o
=

I

o

=

=
=

Metst A2 o ma| R 0| AT LICH EAIE A Qx| (mE Ha| oj7y 4

LM & 5 UAF) = FAZEAFM2 2 HAIFLCH

Workspace If '€ 0 A{ ResultsE 2

A1} o}
CHAL

Open
o

6. Potential Metabolites E|O|

BN LRI ZEEE[X| U0t
7.

MS/MS 0| O] £
2.

3.

5. Show
EXN

1.

PO AHE Xt OFLEA
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9. HPO| ZRot FR A|HAE HYUSLCEL XN HE &= A EA HE MHEZ BRSHMA|
Q.
N2 HE
S8 UAZ0| CHot A|BA7H EEE| AL 2EE = HEY = ASLT
1. HZO| East A|AAE SESLC
2. ZostUE2 HATLICH XtAS EE HEO|E AEA HY 4 MM HESIHUA|
Q.
=M 473
1. Interpretation £.7|0{| A OptionsE S 2! gtL|C}
Options CH=2t & At7F S E LICE.
2. #8210 2YHE tHHgt I 20| & X7 o7 W8 +=Fe L}
H 8-21 Options Cli 3} A4 X}
=4 49
Number of fragment | 0| ZEE ALE5I0] ADCO| X R 20| gee thH u|3 =8 X|H
peaks selected for |2L|Ct & O[3 2| £& AR 4R 4 +=2= O3 7} MEZ
structure L|C}.
assighment
Minimum signal-to- |O| 2EE AL&35t0] CHH O[3 E 2ot O AHE k= YA TS X
noise ratio FetLCh o] YAIGELD B2 I3 = YK REL ':f.
MS/MS m/z O] ZEE A0} MS/MS m/z 51& QALE X8 &L CHppm E&
tolerance (ppmor |mDa t -°r|) CHH O[30 =4 A HXHE F2E Lot H 2 H
mDa) St 74 X - &l MSIMS m/z 013 QX LHOf| RAO{OF BFL|Ct,
Structure Fragmentation Settings
Break aromatic WS 22 Bo2{{ o =QlEtS MENSHL|C
rings
Maximum number |O| ZEE ALE5I0] #0{0F & X[ 23 =2 X|FSYLICEL TS &
of bonds to break |2 ALEE = S LICt
e 1
e 2
- 3
- 4

Molecule Profiler 2= E g0
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MS/MS HIO|Ef E435}

H 8-21 Options CH3} A X} (AHZ)

=M A9
Maximum number | O] ZES AL83t0] ZO{0f & A|tf c-C 28 2 X WFLICL C}S
of C-C bonds to S82 ALEE = &L
break
e 0
e 1
e 2
- 3
e 4
Sequence Fragmentation Settings
Fragment Types Mo CHH oS MEGLCH o2 RYES MEfE &= ASLICH
Che 282 AHEY &= USLICH
* a
b
Yy
Maximum number |O| ZEE ALESI H0{0F & |0 A2 =& X|FSLICL O &
of bonds to break |82 AtEE = QUSLICH
e 1
e 2
e 3
0 o 23e HEf0|= o e Hofof & A|r) ZY 8302 M
BN St TR K 2| A|ZHo| S0 LT,
Break linkages HEO|E A|EA0 A7t U= dF O] ZolztS MEISHH i H of
Ok 7tol AZZ B2 = ASLICH
Label Settings
Label peaks with Ol 2EE AFESH0 w3 20|20 BEAIY HEE X|HeLC Chs
M2 A EE = JSLLCH
 Jon
* lon with ppm Error
* lon with mDa Error
* lon with Charge
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H 8-21 Options CH3t & Xt (Al
=M 49
Apply options to all [ E|X| &2 2= CHALZO| 2X) S42 M52 ™ 0| =olgtE
potential MERSHL| T,
metabolites
TR A|EA = CHOj| CHsl EHE O 2 &E
T CHHDL R A2 AZEQO 0 Zetk(0f len HEY = gisL
1. Workspace l_lH 30| M| ResultsS £ &/%HL|C}.
Results 2 & 0| & L|C}.
2. Open2 Z&gfL|C}.
Open Results Ci @t & XH7F S & L|CE
Ao oS Zop MEfghL| O},
4. OKEZ 2Lt
Results £7|7} EA|E L|C}.
Show Z E0j|A{ InterpretationS MEiSHL|CL.
6. TERAAIEAE ZESLCL XN HEE 12 ZEE A AHA EE MM S HESHY
INE=S
Sk = ANEAL ST 2EG0F 2L CE O] EXts & Ot 2EEE HEIE 7HE
St 2 E| ALt
7. Structure &0 A Assigns 2= SHLC}.
TOF MS/MS AH E & 024 9| Structure 7|2t Sequence £7|7t 25 MYX|1 7| 2H

O 2 Structure £7|7} EA|E L|C},

_Tl_ o —'rle_UF 2L &l A2 Fragments H|O| 229

820 =

Structures 27|7} EA|EL|CH 2K

Fragments Ef|O| £ 2| Sequences 7|7} B A| & L|C}.

2O AlIH
=2 121

Structure 2.7|0| A Fragments E|0| 2

Ol 22 MMA A2 fX|H Contained Neutral Losses H|

AR LICH Zot= MEist M-S 78t 2 gL C},
Z5H Al 2. Fragments E‘Iloleoﬂkl LX[St= 0|22
MS/MS EOof =7t LICt.

g o 2 fHe

| X| 10 Structure Details |

OlE2 Xt S8 =42
XMt BE= S8 48 A2 &
AlHSt= Aok I M =M 0|

A A0 oY 2
HA[E LT,

4 |'7|' 3195 No structures

assigned”} Fragments H|O| =0

Fragments H|O|= /2| 20|22 CtES

+ Assigned: a of b peaks (Structure: x, Sequence
& O3 & LIEtYLILE b= & 02
Sequences 2 7|2| & =& Z+2Z} LIEIH |_| C}.

E LtEILHDY x= Structures 27|2| & =

LHERA L CF,

k=
=

Y

0

y). 017|A1 ac x2tye| gfo|n &

rr O
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112/141

SZEQYO ALER} QLA
RUO-IDV-05-12707-KR-A




MS/MS HIO|Ef E435}

10.

11.

12.

13.

+ MSMS Peak Area Assigned: w%. 07| A w= AHE ™ HO[E 0| A &Y E D39
2= HEZ LIEH L CF

Fragments H|O| £ 0{= Use as Conjuga e 0| Zot|0f AFL|CE O Eojl= HIO|=2]
Z Hof CHo =l HA[ZF ASL|CE =HQIEHS MEiSH = QLo ™ EHHO|| Cis K HE =
01| A RIX|7F USLCH =elekS *.JE gt = Qo™ 2 QIX[7t gl Lt =eleks
i St 7c§° CHHO| A|FAQtO| ol AFEE LICH 24022 MEISHX| Qf2 ZS THHOJ
AEE[X| RELCE 7|28 ez Fote 3 EX (O w2t £2F @X| 7 Lk E Z[CH A 7H
Of CHHO| MEREILICE HIO|Z2| X i W2 7| 2™ o= MEHEL|CE.

Structures £ 7|7t MEHE| R} =X| =HOISHL| T},

S| &St 42 Fragments, Structure Details 2 Contained Neutral Losses H|O| &2 2tZt
OfRA QEZ HEOCZ Z8/3t &= Show Hidden RowsS £ 2| 3fLLCL,

£t 10 Fragments HIO| S0 m/z H*OI A0 H4E ZAShE Y2l Use EQIEHO| HEH L
O] & L|LC}. Structure Details Ef|0| 2 & A1 H4= 80| Use &012t0| MEHE|O] Q&L

Ct. Contained Neutral Losses H|O| 20| M= 2 & S 9| Use 51 Qlzto| MEdZ| O Q&L LY.

Fragments E|O|S0{| A Use 2125 HEHSIO] 2t myz €10 CHSH 7+ “S&=het 40| &
S| 312 AlSHL|C

I Z) EHEOf CHo o2 7Hef EMA 412 HEISI2E 5 02| AOIA Use 2HRIEHS
HSHL|C}.

g

> om
m

ot

SE miz 0l w2 7|2 REE BAlE L.
Us

Structure Details Ef| 0| £ 0f| A
Sle Ix HES AW T}

pell g —|——I—
Contained Neutral Losses E| 0| =
HeSHA BrESHE S Al EHTHL Ef.

Ell Structure Details % Contained Neutral Losses HIO|2 0= £ CHHO| CHsl & O]
20| WO M Use QI EtS MEAGHLICE

— =

Sequences 27| & 4EHSEL| T}

Sequence E7|01|*1 ragments H|O|S0f= MEISH FH(FH 28 M4 ExX), Structures
H7|0| M MEiSH ZBHA|, Compound-Specific Parameters2| Product lons and Neutral
Losses E 01IA1 *.jE—h'ﬁ._F gh= (Product lons and Neutral Losses & AlM &) Bl A|Z A0
[k s & Z1k7 HH-‘?—J" L|Ct. Fragments H|O| S 0f| A{ O'I|o|-'— O|22 AlHSI= =M A
EMO0| MS/MS HOf =7tE LCt.

I A EA0 siM 207 @12 ™ No sequences assigned?t Fragments H O =0
:Ii*liu' L|C}.

HO|= 2/2| 20|22 BtSS LIEFELICE

« Assigned: a of b peaks (Structure: x, Sequence: y). 0 7| M a&= x2t yo| 0|1 &&=
o3 & LIEPHLCH be & 0|3 & LIEtW O x= StructuresStructures §12| 3
==, y= Sequences ©2| ¥ =5 22} LIEFHLICY,
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=
(2]
=
(2]
v
1]
2 Q
>
>
=

ea Assigned: w%. 0] 7| M w

= Al

I_

_|

2} CIOIE O M & & T2

22 BIHS LIEPLICH
14. S{2st= 42 Fragments HO|22 022 2LEZ HHECSE 223t 2 Show Hidden
RowsE &2 L|C}
& 31: Fragments H|O[ 201X m/z 32 211 H4-5 Z&51= B2| Use 22I20] Mehg]
o Y& LIC.
15. Fragments H|O|S0{ A Use =Ql2t= MENSIO 2t m/z 240f| CHot 713 H2tot =410 =
shel 2 Alge L}
£l1 2t SEO Cief of 2l JHo EAE A2 M=3tei D = 0|42 HOA Use HOIZIS
MERSHL| T,
SeE miz 20l =2 7| 2L EE BEAIE LT
16. & HPGO| &2 (M ApplyE S/ gLICH
MBS CHALZ Of CH St 31 T O|E{ 7 A& EIL|C}.
17. SaveS =2 L|C}
Sl E7 CAIS 0] Cf3t 2= oi4] GIO|E|= AH| 3121 @ Remove= = 2|8 L|LF.
o3 2ol &
Cte2 ARSI I[A0f 0|22 X8 &= USLICH
. 0|24 £ 0|2 SH(HEIO|EE)
. 0|24l i 0|2 R (HEI|=8)Tt ppm 24t
. 0|24 E& 02 ¥ (HEO|S8)It mDa 2%
. 0|24] EE 0|2 S(HEIO| =8It &b
MS/MS A E =0 I3 0|5 =7}
1. Interpretation £7|0{| A OptionsE 22! gtL|C}
Options Ci=t & AF7F S &L L,
2. Label peaks with ZE0{A 20|12 S MEISL|C}
OKE Z&/gLCf.
4. LCZ & StLHE AL ot
8-22 I|3 20| & 7t
ot |30 gol& x| 2 E O30 golg XH
Fragments H|O| 20 M 0|22 X|E& dlg 23t
37b maE we Mejglct
Ele 2astucy, —
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SIMS/MS AHE R0l B E gloj22 Kzstei® Klg g2g o
ADCO| CHet olf 4 2E &

ZHE 830 Fragments HO| 20| EA|Z|= HIO|HE

M= 2t

Interpretation Filters CHS} AFXHO|| 24 K| A 51243 Fragments E|0|20j A B4 ofo| 22 2231
L|C}.

ZH H4Y

Rings and Double Bonds

RDB + Integer value (even-electron): 21} 0|5 ZH0j CHal M=

7S JFRl ChEOF T A|SH|CF
+ Non-integer value (odd-electron): 21 0|F Zetof L3}

a7t ot gfS 74 THHTE EA[R LT

Mass Range

m/z from _to XEE HR| LU m/z 242 7HT THHEE EASHL|CE

Charge Range

Charge from __to __ MEASH HQ| LYo TSHE 7+l THHDE AR LICH g 82
ree = AELICH

« Fromrange: 1 ~ 10(£%)
« Torange: 1~ 10(Z&})

£t To range 4f2 From range 22 CH 3 7Lt ZHOLOF B L| T},

lon Type

Fragment type MBS CIH QB S MEiSHL|CE oj2 R4S MEE & Q&L
Ch Chg 82 AH8Y = AL
+ a
b

Mass Accuracy

Accuracy within XEE Hel ol 2 =& 7H8 CHHTE HA gL
A2 A2 Hoe 7 97}t mDaglX| E£ ppmol Al
Options Ci 2t &f Aol A EHOf| k2t St L T,

Intensity

Intensity above __cps | &= /0| X|HE ¢fS Z=16= CHHDE HA[SHLICH

AZEQO ALEA} QLA
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1= 29

Score

Score above 7t X E 2h2 X14shs THEPE BA|RE L CF
Structures

Fragments with Tt HAF THHDE BA|REL|CE.

assigned structures

At off 4

22 ISR HEO|IE 9 3E2E

2 PR NS EEE AEE = ASHO.
o
=

G Sk
Batch 2 ¢l 0| A Apply Options &It
AXHO A MEHSE B E Auto Assign &M
Assign Structures or Sequences N2 *.J =l
MMS ATSIAAIL.
x

« Results 2t 9| Interpretation £ 7|0 A| MS/MS % 2| GenerateS 2 &2t L|LCt.

HEIO|E 222

MEHSEO] Batch Processing Options CH3}
MI gl [ = MZo| L3t C} X|ASH

|2 S
HOF hLIC XtMeH Y= HiX| M2 &4

CIEat 22 WO AL Xts 82 A& = JA&L O
+ Batch 2 H0||A Options = QI2H2 M EHSIO] Batch Processing Options CH2t & X10j|

K

A

M MEESH O E Auto Assign =4S Hi K| Q| M
Assign Structures or Sequences =41
MMS HESIAIL.

O MZof K BtLict K| A3
[ SLICE RRMISH BB S HIK] K2] S

jo
-
12
=
@)

 Results 2% B2 Interpretation 7|0 A MS/MS & 2| GenerateE 22!} L|C}.
NEESTS L

5|2 = T20IA THRHA SIS 2o,

S A2 A7} Sequence &0l EA|Z|1D Fragments E|O|S0| MEISHA|ZIA 2H HEZ Y
OO E &l L|C}. Sequence F 22| 20| 20| YLO|EZ|0 A|RA HZ ot St El =2 & LIE}

HL|Ct O & S Sequence x of y, rank = z7+ EA| € L|C},
H| kb Ad EH
3|*EJE”01|A‘| N =2 St

S|IAETMO| K HAY Z0|= No sequenceh= THO{7F Z3HE| 0 & LICEH Sequence & 0|
K| X2 Fragments EH|O| 20| {2 I XM No sequences assigned?| EA|EL|C}.
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6. Z|Ef YEto| HEE bdetL|Cf.
H A-1 Other Terminus 2 &
= T
=— HA
Terminus Moiety C11H15
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