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o M 2RO & CE A A0 AL SEY| QI3 SXY 2f2 7|2 U2 E N YSI2H Save
as Default SettingsS Z2/¢tL|C.
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o CHS} HALE B0 B L8 S FA5t2{H Cancel2 2 &/ LICL
MS 2 S|
O] BXIE AFRSI0] SCIEX OSE MM E MS B S & £ &Lt
1. MS Method 2 ¢ S LT}
2. Opens 2&&tLCt

Open MS Method Cist A A7 SEILICEH O 7|0fl= S| Z2EMEO| Y= MS Bl =
EOI EAIE.' L|C}.

HSEH |_| |:|-_

Mal "Xt

+ MS Method Y FAOAM MS HBIS HHSHAHLE 7| & YRS GLICH XM HE =
MS Method ¢ QS EE= MS W G| MM 2 HEASHMAIL.

O| XIS At2810] MS Method 2 A0 A 2HA HhHS ASHSE 4~ Q&L CH

1. Data Acquisition I 2 0| Start HHEO0| A O2HF St EE &It 2 OIS T oILIE 28
S| O}

« Start: 0| 42 LC 8l0| MS S = FA LT,
- Start with LC

XtMISH M 2= Data Acquisition I 2 MM S TSI AIL.

a1 ) 2. 0|2 220 3mL/min
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712! 5.1 Start with LC CH3} AFX}

Start with LC X
Project Mame: Default
WS Methed: Untitled 1
LC Method: new-method "
Rack Type
Rack Posttion
Plate Type:
Plate Position
Vial Position:
(ox [ cancel |

2. (MEd AFgh) Explorer 21 Q0| A H|0|E{E £ 2{™ Data Acquisition I 0l A{ Open
data exploration to view real-time data(.)g EE RTINS
MAIZt 2152 Explore 20| A ME K| =0 Acquiring, Finished === Aborted2t= £H0{
Z BA|ELC

18 5-2 A A[ZH 2l 5—Acquiring

&H File  Edit Show  Graph  Process  Bio Teol Kit  Window  Help

F == Q] EEE
ot %z he e Ul D QEEE®
TIC from MA-2018-12-04-12-32-34 wiff2 (sample 1) - sample, +P| of 609.3 (150 - 620)

4.0e7
3. (M Ar) 20 Wt MS Of7)f HaF X HtetL(ct. Of7) gi4-of Ciet 282 =2

AMAER EME EXRSHMAIR.
4. Data Acquisition I§ 20| A Stop= = & gLILC}.
(MEH AtRH) H|O|H & AN &ste{™ LS THAIE =~ gtL| Ct.
a. SaveE Z2&6l0] H|O|HE XMZEetL|CT
Save Data Ci3t A XH7F S 2IL|CH
b. (M At HIOIHE M Z2HME Sl 612 E2H (Y St 42)E MEISHL Tt
c. File Name ZE=0j 0|52 = gtL|LCt.
d. SaveE ZE=gfLICt.
=
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6. LCIS = ot}

SCIEX 0OS A~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600 DI EQ0] AHE X} CHLEA]
A|AH RUO-IDV-05-7560-KR-|
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9| L CI2 BLHEZ 0|53 4+ YLt

2 Aol K S BAIS0lE WY O T2NE 0[S0 ESELICH BIS | 8|9t L8 &)
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LC Method (LC &ty oM A 20rEdR D] [LC &HEHO| X ZZHEf Q0]
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7|Z Results File2 AFE5I= 4 | X2 YRS M
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Results File2 M EiSIH
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¥ 5-5Batch 21 &9 & (A%)

g 0|E = Zczted
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Custom columns  [(AFEXF K| Q) (ME4 Atgh) HIA [ 27 Att2 dAof et CHE L
A

Xo| golL|c}.

Component Concentrations(718 84 &) [£] )

Component (79 22 0[5)MS HHE, X2l |7+d 22052 MS HHE, XN
28 L= Results TableOf E2| |H&(MRM &7 HL) E+=
| 1AM QA0 O|2QIL|CY, Results TableO| A 7tX & L|C}

HFHS A A SIS 01 0|2 O%
Z|CH 4,00070 9] 748 Q2 | qo| AAL=L|C
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O
fl
+>

74 945 Holg0 +502
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Compound EE= Component
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O =7tx[11 O] HIOJH EQo| ¢t
2 MY L

Component EFE S QCHE RO Ciet & [0ECHAALF &2 =X 24 L
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Ct. H|Oo|=0= 2 ME0j| CHot &
O Z&E!L|CtH ME 0|50| & O]
E0 2 AHEELICE
-
HY K| 22|
A ME| O E0f| SHE TEHE 0| 0| MEIL|/U=X| QIS L.

Batch 2t FH0|A CtE 7| 5& AHESH0] HIX| & &2 =+ ASLICH

¥ 5-6 Batch 2/} g9 7|
3et 2O 2k
g EA E= 577 ViewS S22/ L|CH XIAst HEE @ BA| = &7(7| MM

S ESERT b Manage Samples > CutS Z2/¢tL|C}

S 2 A} Manage Samples > CopyS = & ¢tL|Ct
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SRR dH

S 2o | Manage Samples > PasteE 222 L|C}.

S AFQ Manage Samples > Insert sampleS 2 &2 L|C}.

3 ALE| Manage Samples > Delete sampleS 22/ L|C},

g E ViewE SE|LICL AtM|et YR = G BA| £= 57(7] A

= HESHIAIR.

TZHME 52 24 F7t  [Manage Samples > Add data sub-foldersS £ &/} L|C}.
XEM|SE M E = D20 \|AB 22 XI-_7|<_0|_AIA|2_

Hj | ©14 PrintS S 2/gfL|C},

= =2 1d

HIX| S Sx) =2 EO| % [Save > Save IE= Save > Save As= S 2Ig!L|C},

HYX| & txt LE= csv IFYL 2 Ll | Save > ExportS 22/ L|Ct.
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1. Batch & o2 gLt

ViewE 22/ L|C}.

3. ZQ0 et View CH2E A0 & OIEHS MERSEALE MEH FABHL|CH Hof CHoH A
H2 H 5-50|A =QISIMAIL.
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112! 5-3 View L 3} AMX}

View X
Configure the samples for display and printing
Maximum number of sample rows to use 10,000

Select the columns to use

Predefined Columns

W' Sample Mame Sample D Barcode 1D

W M5 Method w LT Method ' FRack Type

+' FRack Position w' Plate Type +W Plate Posttion

+f | Vial Position o Injection Valume (ul) o Sample Type

Dilution Factor +F DataFile +f Processing Method
+w" | Results File Comment
Custom Columns
Configure the component concentrations for printing

+w'| Indude the concentrations in the printed version

apply

AMEXXE E 7t

O EXIE AIESIY HE S 242 ME 2t F7F EE MESH| fet €2 HiX|of] =7}

gt = QUSLICEH ST MEE= O|E S0 =40t AL oM K20 At 5= &S LY.

1. Batch &2 d49= Lt

2. HiX| 22|EE OfA QEZR HELE S 2|9 £ Add Custom Column= 22/2tL|CL.
Add Custom Column CH=t 2 X7F S &L

3. Columnname ZE0| &€ 0|E2 =HTHL|LCY
O|E2 ngdljof grL|Ct, O|2| ™o|=l Eo| O|EL 5Lt 0|52 A8 = & LICE

4. Column type ZE0|A CtZ 9 & SILIE MEISHL|CT

* Integer: O| 0= Z=7F ZtELICH 108 = 242 7t 7t S+ 2 dt=2g gl
Ct.

* Real: 0] €0 = 27 O[3} 20l 6XAtE| 2| d7F ZE LTt
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1. Watson LIMSO|&= LC &
HICHHEZS 522 jtH°JOIE

MES MEoH7| Hoil HiX| LIS A ESHA 2.
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B EEL 7|, EAL 20 E7], W FIVMA 7|50 AM A5t H Manage SamplesE 2 2|5t
K=

1. Batch &% 992 L|LCt.
(MEH ALSH ViewE 2 2!610] Batch 21! 0| BEAIE @S MESSHL|CT

Open > Import from fileS 22/ L|C}.
Batch Import CH2F & X7+ D &1L T,
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H
)
ot
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-
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(ME4 AMSH Z Q0] 2t Append to current batch 2H012HS MEHSIAHLE MEHS F AT
L|Ct.

10 AH2 X7t Append to current batch &M= MEISIA| Qo™ O2|E9| 7|E H| 0| E
£ F3o&L

8. ImportS & gfL|Ct

9. (MEH ALE) E20|E O|otRE ME K| E MEHSIALL =H0I517] 9
2{™ Plate LayoutS 22 &tL ':f.
Plate Layout2 O/ X|78 ME2| & 8! HIO|Y X E X522 HS L L}

10. HiXIE MZot7| Hoil 28 2= 2=0 =Y =X =l Ct
11. B33t 20| BiX| & MEE L.

a. Save AsE Z&/gtL|C},
Save As Batch CH3} & XH7F D& L|C},

b. File NameS {2t & SaveE Z&!8fL|LC}.
12. HiX|E MZTLICH XtMoH S E = HiX| HZE MMH S EXSHMAIL.
LIMSO|| A HiX| 7t 27|
Ml =Xt

+ Configuration 2 & FHM LIMSE T-IHLICE AtMet 2= =52 AILHE Z2ME
K RSAIA Q.

£ Watson LIMSO|| A HiX[S 7hM 224 THAO| A HIX| 7FM 7| MHES FHESHIA|L.

—

Batch %t &l @93 ELICL.

T H o= d

2. (MEf ALS) ViewE 2E/610] Batch 21 Y S0 EAIY €= MEISHL|C}
3. Open > Import from LIMSE 22|31}
Import a Batch File Ciat & At7F G &l L|CL,
4, Y X EE= ot O|E2 YHT LY.
AT EQI0] AR X} QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-1 A AE
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Batch Identifier Z =0 HiX| A|HXIE QB CH

6. (ME AtEh) Z 0 2t Append to current batch 2HQ12HS MEHSI AL MEHS F AT
LIC}.

o

E: AHE X7} Append to current batch 42 MEISHX| @t ™ J2|=9| 7|E G| 0| H
£ o &L

7. ImportE =2/gfLC}.
8. (MEH At Z2|0|E g|O|ot22 ME }XIE MEISALL =015} 2ot BERE AL St
2{ ™ Plate LayoutS S &tL|Ct.

Plate Layout2 I3'|7(|7H *”“Ol 2 U HO|Y /X E S22 MLt
9. (MEf AR HiX|Of 7Y MES ZEtste{H LSS LI
a. Batch-Automatic Calibration Editor CH3} & AtS E 2™ Auto-CalibrateS =2/ &L
Ct,
b. XIEE F7|0f et AHSCEHEL o2 M U UFPEH MY ¥ S MedgL| ot
c. OKE &Lt
d. Auto-Calibrate HHE 2/ Z 2| QIS MENGHLIC}
10. BIX|E MEsH7| Mol 23 22 220 =Y =X 2olgtL|Ct
11. CH21 20| HiX|E X &gl ot
a. Save AsE Z = gfL|Ct
Save As Batch CHZ} &8 At7+ S 2L T},
b. File Name2 2 &3t = SaveE 222 L}
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Copy Graph @

Copy Window
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Process All Overlays? x

Do you want to process all overlaid data sets or only the
active one?
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(®) Active Only
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Process All Overlays? =

Do you want to process all overlaid data sets or only the
active one?

) All Overlaid
(®) Active Only

[[] Onilly shesw this dialog again if the shift key is down

OK Cancel
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712! 6-17 Baseline Subtract Cl| S} A X}

Baseline Subtract >

Subtraction half window: min

[] Process all overlays (otherwise active data only)

[ ] Only show this dialog again if the shift key is down

QK Cancel
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Offset E

Total offset: | BNEE min

[7] Process all overays (otherwise active data only)

] Only show this dialog again if the shift key is down

0K Cancel
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12l 6-19 Centroid Ci{ 3} A A}

Centroid >

Specify the metric for the centroid y-values:

(®) Intensity
i) Height
() Area

() Intensity sum above 50%

[ ] Only show this dialog again if the shift key is down

Ok Cancel
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712! 6-20 Add Zero Intensity Points for Export CH2} & X}

Add Zero Intensity Points for Export x

Spectra are displayed such that data points with zem intensity are removed.

Do you want to include these ‘missing’ points with zero intensity in the text file?
(This is useful if you have custom processing tools which assume these points are present.)

(®) Mo, leave data as-is

i) Yes, add points with zero intensity

[ ] Only show this dialog again if the shift key is down

0K Cancel
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112! 6-21 Options CH2} &FX}: Graph Appearance &

Options >
Graph Appearance  Peak Labeling & Finding  Auto Processing  XIC Fittering
Title font: Set Lutomatic label font: Set..
HLocis caption font: Set Default caption font: Set...
Axis |abel font: Set.. Set all fonts to default
Trace colors: Set
Line width: i w

[ ] Use thicker line for active series (when multiple series are overlaid)

Plot centroid spectra using ‘tnangles’ (to show peak width)
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Secure Export Settings X
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3. Password 2E0| HZHDE YorLCt.
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ot D 442 121 2L
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EJ"0 M= Of o|= H|20| 20|22 X|FE L.
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Hl&S Aot o] H|E2 20|25 AI'YLICL O] €12|ES Aot I 20E 170
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BESts YYS AHULICHL ATEQOE [T MBS YN B Y MS Y-S W3
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LO0|= ¥ Ho|

BE HAE= O3 O I3 E02|F0| ML= 8% 0| XS AME00] 0|= FHS 8
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£ 1: 5Ll Results TableM| Al 2= Of L=0|= Y1 2|5 StLITH ALE S 5= ASLICE H|O|
BOf CtE M= Of =0|= €12[ES MEoIH Z2HE 7|2 s HE Lt A Results

Tables 4G5I A|2.

1. ZZHE 7|2 M0 A Standard Deviation ©£= Peak-to-Peak 2! [ .- 0|= & 112
&2 MEdBtL|C}

3. Integration H O| X| 0f A{ Options > Show Noise RegionsS & 2! &fL|C}.
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4 Zp Ho|of CHs =0]=

5. HIO|HE Mz|LCt.
6. Peak Review %0{ Al Options > Show Noise RegionsS = 2|} L|C}.
7. (2% 42)0RAE A8 L0|= B9 s 2P

ALt &

ALt 22 Results TableOf| =7t M AFE AL X7 @2 ddot= A LT
1 HOIH7ZF M| = MMl = ™ =4 27t A AFEXAF X

Adt @ AEH O] A B A

Attt €2 M| S-oM ddE L LSO ALESHALE S /07| fI6 frml Y2 7P 2

Ch=Z DE0ME =4 HEY[Q AHH 0| AF E0F LT,

21 A19 H At

ne
=

[MQ4] Modify Method

‘
Use the calculator to create a new formula.
Forrwly name  Formula
o Lo o R o
O " N
T T B
Q—- .
e ————
n:‘

Columns A Regression parameters

uracy cceptance
N(qM had Name

Rsymmety Fuctor
Barcods
Baseline Delta / Hright

ET O CO

a= 49
1 Ae| Y 23 E 29 Calculated Columns £HA LT} 2 2/5}E
Calculated Columns H|O|X|7} € &IL|Ct. 1A ChS Add Formula(EA|
X %5)E St
2 Formula name ZEQL|Ct O{7|0f =4] 0|52 Y=L
A O|E0 = AAT|O B4 0|5, &2 = S 2 E AE
gt = el&LCh
3 Formula Z = Q/L|C},
ATZEQO| AFR A OFHLYA SCIEX OS 4 I E¢0{ X500 QTOF 3! ZenoTOF 7600
RUO-IDV-05-7560-KR-| NES=
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4 YHHO 2 A= e W HURIF ZohE A7 L Lt St 2
S 2T GIMRIE 24l I of YEE £ YLt
- >(HECHZ

. >=(ECHAL ZY)
. <(C}EE)
. <=(HT} AL 2 8)

o I=(ZX %)

5 A+ 7H5 ¢t 3|7 Of 7 B 2 9 Results Table & QI L|C},
£ 0| 552 gsession HIO|S0|A AtES = SI&LICE.

6 A2 XH= Treat resulting text values as Ml ‘w5 AE310] HIAE 3129
Ne| HAlg g = ASLICHL Ol SH2 A SN HAE =85 2
T matet &= QL= Results Table %OM =QgtLct,
ol E S0 ALtEl 5= Sofl= Xt 2£0| N/A, degenerate(g M) L
infinity(F-2HCH)QF 22 <=X}7t ot Zhah o ZehE 4= UELICH

T: NERTLAE HES AFSots 49 Y22 AINOIT ME MY 23 A8 £ 3
A gLtk

H 7|2 82| tte =&
£

AFEA= At E

A 7|52 &%l Results TableO| A 7| 2X O 2 A2 = Ql= YEE BAE
= A&L|Ct

0| & 0 R22 Results Table2| €2 BA|SI2{H R21} S LS A2 Mg = JESLICH
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O -
O A20 A4 ES ARESHO ALEAL X8 € dd
€ Accept changes and return to Calculated Columns ® Discard

Use the calculator to create a new formula.

Formula name

SUM MIN MEDIAN -
GET
- - - I:s

IR o

Note: The "Original text" option is recommended for formulas Columns |search e Regression parameters
that contain functions, such as the IF function, that compare
non-numeric values to numeric values. Accuracy a r
Treat resulting text values as | Error (N/A) A Accuracy Acceptance 2
Acqg. Method Mame Slope
Acquisition Date & Time Intercept
Actual Concentration Quadratic coefficient

Ol ilof M= R 2tE M&Edt7| I8l &517| HLbAb(*)E A5t R2 2t 2 Mol gLt

[Points Across Baseline]/ (([End Time]-[Start Time]) *60)

Ol Bilof M= 7|=Me TH 24 5 S AROIE Y L3 9| A|XEE BT i Edt=
AlZHZE)2 2 Lhg L Ch O] =4{0= I-f—‘T—7|(/), =ot7((*) X W7| (-) LRI AFEE LT

e -t A
=2 &
ChE 2= 2 Mo #2271 B0 UELIC YEPH o = MEAN(), MAX() X MIN()O| X5 A& &
1 =2 HAIZ Of2fe| A LT[0 BA|ELLCE.
T2 MEEE, X R Do HM 222 T2 AL S BRI,
DI EQ0] AHE X} CFLEA] SCIEX 0S 2~ Z E |0 X500 QTOF 5! ZenoTOF 7600
RUO-IDV-05-7560-KR-I A|AHE
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0: Standards(E = 4 E)0] Cii St MEAN([Area])
X

2= a0 Lol & Sots 8 AH8ots 47 AR Ao 2 MES UMY = U
=Lt
[=] .

12 A-21 Standard(EX) MEZ90| O3 HY HFZ 0 11517|

€ Accept changes and return to Calculated Columns X Discard

Use the calculator to create a new formula.

Formula name | Peak Area Mean ‘

o [ [ ]
1 N I
= [ | - m
---_ ¥ Formula Details

Columns |Search Pl Regression parameters MEAN value will be calculated using the following sample
Note: The “Original text' option is recommended for formulas types:
that contain functions, such as the IF function, that compare
non-numeric values to numeric values. Accuracy r Unknowns
Accuracy Acceptance 2
Treat resulting text values as | Errar (N/A) v Acq. Method Name Slope Only if the sample name contains...  [Type comma separated text
Acquisition Date & Time Intercept /| Standards
Actual Concentration ‘Quadratic coefficient
Adduct / Charge Linear coefficient Only if the sample name contains...  [Type comma separated text
Area Constant term Qcs
Area / Height
Only if the sample name contains...  [Type comma separated text
Area Ratio
Area Ratio of comparison Blanks
Asymmetry Factor . . i
Barcode o o T
e A Only if the sample name contains... [Iype comma separated text
e -
St 74t
0:" =0T =2d
Cha Al SH20} B3} SIAZ ZASISH £ QIAL|C) 0|2 S0 2F & AT HA QA 22 7
ks |_|'§|:|‘I‘9 =2 TTE €282 T USLIL = = T|=||_|—l—o B Q4 75
A"'l. :I O AN AlR2SH | |-
JOEEEmTﬂEAouLE

MEAN ( [Points Across Baseline]/ (([End Time]-[Start Time]) *60))

IF 2

—

IF S5 2] BlAES $8510] true ZIH0| T3t S 711} false ZTHO TH3H CHE 3S bt
SUCE 5 0|MQ] ZAE EASSI W SH IF 852 AFRELICH IF 242 and X ord}
2o 2 =2 4o A0l 2| HAEES BT + YFLICH

Xt

"&&"2"(|"E 212 and 2t orOfl AFEE 5= UELICH and X or HAALE AT 0] SO
oHes A || gAAE O Ee I gL

« <condition>2 trueffalse2 H7tet = = 4 E= =2| A YL,

14
Str| = Z40|O S| & Results Table S0

« <value if true>= <condition>0| trueE H7}& Ojf Ht=

HEA|E LT
SCIEX OS A~ Z E Q|0 X500 QTOF 5! ZenoTOF 7600 DI EQ0] AHE X} CHLEA]
A|AE RUO-IDV-05-7560-KR-|
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* <value if false>= <condition>0| falseZ B7}2 U Btete|= 20| Si'F Results Table
of EAIELICE

I F 2 7|2 = AL 7| Of| M A EESEALE, YRBEALE CHE A A0 M SAE = AS UL
= |

IF &5 A2 5H MEAN,
<value if false> A1 2| £=Al L} 0|

0f|: <condition>

CtS2 <condition>0f CHot S 7+ X| Of &I L|C}.

[Peak Area]>5000
[Component Name]='Analyte 1'

[Retention Time]> 1 and [Retention Time]<2

Ol|: <value if true> and <value if false>

<value if true> X <value if false>= Xt L= HIAE Q &~ QI &L|Ct

if ([Retention Time]> 1 and [Retention Time]<2; 'l-2 min RT
window';
'not applicable')

O] 0ol M= Hots WEO CHsH IS(HF BE) HEL| BT 4t2 ALHSH0] 1e6 gLt Hl gL
Ct. MEAN ([IS Area]) %{0| 1e6 2 Ct & &%, = <condition>0| trueO| ™ " IS HZH ZLO| of
2t Results Table €0{| EA|E LICE MEAN ([IS Area]) 40| 1e62Ct 22 AL, & <condition>
0| falseO| H Results Table E0f| Review IS performance”l Z&HE L|Ct. O] gt <value if
false>0f| sHj 2 gtLCt.

IF(MEAN([IS Area])>=le6; '"MEAN([IS Areal])';'Review IS performance')
o F 20t o2 AL Zabe = JAS LT

AT EAE 2t M| g

Treat resulting text values as = e X

8 Results Table 0| A H|AEZ S| M5t= HAlS AFTL T O
= HAED I35 1 Precursor Mass €0 = =X} Z+at
Concentration Z0|= <Attt HIAET R = mobEl 4= Q&L O}

=410 A+ =l =0l [I}2} Treat resulting text values as &
HAE U2 FHEE s = JUSLICH OHE S8 2 AFEE = JUS LT

rx
o
>
oo
of
2
N
=
N
T
e
1o

« Zero
AT EQIO] AHE XL QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-I INES="
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A& 0|22 ZEY 0]

* Ignore (blank)
* Error (N/A)
» Original text

A 0|2(3F S MO LSt AL S B s T 20 A|AHS AXSIAIL.

O O

7| At0| COUNT, MAX, STDEV, SUM, MIN, MEDIAN, GET, GETGROUP, SLOPE,
INTERCEPT, MAD == GETSTAT %*#2 7|8to 2 St= A2 Zero, Ignore (blank) ==
Error (N/A) SM& AFR&E 20| ZLL|CtH A0 =X} 0| O &&= EO| =t E B IF
=0 ME O|2{gt M0| HEE L Er.

Original text &2 IF 0| A <condition>, <value if true>3 <value if false> 22| T+44 @4
7t =X HMIAE F O 7bse 39, 55| F7 el A8 kl= ER0 AYE L

IF 20| = O| 42| <condition>0| Y= ALXSILIELE <condition>0| trueE H7tE| K| &

X
AR,
O AR} X A 7 GO <value /ffalse> =20 BEA|EL|CY,

of

O] 0o M= =210l AFEEl GOl A E Zha =Xt 240| 25 ZehE o= USLICH M2k
Original text M2 At&5t= 20| =41

F([Sample Type]='Unknown'é&é& (GET ([Calculated Concentration];
'Analyte 1')+GET ([Calculated Concentration]; 'Analyte 2'))<=15;
'Low Range';IF ([Sample Type]='Unknown'é&é& (GET ([Calculated
Concentration]

; 'Analyte 1')+GET ([Calculated Concentration]; '"Analyte 2'"))
<=65; "Normal Range';'Over normal range'))

Ol IF =4/0] = Sample Type €1} Calculated Concentration 20| 2 & =3t & L|C}
Sample Type € 2| Z}2 Original text2 x| 2| £| 0 Of &}L|C}. Calculated Concentration &
9| Z% <0 X Degenerate2} &2 X7t Ot 2t S ZeroZ X 2|lj0F & == UELIC.

SXp7} Ol 2H2 ChEA| X 2[of0f S22 0|2f3 2t KLt MEE 2 R o5tz B ALBXI}
SA2 ofaf o xte Aoz Betsts Zo| B5LIT

SCIEX 0OS A~ Z E Q|0 X500 QTOF 5! ZenoTOF 7600 DI EQO0] AHE X} CHLEA]
NES= RUO-IDV-05-7560-KR-|
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HEHMZE A& A2 2y

712 B-1 CDS 1d: HYX| of

Sample Name M5 Method
1  Sample option-1
2  Sample 2 option-1
3  Sample 3 option-1
4 Sample 4 option-1
5 Sample5 option-1
B Sample® option-1

J2l B-2CDS nM: 7)< o

Ll il
o * Queue —
Status  Est. Start Time Sample Name  MS Method  LC Method  Data File
a (4 Option 1 - 8 samples
© 3/9/2018 11:06:18 AM  Cal option-1 Cal
© 3/9/2018 11:07:34 AM  Sample 1 option-1 option-1
© 3/9/2018 11:00:35 AM  Sample 2 option-1 aption-1
© 3/9/2018 11:11:36 AM  Sample 3 option-1 option-1
© 3/9/2018 11:13:37 AM  Cal option-1 Cal
© 3/9/2018 11:14:53 AM  Sample 4 option-1 option-1
© 3/9/2018 11:16:54 AM  Sample 5 option-1 option-1
L 3/9/2018 11:18:55 AM  Sample 6 option-1 option-1
H B 2T X ME AHX
AlZH(mm:ss) F¢
00:00 HE 1
12:00 HE 2
24:00 MZE 3
36:00 NE=
SCIEX 0S A~ Z E 20| X500 QTOF 3 ZenoTOF 7600 AT EQO| AR X} QLA
NESY=! RUO-IDV-05-7560-KR-|
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dE EHM=
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A
=

AEA (A

ol

Kk

Al
<

Al
<

Al ZtH(mm:ss)

48:00

60:00

=

X

o1

=20

st 912

o+
o

Af

X|&of 2t LC Al

ChZ

S| =
of el =5zl

=
=

= ofefe IiOtCt SA

Ml 7H 2l A

gL

ol &g

H
—

IMA|2. CDS 10| 2
L|C}.

e
o
e
o
=

F

el
F

EAS
=

9% Fx|o| B
2 X

Ct.

SCIEX OS2| Hi{X| & CHZ|Za} Al

M=
FolR FX|o oY 2¥E EAFLICL

CHS
Chet

2 B-3CDS A HiX| o

M5 Method

Sample Name

option-2

Sample 1

option-2

Sample 2

option-2

Sample 3

option-2

Sample 4

option-2

Sample 5

option-2

Sample &

INES="
213/325
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X—I X—I l'-ﬂ*HE ;_Lkl L A|

EI mes|

=

2 B-4CDS w7g: th7| & of
sssa
0 * Queue —
Status Est. Start Time Sample Name M5 Method LC Method Data File
4 Option 2 - 8 samples
392018 11:02:41 AM  Cal option-1 Cal
3/9/2018 11:03:57 AM  Sample 1 option-1 option-1
3/9/2018 11:05:58 AM  Sample 2 option-1 aption-1
3/9/2018 11:07:59 AM  Sample 3 option-1 option-1
32018 11:10:00 AM Cal opticn-1 Cal
392018 11:11:16 AM  Sample 4 opticn-1 option-1
392018 11:13:17 AM - Sample 5 option-1 aption-1
392018 11:15:18 AM  Sample 6 option-1 option-1
E B-2 2| F X2 HE AlEA
Al ZtH(mm:ss) ¢
00:00 ME 1
02:00 M= 2
04:00 HE3
06:00 Blank
08:00 =W
10:00 HE 5
12:00 ME 6
LC A|[&E = AFESHO] A& W
AMA”0| HE TS AMESHA 2/ & FXeE Silot= 2 Cha A H0| Wt 2 F XIS A
got0] A2 S WEIHAIL.
- Y E4A S40M 2F X E AMSY0|EStEE BEE IR L L
- HHOf CHStLC HE S YdeL Tt
- YR K& AT2 AR FX|o| =Y ZHALCE XL ZOtof gL Tt
- HiX|of thet A& WE £S5 FEYH KO 0|2 Hz=a ME 8l g 7] 4%).
Calibrant delivery2| 42 20 Ci$t LC 2H S MEIST MS methodl| Z2 ALEE

MS &f I:iI-I:H 0 A—I EHo|-|_||:_|-_

SCIEX OS
INES='
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FE Mz e A2 2y

Z12! B-5 LC 1 7d: Automatic Calibration Editor

Batch - Automatic Calibration Editor

Provide ion reference and calibrant delivery settings to be applied automatically, at the correct frequency during acquisition

lon reference table | Beta Galactosidase Digests v m
Calibrate every 3 o | samples
Calibrant delivery valve-method v MS method lc-calibration

Rack Position v
Plate Type v
Plate Position v
Vial Position v

H = =]
« HiXIE MEStL 7SS AL CL 7|22l &=0| 2| f FX|of 28 =1 LA}
Al 2HRI5H A L.
- 2F ZXOM =S AFELIC

AT EQIO] AR} QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-1 NES="
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HAE M E FHEE A|AE ™

12l B-6 LC 1 ™: HYX|

v (=T

LC-calibration

Sample Name

- Sample 1

Sample 2
3 Sample3
4  Sample 1
5 Sample 2
& Sample 3
.
JgB-7LC ¥ of7|d

M5 Method

lc-calibration
lc-calibration
lc-calibration
lc-calibration
lc-calibration

Ic-calibration

0 * Queue

Status Est. Start Time Sample Name MS Method LC Method Data File Project
4 (1) LC-calibration - 8 samples
121872017 1:5703 PM  Cal lc-calibration valve-method  Cal
12/18/2017 1:59:04 PM Sample 1 Ic-calibration Sample
121872017 2:00:05 PM  Sample 2 lc-calibration Sample
12/18/2017 2:01:06 PM Sample 3 Ic-calibration Sample
12/18/2017 2:02:07 PM  Cal lc-calibration valve-method  Cal
12/18/2017 2:04:08 PM  Sample 1 lc-calibration Sample
121872017 2:05:09 PM  Sample 2 lc-calibration Sample
12/18/2017 2:06:10 PM  Sample 3 lc-calibration Sample
HB-3 2% TKO| ME AHA
Al ZtHimm:ss) =]

00:00 I¥EH

01:00 ME 1

02:00 ME 2

SCIEX OS I E90f X500 QTOF
NEN

216/325

5! ZenoTOF 7600

SZEQYO ALER} CHLA
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FE Mz e A2 2y

H B-3 25 X[ WE AAL (AX)
AlZH(mm:ss) =Y
03:00 HME3
04:00 wE=E
05:00 HE 1
06:00 ME 2
07:00 ME 3

=& ZEOAM 78
O] HOj A= MS Method 2
AN2"E mgste 2o CHsh
CDSE AtE0t0] A|AH W7l
1. MS Method % ¢ SOl A Hlgt 2 FLCt.
2. Advanced > CalibrateE 2 2!/8}L|C}.

3. giEo| =240 [}2} lon Reference Table Z =0 A X500 Positive Calibration Solution
IE = X500 Negative Calibration Solutions & L|C}.

4. Apply CalibrationS MEiSL|C},

5. OK= &gt}

A
=3

d

6. StartE 2=gL|Ct
o —
LC HHZ AIESI] A|AB W™
AAEIO] ME HAME AHESHY 2 F X[t SA6I= A2 CHS X[ /O et o EX[E At
2510 A|AES IHSIMUAL
« HZFENA ZH0M E HX|E A ZO0|ESIEE WHE AMBtL|Ct
. HHHE TSHst 7|7H0| MS B BIO| V| ZHECH AL 242 LC BB S MdetL Tt

—

MS Method %t

2 oA A HEHZ &
2. Start with LCE S &5t LC &'HS MEAGHL|C}
3. AAE ME{7 Loading2 2 HEE|™ LC XA U2 AIERFRLICH
AT EQI0] AHE XL QHLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-I A AE
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- D —t |
Nelst QL sery C
o M =

H C1 HMET H=tor ZEF (C33H40N20g)

29 Y
=Xt 0|2 C33H41N20Og 609.28066
CHEH Cy3H3oNOg 448.19659
CHE Cy3Hp9N,0, 397.21218
CHE CypHpsN,03 365.18597
CHH Cy3HgNO; 236.12812
THH CygH1104 195.06519
THH C14HoNO 174.09134
HEIO|= ALILTLVS
H C-2 HEtO| = ALILTLVS Yoot Zak
E= AR S TSt & El
HH o2 ALILTLVS 829.5393 1+
b8 ALILTLVS 811.5288 1+
b7 ALILTLV 724.4967 1+
b7-18 ALILTLV 706.4862 1+
b6-18 ALILTLV 607.4178 1+
y5 LTLVS 532.3341 1+
b5 ALILT 512.3443 1+
b5-18 ALILT 494.3337 1+
b4 ALIL 411.2966 1+
b3 ALl 298.2125 1+
L& EHE ylb IL EE= LI 2271754 1+
Li & CHH yib LTEE=TL 215.139 1+
b2 AL 185.1285 1+
a2 AL 157.1335 1+
SCIEX OS 2 Z E 90| X500 QTOF % ZenoTOF 7600 AT EQ0] AFR X} OHAM

NEN

218/325
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o
io
St
A
o
%0
ot
I
1=

H C-2 HEfO|= ALILTLVS Hetst Hak (A %)

or= N s =y SE AEY

AR & O|2 |EE=EL 86.09643 1+
AT EQIO] AR} QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-1 NES="
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Y2 sciex.com/software-support/software-downloads2| SCIEX OS resources Of2f{ 0f|
ILICH MM Z2MEES HFEC| D:\SCIEX 0S DATA ZL 0| S AtELICt O] XpEAM
[0l M = Ch2 ME D0l AFEEl LIt

lo =
I

Bromocrip_IDA-DBS alone_T=1.wiff

* Bromocrip_IDA-DBS in plasma_T=0.wiff
* Bromocrip_IDA-DBS in plasma_T=1.wiff
+ DataSET61.wiff

« DataSET62.wiff

+ DataSET63.wiff

« DataSET64.wiff

+ DataSET65.wiff

« DataSET66.wiff

* Rp_digests. wiff

* RP_Intact.wiff

* Bromocriptine.mol

BEERIFEI DY F 7HO0|ARE S St YAHEIE ZE IDA EE7| 240 HIZ N
& L|Ct. Bromocrip_IDA-DBS alone_T=1.wiff= 1A|ZF X[ ™0 A & EE|AX|T LIHX| & &=

Ao £ =l 0 S 1A|ZE X|™of| Met3i & LICL Bromocriptine.mol Lt 0| = E2 2 3 & Elof|
Motot 22Xt =7t 28| O QUELICH DataSET61 ~ DataSET662 Z2tEtEI T 1 420
M =ot DY YL CH CHE HIO|HME= CHE sk 2|2 LIEHH LICH RP_Intact.wiff It
2 ¥ 0je2 22 B30 RIS US LT Rp_digests.wiff IHY2 ERLIS S 4315
= 0= EEIZ EAM5HY THEAELICH

SCIEX 0S &I E2||0f X500 QTOF X ZenoTOF 7600 AT EQI0] AHE R} QLY A
A AH RUO-IDV-05-7560-KR-|
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https://sciex.com/software-support/software-downloads

on
1z
N
i
o>
X

Process |

<+ (Gaussian Smooth Ctrl+G
. y Threshold Data
Gaussian Smooth @ Subset Data (using graph selection]

Smoothing width: 3.0 poirits Baseline Subtract Chromatogram

> o

Offset Chromatogram
[] Process all overays (otherwize active data only)
Centroid Spectrum

[T Only show this dialog again if the shift key is down Recalibrate Spectrum Ctr+R

Recalibrate Samples

oK | | canesl |

Isotope Pattern Filter
Mass Defect Filter

Fragment and Meutral Loss Filter

‘Enhance’ LC/MS Peak-Finding Filter

N

Subtract Precursor Mass

Xt

o

2ZEQO = ZE == 8 0] Z(window)S AFESHA|TE 7|2 AFE A} QIE|H|O| A~ 19 8
2= H(pane) Y LI CE H(window)2 StLt O 42| EH(pane)S =&t = UX|2t EH(pane)= ot
HOj| oLt 2 gotet = AGLICEH 2 Ui X =7 ZS0M BES AL o5 8
BT RS2 0[50 2oty s & A HO|HE 0|8 = U= LES ML

G2 AHER Ol IR0 E M S|EY £ BRYOIL|3} W} S ojB So| NajmE
Ze = ASLICH Ze M| HZ0f| AN FES BOF7| ?[o) §5 Yd5H L & Lo &
AlE OB 0 2 HS L CH 2= g2 S9N T Sl =4 § =75 ZYLICH OE
=0 2 gl w0l mef A E F7t =17t AL F7F B4t B0 el SF0f
HMAE S

2EtH Ol Fof At = 18 D20 M =i 4= AS L EL windowdf| = F 7§12 2§ pane, 2
EOIEI™Y A MM E 2ol HF2et =7 250] ASHEL

S2TE AHER} QHLHA SCIEX OS £ Z E 2] 0] X500 QTOF %! ZenoTOF 7600
RUO-IDV-05-7560-KR-| INESE
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B A M

Z12! D-2 Panes Within a WindowOi| Ci 3 AF2|

o

- [TIC frem Bromocrip_IDA-DBS in plasma_T=0.wiff (sample 1) - Bromocriptin... = @
File  Edit Show  Graph  Process  BioTool Kt Window  Help - 8 X
= ﬁ = = F’S @ Q E ﬁ { Active pane has gold border

Wk e % hew - e= Wl | FQAEEE®

TIC from Brorrmcr?DﬁrDBS in plasma_T=0.wiff (sa...Grad Luna C18 (1:x100mm) 2 5u_250ul/min 40C50pgiul

10.371 &

2.7 ] Pane specific toolbar 9.873 10784 11.764

-

= 12.827
[
g 8.451 . 12.989
= 1e7 {7.302 3.004 5702 13.107
l 8093 | g 7391
De : T
g ) 10 11 12 13 14
Time, min

ft k- % U A e N AR, E Y =l=1=1 -
BPC from Bromocnip_|IDA-DBS in plasma_T=0.wff I:sam...minMuL. Expenment 1, -TOF MS (100 - 2000) +

2eb Generic pane toolbar 10372

c 10679 ANE
2 r ri |
E g.887 1012 Two pane toolbar
= : 11.034

9008 ;10 9493 3 ﬁ A
DE‘-' — = —= O . = - ~ : T‘ﬂ-» — . —
9.0 95 10.0 105 11.0
Time, min
ULHEOl A AR AU ET 08 LT NN ET 2SO 2= YBLICH B B
2 defj= UAE LI

Ut T A A A S AL S2{H OI0| 22 E =g LC}
HED1YE A S 1S Of0|E
OIO|Z |0|&(EE)
i O & AbK|
Q S B2 2 A2 NS

SCIEX OS A~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600 DI EQO0] AHE X} CHLEA]
Al AE RUO-IDV-05-7560-KR-|
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H D 2EtE =7 23 00| 2 (A1)
)
x

ENEEE
98 |CI2 25 & AN(GIY & el H8t ARSI B cr 712 F2 AEoM +8)
&3 0l BF BL2 Of2f0f 9IX|S DIAE £ D20[A RARR OL0|2 E3t AFSE & UBL]
0t OLAE| £ 220 9l 00|25 B 3fLHE 223hs 212 T Bo| Yt ofoj2g 22!
Bhe 2ar S % 21} &Lt ol B 288 Hy & 7|5 2H 3 002 5 YR
7hEOIX| 42 1 K861 AL8E 4 ASLIC.
0] % A
20| 0f2f ) P2f A L 0| OLO| 22 AFBHO] ST B2 AHIBILICE BO| ShLiar 2
22 U ofo| 22 A8 Y 4 g&LiTt
2y B2 B B2 M
0| 00|22 AL SH T B2 MP7| o 38 SATSAL 7| Z 37| BO2 5| SoRULICH
&0 of2] L 50| Y& 2 0 00|22 UNHOZ Lj & siLio] 2HE YLt
2t 50| A Ho| AT U ol EAIZLICH MU B2 2o & 20| Mgt
€2 #ol 20l 2 32 € o] 20%| ¥ 2 & AUk Pol oBZo| s HES
A8 AT EULICH DE BS BAISH: 7| T 2P0 2 SO0p7k2{ B 0f0| 22 CHA| 2L
ct.

28 D-3 2 E FOf Tt At

Spectrum from GenOLWiff (sample 1) - gen0l, .. | o || () |[siam] | | Spectrum from GenOLWff (sample1) - gendl, .. . | — | & |t
s, S0 G TR} b ® - = - &= Spectrum from Gen01 Wi (samp. 1 (300 - 2400) from 41923 min Sne-: .
TIC freers GanDl Vil (sample 1) - gan01, +01 (200 - 2400 + & 4 - % by - | - m f-Fn)
- P 1 — .
Ze] 3?,-\82 b 4318 & : & Spectrum from Ganldl Wil [ssmel. Q1 (200 - 2400) from 41523 min T
. —
40 41 42 43 a4 45 46 47 48 5 e | w272 &
Tume, mun
REL+-%zdiwe- - 7 )
Spectrum from Gend 1. \Wiff (sample. Q1 (300 - 2400) from 41.523 min + Seb
ek I ~1053.31 -
. ] ['s712 allll &
B0 100 180 2000 E roes;
Mass/ Charge, Oa
. p——
. i $ - % A, w - = = m- 4= 5 us | #51%13 . 053
Spactrum krom Genl1 \wff (sample. Q1 (200 - 2400 from 923 min T Pl S
"33 - o
,J F“ﬂ | s oo b Ll
1500 2000 500 1000 1500 2000
Mauf_har-}e.ﬂa MassCharge, Da
2T EQIO AFERL QHLIA SCIEX 0S A~ Z E9||0f X500 QTOF %! ZenoTOF 7600
RUO-IDV-05-7560-KR-I Al A E
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112l D-65 Overlaid TICs from Experiment 1 of DataSet61.wiff through
DataSet66.wiff

e

[TIC from DataSET6L wiff (sample 1) - Imp STD S, Experiment 1, + TOF MS (10... == R~
File Edit Show Graph Process BioToolKit Window Help p - 3 X

B@er" IEEE®

TIC from DataSETE1.wiff (sampl..Ament 1, +TOF MS (100 - 10040)

AELe-9ho-amx il - GRABEE®
— @ TIC from DataSET 61 wiff (sample1) - Imp STD 5. Experiment 1. +TOF MS (100 - 1200)
@ TIC from DataSETE2 wiff (sample 1) - Imp STD &, Expeniment 1, +TOF MS (100 - 1000)
@ TIC from DataSETEZ. wiff (sample 1) - Imp STD 7, Experiment 1, +TOF MS (100 - 1000)
2 TIC from DataSETE4 wiff (sample 1) - Imp STD &, Expeniment 1, +TOF MS (100 - 1000)
@ TIC from DataSETES. wiff (sample 1) - Imp STD 3, Expeniment 1, +TOF MS (100 - 1000)
@ TIC from DataSETEE wiff (sample 1) - Imp STD 10, Expeniment 1, +TOF MS (100 - 1000)

o | +H

def

2ek -

[niensity

S i

dFH =2 2EME BEAEL
HEdez o L0 ot “s*

rlo —
oH

=
8. Show > Overlaid Traces as Heat Map% S 2ot Zut HoM MA KO E HHS|
min%~} 0.57} £| I max%~7} 1000| &| =2 $tL|C},

I QEZR =lot = M X017 EO|X| %+ 4% Show Appearance Control
= MEfgrL|C}
9. AZMIEIH & LHEE =25t = Hides all other panes Ot0| 22 2 &|gtL|C},
2T EQ O AFEX} QFLEA SCIEX 0S &~Z E 2|0 X500 QTOF 5! ZenoTOF 7600
RUO-IDV-05-7560-KR-| NES=!

2871325




BM7 RS A

1% D-66 Heat Map Chromatogram

File Edit Show Graph Process BioToolKit Window Help .8 %
B@e~~ BADDE® |
GhRex% U §ACCE® L=
Heat Map Chromatogram

Imp STD 10
Imp STD 9
Imp STD 28
Imp STD 7
Imp STD 6

Imp STD 5

rodam  <min

PriE A * max

min % min
| | o | I o0 O wooscee

20 et TIC ZE| TEE LIEILS e 3 A TPV
$I0| M| K22 B6) 2N S GOE B2 E x| oA YEIt BE 4

[}
2 20| 0.5% 0|BHol K|S LIEH|D DiZH42 0.5%0! XM S, M7H2 71 2 2 &
M= & LIEH L CE

o= ol A JH0l M 2& JHe| T S(4.52 0 A 6.5 ALO|)7F EAIEOf Y2 6.5 2]
3E M elst lLIE'L°| tl._%OI CrotA et RS LI

[m
o
mjo
Ofm
2
N
=

o3o| =Me ME0| &EE =Xt &5 USHK| Tt O] & O|X| AS 4= JAELICE O] ofof
Me =M7F HgtetLc

10. HOM LEZ HEZ 22/t & Show Samples Table2 2 2/TtL|Ct X7|0f| S| EHO
QEZO| MEZ E7I EAIE LIC} Drag and drop to rearrange the panes O}0| 22 =2
OstH &2 5|EY ottte = EfAste 7|E & of2iof Je BE O|sAIZ = JASH
Ct.

SCIEX 0S 2 I E 2|0 X500 QTOF % ZenoTOF 7600 AZEQ O AR X} QLY A

Al AE RUO-IDV-05-7560-KR-|

288/325



File Edt Show Graph Process BioToolKit Window  Help
B@E e GQAEEE® .
il ex I DQEHEE® ha
Heat Map Ch ram
Imp STD 10
Imp STD 9
Imp STD 8
Imp STD 7
Imp STD &
Imp STD S
1 2 3 b 6 7 8 9
Time, min
modata < min min % max max % Bl
T s o T ssee
El=zi=il K Y=]=I=] - =
Index Display Name Sample Name Sample ID Sample
3 Imp TD 10 imp 5TD 10 DiatSETEE wiff (sample 1)
5 Imp STD 9 Imp STD S DataSETES. wiff (sample 1)
4 Imp STD 8 Imp STD & DataSETES wiff (sample 1)
3 Imp STD 7 ImpSTD 7 DataSETE3 wiff (sample 1)
2 Imp STD & Imp STD & DataSETE2 wiff (sample 1)
1 Imp STD 5 Imp STD 5 DataSETET waff (sample 1)
HOl= 2 WEL A E CHYot HIAE I E FOo| ohE L L} Display Name €2 H Y
7bSSHX|EH LIHX] 2 17| MEYLICHL 2E €2 A8 HE 27t ME EV|E
Sk A OI¢|__| |:|.
= T AMd .
11. Imp STD 100 A 5,52 FQ|E MEiDt S tZRZ F ¥ 2oL}
M2 S|EW AHE Ho| WAED HA| DY 8oI7t xS0l EAIFLIC

SIZEQ O AFEA} QLA

RUO-IDV-05-7560-KR-I

SCIEXOS &~ZE

2ll0{ X500 QTOF & ZenoTOF 7600

INENE
289/325



File Edit Show Graph  Process Bio ToolKit  Window  Help - 8 X
F@ e QEBE®

AT ex% . HQAEES® =
Heat Map Chromatogram

ImpSTD 10
ImpSTDS
Imp STD 8
Imp STD 7
ImpSTD 6
Imp STD B

no data < min i min mEX maEx T Fmax

T s oo | s
e WA EEBEE |+
Heat Map Spectrum from 5.402 to 5667 min

imp STD 10 4 | ‘ ]l ’ ‘I I’ |
Imp STD'S - || ‘

ImpSTD 8 -

mpsTD7 4/ || H

ImpSTDE 4

Imp STD5 - | |

200 300 400 500 600 700 800 900
Mass/Charge, Da
nodata < min min T max max ¥ Fmax

T e o ) e

AHE g 201 % 7)ol BE00 mz0IA 460 miz AON2.2 918 H1E4El A2t ool

o
N ZE7t SO0fXIE e &oIst & oLt
12. Imp STD 10 44 Z0j| i3 Mass/Charge Da 401 | 22k MEISt S QEZ HES 2
21510 Show Spectra for Selected SamplesS M E{SHL| T}
0|Z42 MEEl 0| fer AHETS MALITH O] AIHOIA L] AHE 0| EAITL]
Ct. 12 D-69 L& &=3HL 'AIQ.
13. S|EY XICE dd3t2{H S| ET AW E H0| M Mass/Charge Da 401 &9 22 L=
S2gtLch
SCIEX 0S 2~ E 2|0 X500 QTOF % ZenoTOF 7600 AT EQI0] AHE R} QLY A
Al E RUO-IDV-05-7560-KR-

290/325



File Edit Show  Graph  Process  Bio TeolKit  Window  Help

EBEe=m i QAEEE

e % W @QAEEE®

Heat Map Chromatogram

1 2 3 4 5 & 7 8 9
Time, min

no data < Imin min % min max max % Fmax

T s [ oo [ ssee

-
ImpS5TD 5 _—_

ﬁlﬂ?ﬁ@Q..Eﬁ

m from 5.402 to

Lol |

Imp5TD 5

200 200 900
I"J'Iass.l'Charge. Da

no data < min min % min

maEx max T Fmax
T os o | s

BELr %o a6 QAEES W =
Spectrum from DataSETEE. wiff (sample 1) - Imp STD ..nt 1, +TOF MS (100 - 1000) from 5.401 to 5.667 min +
401.2652 -
2 1000 267.1745 | 2801855 418.2985 &
5 459 3772
g 402 2723
= 173,132 1991483 | ( | 460.3255
PN T o L |
200 300 400 500 600
Mass/Charge, Da
Qo
=
O] MMO M CHZ ZHAOf| CHS =2 gL T,
. 2ZEQO0M ALY = U= O] ME = HHeL T
- S MENSHE AZ0IEO 3 QIHAMEIE AHEH S Hl WL C},
- O ME0S|EY ot HS H|wehL| Tt
AT EQIO] AR QLY A SCIEX 0S A~ E 90 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-I INES="

291/325



BAM7| A M

HIO|R =1 7|E 7|82

dl A

—

>

0]

o
—

AmEQ0{o] HIO|Q T 7| E

d

M
- =

A THs

—

ne

= o S
2 g8 48y

for 1!

7]
3171 bR E K| AFR 7S
X7

=
s ¥

— H =

[U %2 1ot

—

MBS RS,

Hu
o

AL
[=onox o

50| N2 BHO|@ £51 7| E DIO|22Y 7|52 Bre
3t 2442 BELO|C THE, 5 X 74 So|2fo| £ 7}

Al 2 5t3l{OF BfL|

OFO|2tO|E M A2 MetELICE Eal& =E 2M0|A HO|2 =5 7| E Ot0]
.|

Of
R

E]

—

0o 4
|?

mo
rx
mjo

ALY AhEl Cha

— = 1

ME 0| M MS/MS

—

Select Sample CH2} & A7F S & L L,

N

SHABHLICE,

3. RP_digests.wiff I} 22 MEiSH 2 OKSE 2
Open IDA Sample CH3} AXt7F S EIL|CH

12l D-70 Open IDA Sample CH3} A Xt

Open IDA Sample

How do you want to open this IDA sample?

@ : With the DA Explorer
1 As astandard TIC

[T Oy show this dialog again f the shift key iz down

| |

QK Cancel

0@l =+ 2 -Z0jA Open Sample O}0|Z22 2

Sample Data 2 7} O % B[ X| I B2

AL
N E]

AHEY HOIHE

!
=
i
|>
ret
r

F'_I'o;l- |_| [:|-.

=

BrowseS £ 2510 Sample Data 24 E

4. With the IDA Explorer 2410| MEHZ| U =X| 205t & OKE SEILCH
SCIEX OS A~ Z E Q|0 X500 QTOF 5! ZenoTOF 7600 DI EQ0] AHE X} CHLEA]
A| A E RUO-IDV-05-7560-KR-|

292/325



113 D-71 RP_digests.wiffOj| A H| R &l AT E
- .
[IDA Viewer for RP_digests.wiff (sample 1)] o2 s
File Edit Show Graph Process  BioToolKit Window  Help . B x
B@ e BQ =)
BE-wlL BDABDEE @@L h e - % e D
. Fumgcﬂm Al } Spectrum from RP_digest.. - 2000) from 2281 min T
- Precursor: 551.8 Da, CE: 30.0 —
: : 300 4 h &
Tlme'-rersu.s Precursor ...rge for D4 Dependents 551.7826
1200 { 1109.5314/3.10 - " 250 4
1100 - * z @ b oa -
et 1000 1 200 1
£l 300 | z 552.2841
5 8007 g
) 700 1
= 600
B0 -
- 500 1000 1500
1182 spectra visible Mass/Charge. Da
5. Table &S S&/efLIC}
6. Time 12.730]| Al m/z 471.23982 MEATIL|C}.
~H EH & =351S ALY Graph > Duplicate GraphS 2 2!/8fL|C}.
MEE H A (471 2)01| gt M2 ABEe 20| Sgl|c DA SAIY| & 9 et &

HEY Zo] 4AE = AL

AZEQO ALER} QLA
RUO-IDV-05-7560-KR-|

SCIEX 0S A~ E 9|0 X500 QTOF

5! ZenoTOF 7600

INES="
293/325



B A M

18 D-72 25 AlZH12.730| M K| 471.23980]| CHot AHEH

o

File Edt Show Graph Process BioToolKit Window  Help - 8 X

F@E e~ T QAEEE®

[Spectrum from RP_digests.wiff (sample 1) - SampleD01, Experiment 3, + TOF M5... o || = =

BELe-%hoe-lasm | TIQEEE®

Spectrum from RP_digests.wiff (sample 1) - SampleQ01, Expenment 3, +TOF M52 (80 - 2000) from 12.735 min
Precursor: 471.2 Da, CE: 30.0

2| +H

A
3000 4 ["120.0801 4712408

2500 -

84.0437 471.7417
i a
138.0750 7383833

] 123101
1500 231012 534 7920
187.0710 |

2000 4

[nten siny
™,

1000 4

7383857
500 v 761.3824

H‘E'IFBAOSB

200 400 500 800 1000 1200 1400 1600 1200
Mass/Charge, Da

8. 738.3833Z O HA|=l I3 E MEHSGHL|C

=]
9. Bio Tool Kit > Manual SequenceZS = 2|$L|C}.
Sequence Options CH3} & At7F S RIL|CE,

—_

SCIEX OS A~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600 DI EQO0] AHE X} CHLEA]
Al AE RUO-IDV-05-7560-KR-|
294/325



1% D-73 Sequence Options Cl{ 3} &8 X}

Sequence Options

COptions |Help |

Match tolerance:  0.050 Da Ignore isotopes and check charge state

Amino Acid Owerride Name -

=
(1]
1]

CICAM]

m

=
]
a

I'L

=& Ty mym a3

IHEEEEEEEEEEEEEE

[] Oy show this dislog again f the shift key iz down

oK | | cancal |

B 59 fA FA| TS SEf M A0 Ot M2 ShAT7E MERE A2 SS9 A X 2
HEEX| 2 Mot HEHE & O3 T3 2te £ Of0| i K| Q5= AZ EQ0(0
os FAIE = UASLICH
10. OKE S /gLt
Create Sequence CH3} A Xt7F S EIL|CH
AT EQOf ALK} QHLAA SCIEX 0S 4 ZE¢|0{ X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-| WEN-

295/325



BAM7| A M

11 &l D-74 Create Sequence Ll 3} A X}

-

Create Sequence [ E2 |
Create Sequence for Peptide Fragmerts Pane)
@ Assume y-series
() Assume b-series
Precursor m/z: 471.23048
Precursor charge: 2
Fragment charge: 1
[] Only show this dialog again if the shift key is down
| ok | | Canedl |
0 O] tizt MAE &5 ArEXt=y X b Al2[= 0|21t IUO| =& A|-AE 0| =9
™ f 7 vde = A0 =22 Sl HIOIH o =[1o] YX|E K|

11. Create Sequence (for Peptide Fragments Pane) A3 Sf AT} M EH
Ct.
12. Precursor charge ZE0f 25 /=tL|CH

=
13. Fragment charge ZE L =& A|EA E2|E [22{H MEiZl 0|3 9| Ma{ts LT
L|C,

14. OKE 2=t Lt
ATEQO7L M2 DA O W7t 2XMS 2 QOO EEl ATHEH M-S EAISID A
k=3 =

[ — =]
HEY HO[HOM 2t = 22 E W B/ M ES| ANl of0| e ihS EAISL|CE

SCIEX OS A~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600 DI EQ0] AHE X} CHLEA]
Al AH RUO-IDV-05-7560-KR-|

296/325



13 D-75 & A& 2HEH — x7| 7tsd
[Spectrum from RP_cligests.wiff (sample 1) - Sample001, Experiment 3, + TOF ... =3 E5E =
File Edit Show Graph Process BioToolKit Window Help - B X
@ ernIRAEEE®
@A s % Ae - e AT E e =
Spectrum from RP_digests wiff (sample 1) - Sample001, Experiment 3, +TOF MS™2 (20 - 2000) from 12.735 min +
Precursor: 471.2 Da, CE: 30.0 _—
N &
800 Y 591.2148 L
700 4 Ml
600
PR
g 75.3136
£ 40T 603.3152
01 592,3234 £25.2984
i
200
B
"L |
0 .l ill.l.JLl_J....hl.I JL.I||.._;I.LL J lJJu .lllu
575 520 585 540 555 600 605 610 615 EECI 625
Mass/Charge, Da
7hE \HAEE2 W2 AKMO| NS O ST
AZEYOI7 ME DA E|0f ATET HO[E{O|A X HA =S| Of0| i itg EATY
Ct.
16. A QI 2= Of0| 40| =M E W7HK| ThA| 158 Br=gtL T}
AIZELRO] AFE X} QFLHA SCIEX 0S A~ E 9|0 X500 QTOF X ZenoTOF 7600
RUO-IDV-05-7560-KR-I INES

297/325



BAM7| A M

13 D-76 +& A|HLE AHEH
[Spectrum from RP_digests.wiff (sample 1) - Sample001, Experiment 3, + TOF ... o | = &2
File Edit Show Graph Process BioToolKit Window  Help = »
G e IAEEE®
BEL+-viche-anm il JAEEHE® =
Spectrum from RP_digests wiff (sample 1) - Sample001, Experiment 3, +TOF MS™2 (20 - 2000) from 12.735 min +
Precursor: 471.2 Dz, CE: 30.0 —
s &
3000 - I, Y L E L G F
" 120.0801 ) i i )
2500 |
47.7417

2000 - -
-%‘ 136.0750 738.2833
= |
g 1500 187.0710
- 186.0852 4337243 §34.2320

2921658 I
1000 1 355 6974 591.3148
E75.3136 7393857
500 1 6033152 | 778.40%9
ML T

200 300 400 500 &00 700 800
Mass/Charge, Da

X0: 12 D760 M YME S M =F>G>IL>E>YYLLCH

B 2ZELO{ 0 Af St O] 2| &Y
HEXE 2D NS A2 dgj=
o

| of0| e tS FHBIH 27|0f
2 X| = 2
I e Ty *1E"°“-IEF

X 0|
1
= otHeZ FELUL O] BXE

MEA
Hh= 5 0FO|

BELO|S DI} QIZE 45 Al@A

1. Bio Tool Kit > Peptide Fragment sE &L

HERO| S CHE 20| H2|0f 5 A|BAE AHED GIZ Lot
SCIEX OS A~ Z E Q|0 X500 QTOF 5! ZenoTOF 7600 DI EQ0] AHE X} CHLEA]
A| AE

298/325

RUO-IDV-05-7560-KR-I




RUO-IDV-05-7560-KR-I

SR M IPN =
O D-77 =3 A ALE AHEHD AAE HMENO|E THE &
[Peptide Fragments] =N o =
File Edit 3Shew Graph Process BioToolKit Window  Help - 8 X
F@ e BQ =1
o e % e Al es - A DQEBEE® =
Spectrum from RP_digests wiff (sample 1) - Sample001, Experiment 3. +TOF M52 (20 - 2000) from 12.735 min +
Precursor: 471.2 Da, CE: 30.0 —_—
&
30005 Y E ) h J|g F
2500 4
4717417
2 2004 l13g0750 v
| =
£ ] 187.0710
- 186.0869 , 433.7243 v
1000 | U a7s 2076 || A
\ 575.3136 739.3857
500 1 L~ #
AL i
0 ] RAT L .L““' | ..II.JJ ” | . —
200 300 400 500 &00 700 800
Masz/Charge, Da
mEal & Q =f ﬁ'
Precursor charge: 2 Target fragment chame: 1
Sequence: [204.0991}-FGIEY-[127.02861]
Table | List Theoretical precursor m/z: 471.2398
Symbol Res Mass #(N) 3 b b-17 ¥ y-17 #(C)
piIF 147.06841 |1 32317205 | 351.16697 | 234.14042 | 73838107 | 721.36452 |5 '
G Bro21ae |2 38015351 | 408.18843 | 391.16188 | 591.31265 | 57428670 |4
I 113.08406 |3 49327758 | 52127249 | 50424594 | 534.29119 | 51726464 |3
E 129.04258 (4 €22,32017 | 650.31509 | 63322854 | 421.20712 | 40418057 | 2
Y 163.06333 |5 78538350 |813.37842 | 79635187 | 292.16453 | 27513798 |1
_l F] m b
&3: 4% G0[E{2r UXISHE OfD| = A2 B Ho| 20| A Wt SEXZ AL
Ch A2 OBt LX|SHX| T CHE =8 THH MSHE ZH7l o0l A2 & ROl Z 0| A
w2t 0|2 H 2 EAIFLITH
2. List¥2 Sa/gL
Show > Mass CalculatorsS £ 2!¢tL|C}.
4. AA Property®2 S2/3tL|Ct
AT EQO AFEX} QHLEA SCIEX 0S 2~ Z E /|0 X500 QTOF 5! ZenoTOF 7600

INES="
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BAM7| A M

1% D-78 & A 47| — AA Property Tab

[Peptide Fragments] E] |

-

IN File Edit Show Graph Process BioToolKit Window Help - 8 X
B@ e BQ =1
@A r-% Ao - “‘fﬁi DAEBE® dfl‘
Spectrum from RP_digest .. 2000) from 12.735 min
Precursor: 471.2 Da, CE: 20.0 — | Precursor charge: 2 Target fragment charg
00| v | g |k ol & | sequence: [204.0951}-FGIEY-{127.0861]
2500 | ST TT Table | Lst | Theoretical precurser m/z: 471 2398
84,0487 baleats
- sao0 4 1 /d:‘l 7417 Mame  Charge Mass/Charg’ Error Se »
g /135-13-'55' ¥s yalbg [1 114.09134 —
£ yalby |2 122.07061 IE
yalby [1 130.04387 E
yi-17 |2 13B.07263 Y
¥y 2 146.58550 Y
00 400 B0 300 | 1|.r.||-.. p) 1RNARAIM | GIE
L am [ 2
Masz/Charge, Da
il KoY =l=I=E: ﬁ

Uit Conversion | Custom Elements | AA Modfications |
] Mass Propesty | AA Property | Mass Accuracy l Izotopic Distrbution l Blemental Composition l Hypemass

AA sequence: [204 0931}-FGIEY-[127.0861]
Charge state: 2 [¥] "H+' charge agent (else electron)
Composiion: {204.0851} C31H33NS08 {127.0861} H24

Charged monoisotopic mass: 942 47562
Monoisotopic m/z: 471.23581
(Charged average mass: 942 380

& AMELE 2HEFH Ats AZEL O AHEH| A H R E

===

OfO| At A| 2 A= AA sequence = =0 EA|E LT}

5. AHEH HO| &M HE
2/gtL|C}.
Create Sequence CH2} & Xt7F S & L|CF

Y I} Bio Tool Kit > Set Sequence Creation ParametersE 2

SCIEX OS A~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600 DI EQO0] AHE X} CHLEA]

Ny RUO-IDV-05-7560-KR-I
300/325



&l D-79 Create Sequence Ll 3} A X}

-

Create Sequence

Create Sequence for Peptide Fragmerts Pane)
I Assume y-series

@ Assume b-series

Precursor m/z: 471 2358

Precursor charge: 2

Fragment charge: 1

CtS 1t 20| Create Sequence L3t & ALE

L|CF.
Assume b-series N2
47

1.2

Precursor charge ZE0j 22

Precursor m/z Z E0j

Fragment charge Z =0 1
OKE S&/&LCt.

HEO|E BHH ¥ R AT ALY 2 AEA O YHOEZ M2 2

Peptide Fragments% 0j| A Table &2 £

Create Sequence (for Peptide Fragments Pane)X| 3 Bt A7t MEH g

=
=

PN PSS 'o;l- |_| |:|-

Xl L|C},

O

=

AZEQO ALER} QLA
RUO-IDV-05-7560-KR-|

SCIEX 0S A~ E 9|0 X500 QTOF

5! ZenoTOF 7600

Al AH

301/325
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12 D-80 M2 UHE & AlBAE

-

>

HEHT AZE BELO|S B B

N Fle Edt Show Graph Process BioToolKit  Window Help - 9
Eg ==+~ DAEEBEEe
AELEr-% m--ﬁtﬂfﬁiﬂﬂﬂﬂ_'w "j‘
;_D:::;hgiz_:lg?l};g-2‘:{:::&-:41'\-12.35-"""! M (1 |} S — [
& | Soqumrice (129,101 TFYEIGF-(202 0235]
Toble | Lat Theoratical precursor m/'s: 471 2358
= Symbol Fes. Mass 2 (M) Y b b= 17 ¥ y=17
; p ¥ [ 76306333 [1 36616957 | 292.1668 | 27513793 | 81337647 | T I51H
E E [12904253 |2 | 3321216 |421.20707 | 404.18052 | 650.21574 | 63322859
[T [11308806 |3 | 50627923 5342911 | 517.26850 | 62127254 | 508 24508
|G | 5702146 |& | 563.31769 | 591.31260 | 574.28605 | 408.15848 | 391.16193
:r '_:.:.'Jm'. :5 :zmm;m: .z_?s_m.-zv;?:'lzs-u: :151 15m9i:m'.m.'
200 <00 00 B00 J" B
Mass/Chaige Da
Cill ReY=l=l=] -«
Miass Propedy | AA Propety | Mass Accuracy | Isctopic Distrbution | Bkemental Compostion | Hypermass | Lint Conwersion | Custom Bements | A% Modfications u
AR pagusrics NZ 101 THEGF{202 08358 | Caculste |
Charge sate 2 o He chamge agert (slse slecion)
Compostion 25,1017 CIIHZANSOE (202 0835) H24
Charged monolsotops: mass: 542 47362
Monoisotope m.e 471 23981
Charged average mass: 47 220
9. AHEY HO| 2 AEfY U Bio Tool Kit > Clear Manual Sequencing= = 2/ gfL|LCl.
BE £5 A|ZA BA|ZF HAHE L|CH
A MBS = O]
+5 x4 stolatolE 7+ U XA
Add Manual Reconstruct Highlights M2 At&5tH AHE 0] o A2l 0|2 QI
m/z |IX|E LIEtL = 7|2 E 712 = JELICH O] 7|s2 AHEH CHs M E 18 &
A7t 2EE Z2 AHEZOM £F O 37T s Yot 714 240 P E[=X| R E 2ol
[ 3-8%L|Ct. Remove Manual Reconstruct Highlights &2 A3l 7|2 K| 7etL|Ct
EN7)|2E MER X2 0|SSt{H 7|22 MEM S MER m/z ¢ 2 E2i gLt
EN 7|2 E 2d3tste{H 7|2l MEM E= off e TS AEf 222 S 2L O 23R 7|
27t m/z RIKE BAIZLCE
1. 02 =7 2Z0|A Open Sample O0|2& Z2!5tL|C}.
Select Sample CH2F A X7+ S & L|C,
2. Sample Data ZLC{7| OF&! MEHL[X| B2 B2 BrowseE = 2/510] Sample Data ZHE
%I-)\H St |_| |:|-
== .
3. RP_Intact.wiff I} Y2 M Eiot & OKS S 2 L|C}
SCIEX 0S A~ Z E 20| X500 QTOF 3 ZenoTOF 7600 AT EQO| AR X} QLA

ey RUO-IDV-05-7560-KR-I
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12 D-81 RP_Intact.wiff IH 2 0| A 2| TIC

=

[TIC from RP_Intact.wiff (sample 1) - Sample01, +TOF MS (500 - 2500)] e
File Edit Show Graph Process BieToclKit Window Help - 8 X
Wi e QR
BELs-% T ho-laas il - GAEEE® =
TIC from RP_Intactwiff (sample 1) - Sample001, +TOF MS (500 - 2500) +
83 &
1.0e7 -
8 .0e5 -
=
S 6.0e6 14.70
E 1381 1427 ! 154p
4,0e6 1208 4
1243 15.25
0e6 11,
2.0e6 11,50 11.96
D.Mﬂ T ""f T T ._) ¥ o ' e ¥ &l T ¥ ¥ T T T T
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
4. DQSRYIO| FL Ao Mt HY(5.91~6.002)S A& B AHEHS Wt
Ct.
AT EQ O AR R} OHLY A SCIEX 0S 2 Z E 2| 0f X500 QTOF 3! ZenoTOF 7600
RUO-IDV-05-7560-KR-I NESL=!
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13 D-82 ot AHEF
[Spectrum from RP_Intact.wiff (sample 1) - Sample001, +TOF MS (500 - 2500) ... =N o =
File Edit Shew Graph Process BioToolKit Window Help - 8 X
B e I QAEEE®
ﬁ.r}.&ﬁ'%j‘r’f?h“"—r-ﬁ.ﬂ 'lLJ’I‘—'ﬁQEm E
TIC from RP_Intact wiff (sample 1) - Sample001, +TOF MS (500 - 2500) +
. 1.0e7 \%_93 &
ig 5.0e6
D. T | T T T T —r T T T T
54 56 58 60 62 64 6B BB 70 72 74 75 T8
Time, min
NEL+-%TAhe-le=sm | §QEBEEE® |4
Spectrum from F-{F"_Intac:tmﬁ (sample 1) - Sampleld1, +TOF MS (500 - 2500) from 5.910 to 5.956 min +
8082421 |\ 8427247 -
7000 1738.0050_ 8931612 &
go00 | 737.9184
) 9-42 7805
£ %0009 “1060.4282
5 12119271
= 3000 14135787 1541.9939
2000 4 15417204
1000 4 1695.8305
¥ |
600 800 1000 1200 1400 1600 1800 2000 2200 2400
Mass/Charge, Da
5. Spectrum¥ 0| 24 &E{Y [ Bio Tool Kit > Add Manual Reconstruct Highlights.S
S 2/t C}
Add Manual Reconstruct Highlights to Graph Ci$} A X7} S 2lL|Ct.
SCIEX 0S &I E 2] 0 X500 QTOF % ZenoTOF 7600 AZEQ O AR X} QLY A
INES-=T RUO-IDV-05-7560-KR-I
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1% p-83 dA2f=of ==

N =)

NENEE,

P

@ Mass, Formula or Sequence

Add Manual Reconstruct Highlights to Graph

Walue: |

Manoisotopic mass (when formula

71 Mass / Charge and Charge

Charge agent:

or sequence used)

QK Cancel

ol g

.
St
==

Value Z =0{16950= & L]

-
El'S

12 D-84 7
fad WA ow

t

% = b D

to|gto| Et &

ool TQERE 8

Spectrum from BP_Intact wiff (sample 1) - Samplel01, +TOF MS (500 - 2500) fram 5.910 to 5996 min

738.0050
7379134

7000 1
6000 -
5000 -
4000 4
3000 -
2000 4
1000 -

[ntensity

IR ARSI 31514

o

=8

16+15+14 +13 +12 +11  +10

[~
427247
892.11594

1060.4382
1211.5271
14135787 15419333
1541.7204

1695.3305
L

b

600 800 1000

8.
SIO|2IO|EZF M|AHEH Odgjl==

=T 250 A= OF0|ZS Ar8S

Bio Tool Kit > Remove Manual Reconstruct HighlightsE =
MZ D& =L,

MEALEolE =

1400 1600 1800 2000 2200

Mass/Charge, Da

1200

B>
Elis
ne
ro
iels
mII
0

ot
rir

20 met 27| =L

o
riu
1

2400

ol 7| =& MAGLCE

ro
i}

SZEQYO ALER} QLA
RUO-IDV-05-7560-KR-|

ANIIE

a—=

SCIEX OS 20| X500 QTOF

5! ZenoTOF 7600

PN
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BAM7| A M

HED-5 = 22 O0|&

Ot0|2 |0|E(EE

N PNV TS TTE= ]

Pl

P SR R

H: F OtO|Z MM 2 A&otE O] =7 25 L X[F o4 74 O0|Z2 L E =+ 230
A

Al EA L0 A ZEOF BFL Y|
O] 12 Ar83ll Sequence ZE0|A 7| & HIAES MOt 2R HAER HHIMA|R,

1. A LHOI|AM ZfoF HEE Y| ofo| 22 2 ElgtLCt.
Find and Replace Text CHS} A X7 S &

712! p-85 Find and Replace Text Cif S} AM X}

Flnd and Replace Text @

Find: |

Replace:

| oK | | canca |

2. Find 2E0|M CHME HE

Replace ZEO|A HAS M2 S QastL|Ct,

i
o
I
o

I~

n

4. OKE Z=gLCt.

ATEQOE 7|&E HAEE ALEX X Y2l CHA HIAEZ WX|BFL|CH
CHEXtZ MEd Mzt
Ol SME AtE3ll Sequence ZEOA AEXIE Y= HIAEE Cf2XtZ MeketL|C,
1. HHESHHAEE MEMSHL|CE
2. OiEXtZ MEf M3t oto|22 S Ct

ATELQN = AZXHAEES IHEX HIAEZ OB L CL.

>
U
|>
mo Mzt
N

Ol EME A3l Sequence ZEOA HIAE S A& L|CT

1. AEA A7) oto|Z2 E8eL Lt

SCIEX OS A~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600 DI EQO0] AHE X} CHLEA]
A| AE RUO-IDV-05-7560-KR-|
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m
1=

P71 A M

1]

Ol

1.

Find Text Cist 2 XH7F S EIL|CE

712! p-86 Find Text CH3} MK}

Find: | |

2X0| Chal &l A3}

— 1= - 1= 1

Bio Tool Kit > Digest Protein.S& £ 2/&fL|C}.
Protein &0| €&/ L|C}

12l p-87 l:|_|-|:|_|HJéI X} _ CFEH Rl Ol rﬂ'E|-O|E EH

File Edit Show Graph Process BioToolKit Window Help - 5 X
FEe=~ 0QEEE®

L IQEEBE®
Proten & Pegtides | Variable Modéications |

Enzyme: Ilem "] Max, missed cleavages: [Il v] lﬂnnl ]

- Matched Peptide AAIndex Mono. Mass Aowve. Mass Modifications  Sequenct

MEE BE0|A B E E= HEO|E A[AAE YL O

A0 0| AFE XA m2 20| A2 LSDGEWQQV LNVWGKVEAD IAGHGQEVLI
RLFTGHPETL EKFDKFKHLK TEAEMKASED LKKHGTVVLT ALGGILKKKG
HHEAELKPLA QSHATKHKIP IKYLEFISDA IIHVLHSKHP GDFGADAQGA
MTKALELFRN DIAAKYKELG FQG(O| 22 28I A& A7t A2 E| Q& LT

EnzymeE M E{SIL|CT

AT EQIO] AR} QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-1 NES="
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N2

D0l A X|E T2 WO 42 EZMO| AME AL LT,
4. Max. missed cleavagesS M E{SHL|C}
HI: Ol A8 X Z2 0| B2 00| MEHZ|ASL|CH
5. DigestE 2 2/gfL|C}
4T EQ0j= 235tE BEIO|E X ABA0 CiEh 0|2 Yot mitel B Qe
1 D-88 0|2 Huvt Qe chtE &
[Pretein Pane) =l (=0 =3
File Edit Show Graph Process BioToolKit Window Help - 5 X
F@Ee=~ DQEEE®
-~ T8 DQEEE® =
| Proten & Peptides | Vanable Modfications ®
Enzyme: [lel'l "l Max. missed cleavages:
AR selection: (Nore)
1 GLSDGEWQQY -
1 LNVWGEKVEAD Matched Peptide AAlndex Mono. Mass Fve, Mass Modfications Sequence
21 IAGHGQEVLI - - - - -
% s T1 1-16 181489515 | 1816.004 GLSDGEWQ
41 ERFDKEKHLE . T T '
e TEAEMKASED W (T2 [17-31 160584747 1606799 VEADIAGHG .
61 LKEHGTWWLT E 1 32-42 127065575 1271 436 LFTGHPETLEK
71 ALGGILKKKG. - - | - | 1
&1 [~} T4 43-45 | 408.20088 408 455 FDK
91 QSHATKHKIP 1 ' '
101 [IKYLEFISDA W (75 [46-47 29307334 293.366 FK
];: IIHVLHSKHP w7 48-50 | 396.24850 396 430 HLK
131 |MIKALELFRN W T 51-56 | 707.315%9 707.801 TEAEMK
Lt Eoe W (T8 |57-62 66132827 661.710 ASEDLK
m (T 3 146.10553 145189 K
B T (84-77  13TEMB 1378.679 HGTWWLTAL.
B ™ |’ 146.10553 145189 K
W Tz (M 146.10553 145.189 K
B T3 [80-96 185295440 1854 056 GHHEAELKP. .
E T4 §7.88 28316444 283am HK
@ (Ti5  [99.102 | 46932642 459,625 IPIK,
B (T [103-118  1884.01454 188514 YLEFISDAIIH...
[} TI7 119-133 150166198 1502 626 HPGDFGADA. ..
B Tie [134-139 74742793 747893 ALELFR
" T8 140 - 145 | 630.33369 £30.699 HOLAAK,
] |T20 | 146-147 | 309.168286 |309.365 K
B [T21  [148-153 54930714 643,701 ELGFOG
]

6. Variable Modifications §S Z2!g!L|C},

SCIEX 0S
JNENT

308/325

A ZEQ 0 X500 QTOF 5! ZenoTOF 7600

AZEQYO ALER} QHLA
RUO-IDV-05-7560-KR-I




712! D-89 Protein Pane - Variable Modifications Tab

e

[Protein Pane] =N o =
File Edit Shew Graph Process BioToolKit Window Help - 8 X
F@Ee=7 U AEEBRP
.?;:*:@%ﬁ&ljﬁgjﬁ =
Protein & Peﬁ_idg Vanable Modifications | lﬁ
Max. number of simultaneous modifications: '3 -~ To apply modffications, press Digest on Protein & P ..
. ze Symbal Mass Shift Type Applies To Mame -
sl B ThA 4716106 Bmine Aeid | SHE fcetyi E
M [DAc] 450294 Amino Acid KSTYH Acetyl: 2H(Z)
£3] [ [FEQ] 4141937 Amino Acid CK Acetyl-PED-Biotin
3] W [Aec] 59.0154 Amino Acid ST AEC-MAEC
] [Amd] 420218 Amino Acid C Amiding
[ [Amn] 15.0109 Amino Acid Y Amino
[ [dim] -17.0265 Amino Acid M Ammaoniz-loss
[C] | [Ach] 6346628 Amino Acid | C Archaeol
[ [AGA] -43.0534 Amino Acid R Arg->GluSA
[ ITirnl =47 218 Lnminn Arid R Lrn-sirn 2
J 4 m b
7. Max. number of simultaneous modifications= &} L|C}.
F3: 0| A8 X1 2 130| Z9 30| HEE| YSLITE
8. KA £7HO| 42 Use T2 NI HIAE MEHGHLICE
El1 OfO| 20| M| 3 gfA AZ0f LIEILE= F | Ofo| =4t =gl qES
MEigh = AS LT
E30: O] AHE X|H =2 30| A2 [1AC]Oll CH M3 EhATE MEHE| AL LICE,
S2TE AFER} QHLHA SCIEX OS £ Z E 2] 0] X500 QTOF %! ZenoTOF 7600
RUO-IDV-05-7560-KR-I INES
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BAM7| A M

12 D-90 MEH=l =75 At

e

[Protein Pane] E@
File Edit Shew Graph Process BioToolKit Window  Help - 8 X
F@es | QAEEE®
~ D QEBEE®
Protein & Peptides| Vanable Modfications |
Max. number of simultaneous modifications: To apply modffications, press Digest on Protein & P ..
| Use  Symbol  MassShit  Type  AppliesTo Name =~
B8] B |hAd | 42,0108 | Amino Acid | SKC | Acetyl m
: C.Cys
V] | K Lys
@] | S Ser
Usze Symbol Maszs Shift Type Applies To Hame
[ [DAc] 45,0294 Amino Acid KSTYH Acetyl: 2H(Z)
) [ [FEQ] 4141937 Amino Acid CK Acetyl-PED-Biotin
B [ [Aec] 59.01%4 Amino Acid sT AFC-MAEC
B | 1Amd) 420218 Amino Acid | C Amidine 1A
J ¥ m ] b
9. Protein & Peptides &S = &/ 2tL|C}.
10. DigestE 2 2/gfL|Ct.
# A= AFEAe| MEiZ I ESt =& =73 & LT

SCIEX OS
INE=1

310/325

A ZEQ 0 X500 QTOF 5! ZenoTOF 7600

SZEQYO ALER} CHLA
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18 D91 AHE HEI Y C Y Y

—

[Protein Pane] EERcR
File Edit Show (Graph Process BioToolKit Window Help - &
Foe= EQREEE®
mRA BAEEE®
HmmﬂPﬂdu:'ummm_
Ennpre :TI';'pI'I "] Max. missed cleavages -'l:l - Digest ,
AA sslecton: (Nor)
3 [RIETCPET, EXTOKRMIK IEACMRAED | Motched Peside f,  looe e, Modbcaons Seauence
&1 LKERGTVVLT ALGGILKEHKG HHEAELKFLA
31  |QSHATKHKIP IKYLEFISDA HHVLHSRHE ER T 16 eiessss | 1ere004 GLSDG...
L %mmﬂﬁ“ﬂmw W T1 116 185690571 1858041 [1Ac]@bo.. |GLSDG.. |
W T 1-16 | 185891628 |1900.078 | 2f1Ac) GLS[1A.. |~
W (T2 17:31 | 160584747 | 1606.799 VEADIA
m (T3 32-42 127065575 | 1271436 LFTGHP.
W T 32-42 1266632 1313473 A LFTGHP
W (T4 43-45 40820088 408455 FOK
W (T4 43-45 45021145 | &50.452 |[1Ac] FORI1Az]
m o(Ts 46-47 253173 293366 FK
a T5 46-47 |Z3508451 335403 | DAc) FEl1Ac)
-] T6 48-50 |356.24850 396430 HLK
W (Te 48-50 43325907 438527 |[1Ac] HLK]1A2]
m T 51-5 | 7072155 | 707801 TEAEMK,
m T 51-56 74902656 (7498318 [1Ac) TEAEM...
w [T 57-62 |B61.32827 EE1.TI0 ASEDLK
[ | T8 57-82 (70333384  TOIT4T  |DAcl(2se.. ASEDLKE | _

LCMS HEIO|E X+

LCMS BEO|E X RH2 AHER IS N Hstn 4 UE AHEY D0 N [|ZEFNM
S S¥BLIC LOMS BEO|S X4 E7E & JHx| B2 Xhelo] o] ZojFLITh X, 1
S 87| Yo 20253 B IS HS $ YS UL M, £7E 59| A2 A= U
of N2l=2 ot I3 IEH2 FO0 YAHE BE 1 920 34 £42 B0,

1. 09 =7 220|A Open Sample O}0|2& S2!5tL|Ct.
Select Sample CH3} & A7t S &IL|CL,

2. Sample Data Z[{ 7| OF&] MEHE[X| G2 42 BrowseE = 2/510] Sample Data ZEHE
EFASHL|C}
O 1d N

0x 0|.|'|
F|'>

3. RP_digests.wiff I} 22 MEiSH S OKS &L C}.
[e:]
=

Open IDA Sample Cii 3} 44Xt}

AZEQ| O AR X} QHLEA SCIEX 0S A E9||0{ X500 QTOF 3 ZenoTOF 7600
RUO-IDV-05-7560-KR-I Nt
311/325



BAM7| A AM

712 D-92 Open IDA Sample CH3} &8 Xt

Open IDA Sample @

-

How do you want to open this DA sample?

() With the IDA Explorer

[] Only show this dialog again if the shift key is down

| ok | [ cancel

4. As astandard TIC 0| MEiE| A E=X| 205t & OKE = 2 etL L}

X HR =X 0l IDA Survey from RP_digests.wiff (sample
HAIZU}=X] 25 A . Hast 41 O =X MEbStL|Ct

712! D-93 IDA Survey from RP_digests.wiff

e

[IDA Survey frorm RP_digests.wiff (sample 1) - Sampled01] E]DE‘
File Edit Show Graph Process BioToolKit Window  Help - 8 X
GE e TAEEE®
GRA - ([4ho-lasm il - FAEES® @
— @ |DA Survey from RP_digests wiff (zample 1) - Samplel +
@ 104 Dependent Sum from RF_digests wiff (sample 1) - Sampled —
100% - 24736 25508 R
0% A 2418
a0 4
T 0%
o
& P
5 60%
= 50% 4
g % A
2 KIE
20%
1{#:;‘-1 3-f

[N
.
(=2

5. Bio Tool Kit > LCMS Peptide Reconstruct (with peak finding)S £ 2/ L|C}.
LCMS Peptide Reconstruct Options CHS} & Xt7F G 2IL|C},
SCIEX 0S 2 Z E 2| 0] X500 QTOF %! ZenoTOF 7600 2T EQIO AFERE QLA

NEN

312/325
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11 &l D-94 LCMS Peptide Reconstruct Options Cli 3} & X}

LCMS Peptide Reconstruct Options

| &2 |
Time Range
Minimum retertion time: 0.00 min ("] Maximum retention time: 0.00
‘Enhance’ Peak Finding
Approxdmate LC pealc width: SEC Minimurm intensity in counts: 4] counts

[] Perform background subtraction Chemical noise intensity multiplier: 15

Charge Deconvalution

Mass tolerance: 0.100 Maximum charge: 5

oK ‘ [ Cancel

6. NS= ZEOA CHS 4fS YT LY
«  Minimum retention time Z E0{A{ 9.00 & &/
ME

+ Maximum retention time X2 Bt A E

¥ 2A I Z2 8 2o] 3 2E A2 SN ALSE LI,

«  Minimum intensity in counts 2 =0 A 572 E Q=
« Chemical noise intensity multiplierZ =0 A 1.5 2 &
+ Mass tolerance Z =0{A{ 0.100 Da & =

Maximum charge ZE=0{A 5 2 &

HA: HSLZ2RH MM W 2H 58 XS S M+ dE LAt 0| 2Xe =z 45}
= RO AX|otEX] 22|10 S Lok MEO| =0 £k THE m/z 210 AE=tE|l=X] =
o|stL|C

[y |

Int. Sum, 3! Num. Peaks.

AT EQIO] AR} QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-I NES="
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J2 p-95 A g =l o3 2[AE

File Edit Show Graph Process BioToolKit Window Help - 7 X
F@E =~ DAEEE®
AR Lke-[%rhe- el FAEEEH =
= @ IDA Survey from RP_digests wiff (sample 1) - Sampled01 +

& DA Dependent Sum from RP_digests wiff (sample 1) - Samplelll —_

100% 1

g 8%
ol
s 60% -
=

] A0
g
= "
= = 312 t1

oM
2 4 & ] 10

L y—

=% D] =N |
+| FRitering

Ret. Mass / Irit. .
Imdex Time Mazs Charue Sum Mum. P&akEl e 4 |rtensty Charge Mong
9.04 4451103 12182 2 6.90e1 1 ¥

. 9.05 4193126 6501 1 5.20e1

3 5.10 AN73ITE 3601 1
4 9.51 563.1863 12182 |2

5 957 4001640 |5.20e1 |1

& 964 853381 150e2 |4

7 9.72 616.3044 14%2 2

g 972 4001647 (44021 1 i

s L= ASae mams s

8. FilteringS 2510 AA& 7t5¢ EHE S92 EAILICE

o dJ
A2 7tset ZEE SM0f| CHZ0| Z&HE L|CL. Intensity threshold, Min. Num. Peaks,
5! Show matched peaks only.

SCIEX 0S 2 E 2|0 X500 QTOF % ZenoTOF 7600 AT EQI0] AHE X} QHLY A
NES-= RUO-IDV-05-7560-KR-|
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712 D-96 Filtering Options
= wmaq =l =

—| Filtering
Intensity threshold: :j

Min. Mum. Peaks: [] Show matched peaks anly

Index Time Mass [h;?:fgé |5rrLtJm Mum. F‘eaklil [h;?:fg; Intensity Charge  Mong
o904 4451103 1.1e2 |2 44561176 6901 1
2 5.05 4133126 |6.30=1 |1 590e1 |1
3 510 4173722 3601 |1
4 5.5 hE3.1863 1.21e2 |2
b 557 4001640 | 52021 |1
[ 9E4 2513 1071 100=7 |4 i

9. ofLf Oj¢2l HEE WSt 20 met ofHE =FeL(T.

1: 0] A+ X|H EEJE“OHH 2= AA G2 2.3%e4 W XA X2 P JS L CL
Num o342 MYEQUSLICH

12 p-97 XM E I3 2| AE TE I

=W Q =l R
—| Filtering
Intensity threshold: Y
Min. Mum. Peaks: _ [ ] Show matched peaks anly
Ret. Mass / Int. Mass / . o
Index Time Mass Chasge Sum Num.F‘eakJ Charge Imtensity  Charge Mono. —
10.62 15016620 23%h |17 R01.5605 2984 |3 =
2 11.55 12706542 293h |16 5018947 12%4 |3
3 1268 540.4651 1535 |5 B2 7781 141ed |2 b
4 1315 1605 8489 8625 |18 502 5619 546e3 |3
5 1576 563.3048 1535 |4
502 8962 23%3 |3
& 1578 74T 4268 15965 |4
5032294 3582 |3
751.8383 38%4 |2 e

EHLEE

=T 230 A= 00| 2E AES] 20 Wt 27| & - gLt

AT EQIO] AR} QLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600
RUO-IDV-05-7560-KR-I INESL="
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H D-6 = 22 O0|&

OIO|Z2 |0|5(EE)
L AHEH G XIC BEA
ol
oA IDA MS/MS 2 H E & HA|
A & OI0| 2 M2 AZSHE O] =4 23 L X|F of A 7ff ofo|E2 Yt & =3 B 50
A dEELICE
AHEZ G XIC EA
AHEH G XIC HA| OI0|2S MEGH 42 O AHEH 3l X|IC &O| E&IL|C}

o =

[Spectrum from RP_digests.wiff (sample 1) - Sample001, Experiment 1, + TOF ... - S = R ==
File Edit Shew Graph Process Bio ToolKit Window Help - 8 X
@ == T =N
A e -% v hie - =om EAE A gy T A - e,
Spectrum from RP_digests. .. - 2000) from 10,621 min +| - @ XIC from RP_digests_wi__): 501.56 +- 0,10 Da +
- —_ @ XIC from RF_digests wif. . 0): 50189+~ 01002 —
751 8383 & @ XIC from RP_digests wif...0): 502.23 +- 0.10 Da &
3.5e4 1 @ XIC from RP_digests wif...0): 502.56 +- 0.10 Da
@ XIC from RP_digests wif...0): 502.90 +- 0.10 Da
3.0e4 1 @ XIC from RP_digests waf . 0): 503.23 +- 010 Da
& XIC from RP_digests.wif.,.0): 751.84 +/- 0,10 Da
2 hed @ XIC from RP_digests wif .0): 75234 +- 010 Da
5‘ 15026733 @ XIC from RP_digests.wif.,.0): 752.84 +/- 0.10 Da
4 2 Ded 7528392 O ¥IC from RP_digests waf...0): 753.34 +~ 0,10 Da
E 4 15036759 TettooTT o e e
1.524 4 Ik
1 0et | 752.3410 1504.6784 8
- - =
5 0e3 ] 778.7935 15056801 =
0.0ed -+ — = :
1000 15 10.0
Mass/Charge, Da
WEE MS AHEZO| QL0 HEIO|ES| ZE0| 7|0 E HE 2tafm7}t 2F I3 otz off HA|E
LICH HEO|= HE0| 7|0l & AT Z m/z T30 Ot XICE RLEZR| U= e SHR=E
HA|E L L.
IDA MS/MS AT E 3 HA|
IDA MS/MS AHEE HA| Of0| 28 MEiSt= B3R O 2HE™ F0| EElL|

SCIEX OS 4 I E2|0f X500 QTOF
NEN
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CHEH X A oE E5HLCMS EEFO|E 74
Bio Tool Kit > Digest Protein.2 = 2!$}L|C}.
Protein 0| & &/L|C}.

2. Protein® 0] A Drag to a protein pane to set its peak list Ot0| 22 Reconstructed
Peak List& 2 E2| 18| L},

—

MAEE O3 S5 LHof O|1f LX|Sh= CTHEE oA HEO|E A|RAE BA|SHH
Protein& 0| Aj 2 _I_I'E L|Ct #ZtMo| S ENZ iiA|5| Protein®Q| CHHZ2

Reconstructed Peak Llst**oﬂﬁ 7‘*9*09'” UK E 2= THEHQYL|CH W7t BHE XA
2 BA|=l ctHe 8T CHHO| Reconstructed Peak ListX 2| Match Z e 0| A S OF
Oof EAIZl Mot MEfE SHEU S 42 Reconstructed Peak Llst**oﬂﬁ UK =l THH P
LICH A™M XN 2 BEA|= E“_ﬂ: Reconstructed Peak List%! 9] 01[E1°F tEatE
X|°P7(| ?JQ L| C}.
AT EQO| ALK OHLYA SCIEX OS 4 I E¢|0{ X500 QTOF 3! ZenoTOF 7600
RUO-IDV-05-7560-KR-| Al A
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EtM 7| Xt& M
8 D-99 M ME o3 =0t HZE S A Aof 2ot O|2X HE
[Reconstructed Peak List] (e l@] =]
File Edit 5Show Graph Process BieToolKit Window  Help - 8 X
B@E e~ D QAEHEE S
ARLe - [%rhe- el FAEEEH =
— @ IDA Survey from RP_digests wiff (sample 1) - +
@ |04 Dependent Sum from RP_digests wiff (sample 1) - Sampledl —_
100% 13_153 18.007 15.?50 21.218 m &
uD}J T o T T L L] L .P ll -I l 'rl ‘ T 1 L L] L3
2 4 B g 10 12 ¥ 16 18 20 2 24 26
Time, min
L] =k =
—| Fikering
Intensty threshold: J
Min. Num. Peaks: _ T Show matched peaks only
Indes {HL:“ Mass g;i:;i lsmm Mum, Pe g_;i:;i & |ntensty Charge Mono. =
.10.52 15016620 23%5 (17 |2 2384 |3 B =
5018347 |322%4 3 I
2 11.55 1270.6542 2985 |16 t —
5022281 |141e4 |3 il
3 1283 5404651 15%5 |3
- - 5025619 |546e3 |3 <
4 13.15 l1m5_343:9 86285 ‘IS Also2sser  23m3 3 g -
M B DQEBEE® “‘;
Protein & Peptides [ Variable hhdh‘iczlinns]
Enzyme: |Tl'!n"|:!ﬂ'l "| Max. missed cleavages: In -r| I Digest |
AR selection: 1, Mono, MW 75.03203, Ave, MW, Sequence Coverage: 43,8%
1 GLSDGEWQRAY LNVWGKVEAD « | Matched Peptide AA Index Mono. I =
2 IAGHGQEVLI RLFTGHPETL - r
41 |EKFDKFKHLK TEAEMKASED n 1-18 1314-39-H
B1 LKKHGTVVLT ALGGILKKKG_ ]
81  |HHEAELKPLAQSHATKHKIP @ |12 17-31 1605.84
101 |IKYLEFISDA IHVLHSKHP M |13 32-42 1270.65
121  |GDFGADAQGA MTKALELFRN |
141  |DIAAKYKELG FQG O |14 |43-45 408.200.
B |15 46-47 293173
I =l ILC A0 __EN Q0L 340
C}HH XI
Chel A Tl
Ol SMZ A3l 7ot CHEl A o| B ASHZAL FA)2 &2 ehL|CH
1. 02 =7 2S0|A Open Sample O}0|2& & &/8tL|C}.
Select Sample Cfi 3} “XWf & II—| Cf.
SCIEX 0S &2 E2||0f X500 QTOF 3 ZenoTOF 7600 AT EQI0] AHE X} QLY A
Al AE RUO-IDV-05-7560-KR-|
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2. Sample Data Z 7} OF&! MEHE|X| Q2 Z 2 BrowseE
EFASHL| O}
O 1d .

3. RP_Intact.wiff I} Y2 {Eiot S OKZ S 2 L|C}

12 D-100 RP_Intact.wiff I+ 0| A 2| TIC

r

£2/5l0] Sample Data 24 E

[TIC from RP_Intactwiff (sample 1) - Sample001, +TOF MS (500 - 2500)] =3 EoE =5
File Edit Show Graph Process BioTocolKit Window Help - &5 X
W Q]
f‘ﬁ--&ﬁ}'%-’&&k“"ﬁ-’aﬁ Ul-"—'ﬁ‘:%jmgﬁﬁ' =
TIC from RP_Intact wiff (sample 1) - Sample001, +TOF MS (500 - 2500) +
. —
5.93 &
1.0e7 -
2.0e6 |
=
g E.0e5 - 14.70
= 13.81 1427 . 1540
4.0ef 4
1525
2.0e6 -
1 2 3 4 6 & 7 & 9% 100 1M 12 13 14 15 1& 17 18 19
Time, min
4, 593Z° HEO0|M O[3 SIS AIESH Bt AHEHZ MdgLICH T8 D-101 W8S
RGN 2.
AT EQO AFEX} QLA SCIEX 0S 2~ Z E 2|0 X500 QTOF 5! ZenoTOF 7600

RUO-IDV-05-7560-KR-I
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J2 p101 & AHEH
[Spectrum from RP_Intact.wiff (sample 1) - Sample001, +TOF MS (500 - 2500) ... =N o =
File Edit Shew Graph Process BioToolKit Window Help - 8 X
FEe=-m D AEEBE W
DBl s -%rheoe- =l - GAEEE® 99
TIC from RP_Intact wiff (sample 1) - Sample001, +TOF MS (500 - 2500) +
. 1.0e7 \%_93 &
g2 50
D. T | T T T T —r T T T T
54 56 58 60 62 64 G5 BB 70 72 74 75 7B
Time, min
REL2-%rho- e TIQEEE _'ﬂ
Spectrum from RP_Intactwiff (sample 1) - Sample001, +TOF MS (500 - 2500) from 5910 to 5956 min +
8082621 < 9427247 -
7000 1738.0050_ 8931612 &
g000 | 7379184
) 942 7805
£ %0009 “1060.4282
5 1211.8271
= 3000 14135787 1541.9939
2000 4 15417204
1000 | 1695.8905
" | N
600 800 1000 1200 1400 1600 1800 2000 2200 2400
Mass/Charge, Da
5. AHWEH 0| 2 MEfY U Bio Tool Kit > Reconstruct Proteins 2 2|3} L|C},
Reconstruction Options CH3} A XH7F S EIL|CH
SCIEX 0S &I E 2] 0 X500 QTOF % ZenoTOF 7600 AT EQI0] AHE R} QLY A
A|AHE RUO-IDV-05-7560-KR-|
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712! D-102 Reconstruction Options

Reconstruction Options @
Output mass range

[T l=e limited input my/z range Start mass: 15000 Da

Stop mass: 18000 Da

Step mass: 1.00 Da

Parameters

Input spectrum isotope resolution:  Moderate (10000} - Charge agent: H+ -
oK | | Canesl

6. Chg =40 sl H&Ect 2t= Y LICH

>

+ Start mass: 15000 Da
» Stop mass: 18000 Da
» Step mass: 1.0 Da

7. X X3} Input spectrum isotope resolution: Moderate (10000)S MEistL|C},

A AISAAIAES Eof 2E3 CO[E0] B9 U3 AHEY 59 24 2ol 0f/)
W4 Al I3 0f7) @27 mAIE L

8. XXl Charge agent: H+S M E{TtL|Ct,
9. OKE SHYLICL

A2ZEQ|0l&= S M= Reconstruction, Input spectrum isotope resolution [user
selection]0| 22 H= TO|M X E CHEA ATEZHZ ML T}

AT EQI0] AHE XL QHLY A SCIEX 0S &~ E 2|0 X500 QTOF % ZenoTOF 7600

RUO-IDV-05-7560-KR-I NE=
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712! D-103 Reconstruction Pane

e

[Spectrum frem RP_Intact.wiff (sample 1) - Sample001, +TOF MS (500 - 2500) ... =N EoR ==
File Edit 3Shew Graph Process Bie TooclKit Window  Help -8 %
B@Ee+" DQAEBE®
@ik v e a2 Ul - DQAEBEE® =
TIC from RP_Intact wiff (sample 1) - Sample001, +TOF MS (500 - 2500) +
1.067 &
2 Pl
8 |
2 s0s
54 56 58 &0 6.2 E.4 6.6 2% 7.0 7.2 74 76
Time, min
ﬁ----&f"%,‘lfh“'hgﬁgﬁ:ﬁ&mqEm Iﬂ
Spectrum from RP_Intact wiff (sample 1) - Sample001, «TOF MS (500 - 2500) from 5.910 to 5.9%6 min +
7380050 1194 —
> 181 ¢ 10603758 &
5 3000 12116419 14135787
g ‘ [’ 1542,1758
Ay re
&00 800 1000 1200 1400 1600 1800 2000 2200 2400
Masz/Charge, Da
MELt-%heo-la= i DQEEEHE® =
Spectrum from RP_Intactwiff (sample 1) - Sample001, «+TOF MS (500 - 2500) from 5.910 to 5.936 min +
Reconstruction, Input spectrum isotope resolution: Moderate (10000) —_—
5e5 &
45 16950.9
-_E Zed
1e5
15500 16000 16500 17000 17500
Mass, Da
0. ASAAAHE E) = ESEH0|HO| AL &O| |22 Reconstruction, Peak
width [value] & L| C}.
10. Mg E B A o3 2 MEdSLICE
MEEl AHE RO 25| £5 HT4 50/2f0| E8 F7te) YT CHUTS ML
Ct.

SCIEX OS & ZE Q|0 X500 QTOF 3 ZenoTOF 7600

NEN
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e

[Spectrum from RP_Intact.wiff (sample 1) - Sample001, +TOF MS (500 - 2500) ... =R EcR
File Edit Show Graph Process BioToolKit Window Help - 8 X

F@Ee=" D QAEEE @

@EAS % Ao qam il PAEEE®

3=
TIC from RP_Intactwiff (sample 1) - Samp]eﬂﬂl'l +TOF MS (500 - 2500) +
&

1.0e7

Intensiny

54 56 58 60 62 64 66 68 70 72 74 78
Time, min

i e-%xhe- aam il DQEEE®

Spectrum from RP_Intact wiff (sample 1) - Sample001, +TOF MS (500 - 2500) from 5.910 to 5.996 min _
'““e1u1a1-1!=—1~-1f-11 #12 s11 10 49 +8 P 7

-SEEPRRIRRL: :
707.3799 9982069 i
1211 843 15419839 :

14135;5?
(555 0312 '
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1000 um mm 1600 1800 2000 2200 2400
Masz/Charge, Da

REL+- % he- =70 DQEBEE®
Spectrum from RP_Intactwiff (sample 1) - Sample001, «+TOF MS (500 - 2500) from 5.910 to 5.936 min
Reconstruction, Input spectrum isotope resolution: Moderate (10000)
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