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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

12 5-9 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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+ Save > SaveE =250 RS SUTH ZZNEY Z2 0|52 Z XNEEL|Ct
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L|C}.
o UME BMZ2 Q5 FH|7} 22 T ™M Save > Lock MethodS 2 2I310] 2t S XL
Ct.
;”OFO| A= A X7 HESH 4= QIR E g S Z A A| 2. Lock/Unlock
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Mzt g = AL

A
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O] BXIE A8 7|2 S| Oj7) M-8 48T = JUSLCH AL W THA EIH7H E*OI 7|
2U2 BE HY Y0 MEELICH 3tgtE 5 07 W=l 7|24t2 2 A 0| CHsh
FolgL Lt 2t =-dof| thal 7| oi7) H==7F 278 & LTt
71E Yol HE AFZO| MEE[X| RSLICH HE S M-YE 2= &Rol= M 2to] & &

1. MS Method %% SFS SL|Ct,

2. Advanced > Default settingsE = 28} L|C}.
Source and Gas Settings 5| O| X| 7f HA|ELCH
PolarityE &gt L|C}

4. 22 SI7A D -5 YL CLON B0 tiet 282 =3 A" EMEH

— d

Yo N PNEe]
0. 2549| B2 Spray voltageTt TS = JQEL|CH CHE A2 G 7pA Of7) H4
Ae=R ey 1 P@IQ'—IEP

Compound Dependent SettingsS = 2/ &fL|Ct.
Compound Dependent Settings H|O| X| 7} EA| &l L|C},
7. Experiment typeS MEiSHL|Ct

PolarityE 1Bt L|C}

MENSE A o of7) H-E AT LICH D7 B0 CHot A2 =2 A|IAH”H E
ME EXSHAUAIL
10. SaveS Z=TtL|Ct
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* Save > Lock Metho
Save As AE Method CH=2} & Xt7F S 2IL|C}
5. File Name Z =0 AE B0

Batch %19 F0Ii SIS 9L X{2|(MEY A2 ME MEO| Cfet M=ot Eate o] ALtk
A MBS HStn Nalste 2 S AZEQ0f0] 22 FLC

0| Shel {0 7|55 0] Cht HMAL ALSXIOIH SEE 2 MOIELICE XM HEs

MM MY} HAN S HRSHIAR

7 HEiEl o EMER(0|M 2 R, ¥ 91X, 20| R, B20/E X 3L O UK
S ME oF B34 mAoln S 8t gLt

&7: Echo® MS AIAE T SH| AFS S 22 0] XY ¥ 2 MEB0| & Z2f0|E0] B Y sl

SAE DOBLIC AAHE KBl e 615 242 HAE

Sample Name CERISE 2 252X} O|2+0|OfOF ShL|Ct,
Sample ID (ME ID) MEOf CHSH AFE X X| | 252X} O|2HO|0{OF BHL| L},
H =Xt E= J|EF AEXILICEH [SampleID 2EO|E=\/:;*?"
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NE=ls # Sial—l Ct.
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HME
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H# 5-1 Batch 21 &9 & (A%
@ olg 39| EEETER
Injection Volume (FYUZWL) TS HES Y [=At ZrLCE
(L) L|C}.
Ngnk
LC Hre10] 0|8 FYHS LC
SO A 7P SLICH AFS XS
Batch % & S = 74X =2 HY
x| THA0| A Of T2 KO
o 4 ASLICE ByX| 7} | S| B
LC B X0 A x| At #H9IE 7]
Foz Fozo gENS UM
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Dilution Factor (BlMdbg) 7 MEo| S|MHfE |SCIEXO|A 7S Bl 42
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H 5-1 Batch 2 49 & (A4%)

g 0|E ge o tad

Data File (HIoly mte) =l =39t OO|E 7} & | 252Kt O|2tO[O{OF gL|CE &
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H# 5-1 Batch 2 &Y & (A%)
g ol gl 2o gen
Results File (21t o) Me[et 27t MY E (DY O|§0fl=\/;:* 2 <> |= &
= Yol o| EQLICt F=ot 2 RO U2 EXE AMEY
Results FileS X|’d5I™ =2 50| | = &LLCL
2A2= = ME HOIH RS2 | _ ol = s
2 A E|_E,'=,_|I_| C} ot o|20| o |HHE OS5t ore S Eeot
+ ' = o Y A2 & 252X O|2HO|Of OF Bt
SHA| o™ HIX| MZE ZE2MA = °o=T = =
g eteet 4 glaLc, HE
—|En sIAFEE Zaislo] 22
&10: 7| Z Results FileS d=op | ! SHEH2 22301 S50/
o MENSH A7t mhelo| matg u [71E 2 IES MESHAlL,
- -1 = = — 01— O rLI'OIQAHA'i_é_l-E:I JTLI'OI O|§9
YOl X 2|0 AtE| == ool e 2E
Processing Method 22| EIAE 2L Ch MS e X2 X
7} *Embedded Method*2 B2 | M &S0 M2l2 [ 0] 8
L|C}. Lok
£t0: (Echo® MS A|AHl) 0] 24 HY
X0 Lot Zat ot 0|52 At
E5HX| O A 2.
Marker Well (OFA &) Erold md 2 X R | OrAH &0 CHsH TrueE M ELSH
2ol SHE I AP L= KQYULICH AL, . CHE 2 & Y2 Hi X7t H&
Marker Well2 MS Method 0| [&|H X}S2 2 FalseZ & E L
X E Ms o] oo &= |Ct
T 84 F L 0| oS et
OF gt
Echo® MS7} Devices I O] X| 0| A
2Hdote[0] AS W EA|E LT
Comment (M 2) HAEJL|CE, 504} O|2HO|OfOF gL T},
Comment ZE0|=\/:;*?2"<
>|= &2 FRO| %2 EAE
Agg = giE L Lt
Custom columns | (AFEX X[ &) (MEH Abgh) BElA [ Abe2 A0 2t CHE L
E, 84 s A Aol AFEA} | L
ol gLt

Component Concentrations(714 824 &) (4] )

SCIEX 0S & Z E 2|0 SCIEX Triple Quad %! QTRAP AT EQI0] AHE R} QHLYA]
NE=! RUO-IDV-05-9804-KR-F
60/232



¥ 5-1 Batch 2t 99 & (A%)

g 0|5 8o e ged

Component (Td 22 0[5)MS HE, X2l |7+d 2240152 MS 2, XN
2 = Results TableOf| E2| | HE(MRM A7 HL) E+=
= T 240 0| & L|CE Results TableOfl Af 74& & L| Ct.

B X| off Z|ch 4,000740] 4 @4 | g zf@ Lt
g make 4 Lt '
FH LS Hog0 £50=2
2o 25 Al XA S &
HE PN QL s FHMNS
AXRGIAMA L.

: 72 E|-0|01| HHX| dglE
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Ol ZatEl 42 siE g2
Compound EE= Component
Name €& Me|gLLCh s= &
Ol =7tx|1 O] 40| Eo| gt
2 MY L

Component HE Y QCHME 990 tist 2 |02CH AL Z2 =Xt 2L
concentration MEBAEEUYRE BEE QL (O

Ct. Ho|20& & MEof CHat &

Ol Z&HEL|Ct ME 0|E0| & 0

Eo=z AEE UL
HY X| 22|

&1 AEf L0 SHE Z2HE 020| MY E|QEX| EOISHIAIL.

Batch % & SH0A THS 7|52 AFESHY] HIXIE &2l & AS L

H 5-2 Batch 2% 99 7|s
et 2 Bt e
E HBA =577 View= S 2/ LICH XtMSH SE= @ BEA| EE= &7(7] MM

s ZatLf 7| Manage Samples > CutE 22/gtL|C}.

3 2 A} Manage Samples > CopyE = &L},

S 2o 7| Manage Samples > PasteE 2 2/ 2fL|Ct

3 ALO! Manage Samples > Insert sampleS = /2 L|C}.

s ALK Manage Samples > Delete sampleE = 2|2} L|Ct.
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g MEH ViewS S 2/ L|CE XtMTt HE= Q@ BEA| E= &7(7| MM
S KREAAIR.

Manage Samples > Add data sub-folders& £ 2/3fL|C},
KMot §EE B2 ALE 2ME EXSHAIR.

PrintZ 2&/2tL|LCt.

HiXI S A Z2HE M
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[

Save > Save £ = Save > Save AsZ Z2IgtL|C}

HY X] & txt 5= csv It Y Z LY
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Save > ExportS 22/ 8fL|C}.
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1. Batch & ¢
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712! 510 View Ll 3} AFX}

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.
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Ct.

* Real: 0] €0 = 27 O[3} 20l 6XAtE| 2| d7F ZE LTt
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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
)
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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.
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LIC}.

o

E: AHE X7} Append to current batch 42 MEISHX| @t ™ J2|=9| 7|E G| 0| H
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7. ImportE =2/gfLC}.
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Plate Layout2 O|X|d MZ9| & I HiO|Y X E XS 2 HSgLICL.
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a. Save AsZ S2/gtL|C},
Save As Batch CH2} & X7 S &L CH

b. File Name= ¥ &%t & SaveE &g LILCY.
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1. Process > Gaussian SmoothZS Z2I$tL|C},

112l 6-14 Gaussian Smooth Ll S} A X}

Gaussian Smooth o

Smoothing width m

| points

[:] Process all overlays (otherwise active data only)

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

OK

Cancel

2. Smoothing width 2 =0 %/S
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1. Process > Threshold DataS 22!|gfL|LC}..
e dgj=o| M2 CtE MEZEHO| SHE AZ2|=7F =&t =l A2 Process All
Overlays? CHz} & AF7F & _‘"é' I—| Ct.

112l 6-15 Process All Overlays? Cli 3} A Xt

Process All Overlays? b4
Do you want to process all overlaid data sets or only the
active one?

() All Overlaid

(®) Active Only
L] Only shew this dialeg again if the shift key is down

OK Cancel

2. Process All Overlays? i@t 2 XH7F G2|H CHZ BHAE =g ot
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2. Process > Subset Data (using graph selection)S £ &/ L|C}..
gd Jei=o| M2 CHE HEEFH SHE Al2|=7t 2atE 32 Process Al
Overlays? T2t &A7F SE L CH

112l 6-16 Process All Overlays? Cli 3} A Xt

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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1. Process > Baseline Subtract ChromatogramS £ 2!/ &} L|C}.

LEZEQO ALER} QLM SCIEX 0S A~ Z E¢|0f SCIEX Triple Quad % QTRAP
RUO-IDV-05-9804-KR-F A| A E
107/232



s X Eg—Hz

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

2. Subtraction half window Z =0 Z}(£)2 st Ct.

3. =4 JEH =0 of2f E0|ATI U= B2 Process all overlays (otherwise active data
only) £ MEHSIO] ST X Y2 ZE Egfo|A0| HEgLCt.
Only show this dialog again if the shift key is down otolgts MEISHH AL XL}
Shift 7|2 =28 242 HE%%= 82 20= MEist JEHMOl et AFEE L T

4. OKE ZgLCt
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1. Process > Offset Chromatogram2 = 2!$}L|C},

712! 6-18 Offset Ll S} AFX}

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

2. Total offset ZE0j (&)= LHSLICH

3. 2 Osi=of o2 EfO|A7t U= A2 Process all overlays (otherwise active data
only) £ MEISIO] ST 212 = E 0|20 HEL|C.
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Only show this dialog again if the shift key is down 2 QI2HZ MERSIEH AL KT}
Shift 7| £ =2 M2 HE5= 42 2/0= MENSH 20| ghad AFE & LT

4. Use incremental offset (to fan out overlays)S M E{SI0] XS A|ZH 2O Z EAMA|
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1. Process > Centroid Spectrums 2 2/ 8L Ct..

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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2g dei=0f 6j2] E2f0|A7t U= H 2 Process all overlays (otherwise active data
only) £ MEHSIO] ST XY S B Efo|A0| HEgLCt.

Only show this dialog again if the shift key is down Z}QI12t2 MEHSIH AL X7}
Shift 7| £ =2 M2 HE5= 42 2/0= MENSH 20| ghad AFE & LT

leNe]
4. OKE 2=t
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1. File > Export > Data as TextS £ 2|$}L|LC}.

A2HEH HO|HE LHE W= 4% Add Zero Intensity Points for Export Ci @t 28 X7+ €&
L[CF.

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

2. Add Zero Intensity Points for Export Ci 3t & Xt7} @2|H CHS & LIS 3 etL| C}.

=
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1. Edit > OptionsE =&

|t Ct.

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)

Cancel
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Peak Review
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Peak review display settings & 5! XIC Graph Title M2 L2510
MEHSH I = Options
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Curve
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Options 0| ++2| Show excluded standards, Show quality controls,
Show legend, Use percent Y-axis X Log-log plot &°d
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Views > Apply different layout to current resultsS = 2!8fL|Ct.
Apply a Workspace Layout CH3} AFXH7F G & L|C,
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Views > Set current layout as project defaultS = 2 L|C}.
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Default layout name Z =0 20|02 0| &2 |t £ OKE 2L L.

Results > SaveS 228t C}.
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112 6-22 Secure Export Settings CH3} & Xt

Secure Export Settings X

Project Root: CASCIEX OS5 Data',

Project Name: Example

Encrypt Results Table when exporting for this project

2. Encrypt Results Table when exporting for this project 2 QIZt2 MESHL| T},

3. Password 2E0| HZHDE YorLCt.

4. Confirm Password ZE0f| H|2HS E CHA| Y=L CE,

5. OKE Z&/&LCt
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€ 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=
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€ 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 -
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9 540.38730 558.42112 523.38402 288.22747 585.38549
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