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DA 1% High Resolution (HR) Product lon

Mode & High Sensitive (HS)

Mode) §XTIZF\ T Calibration
AT O LR H Y £77,

i 7~ 2 BEHEYRIR 1% APCI Positive Calibration Solution, APCI Negative Calibration
Solution & 5\ NI DAL (7 ~—2) ZHERLET,

hOREE M T 256, BROSEGR £B 5|0, Calibration Table % 1ER L
TLIZEY,

Calibration {Z1% Auto & Manual @ 2 FifE23H VY £9°, Z OIETIE Manual
Calibration (22U THLak L £ 9, Training TiEA A4 > 1%L DuoSpray, Mifix
Positive Mode, 1% #E¥& & & L T APCI Positive Calibration Solution % M \» T
Calibration 24TV E 7,

LC/MS S Hr DEIL CDS % v 7= Auto Calibration Z1TWE 4D T, KEN KX

Calibration ¥ =~ 7 U X k

<FNT-HE AR T Manual Calibration 13408 H Y 8 A,

TOF MS
Navigation Bar ® Tune and Calibrate 27 UV v 7 L £,
Tf®7VysLET,

Navigation Bar @ Manual Tuning % % 7 /L2 U » 7 L. Tune Method Editor [Hi[fj %
B BT ET,

File menu @ Open 75, %Efj CTHAF L 7= Method (Training Ci% Pos_Infusion) %
BlE £9, (ErrorMessage | No T T LTL7ZEWY)

BRI 2> ) ORIy ML, Start Syringe 227 U w7 LTH U7 L%
MSIZEALET,

Start #27 UV w7 LET,
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D BHIOEMEYE DA 4 (Training TlE APCI Positive Calibration Solution) ¢
E—/ BBIEES, TICHZET D05/ LET,

B TIC of +TOF MS: E... I
TIC
0.64.0.85
2.0e6 |

e .
S 156 - :
= APCI Positive ”
T 106 . =
5 Calibration @
E 505 i o
= e Solution £

0.0 . -

1.0 20

Time, min

+TOF MS: 5 MCA scans fr..
a=7.02021722047012940. .

518

3506
3000

266.1588

2000

4

|

g4

1000

o .

3681

334 2113
84 2944 922 0079
lI”-lJ Ll '

M ax. 359

MS

QDD SDD 400 SDD BDD TDD SDD QDD

m/z, ['a

_. TIC of +TOF MS: fr... Max. 2.2e6 cps) I
084082
2 0ef
w
2 1fe6 . 2
= APCI Negative S
Z A =
g 10 Calibration @
t )
= 50 Solution E
0o . R
1.0 20
Time, min

® TIC DLEEH%. 0.5~1 731
ik ET,

*

. Stop Syringe,

-TOF M5: Exp 1, 1.7634 min fram ...
a=7 02060282037 352240e-004, 0= .

hax. 3.2ed cps.

144 9650
304
20841 g
1064 ‘ J
a0 ‘

m.i‘z Da

NI Vw7 L, ~AARY ML EFRRIEET,

0075
_-352.1976.616.3548
th

|

G00

Stopzx 7 U >27 L,

00 1000

v HE

RIEZ stop LT T L7=T — & T4, Manual Calibration 73 CX £+ A,

@ TIC L CHHOEEDEDA & NHTWDEE D EE KT v 7 CiliR%, X7

* FEITHMNOA A ZEIRT LG/ FLOE—2 2L NI v 7 LT (e —
I EIERTDGEITT7 X —Z2 LN s) @RLUET,
AR MV ETHZ U w7 L, Recalibrate TOF %8R L £ 97,
List Data
fom Samp... Max. 2 2ef ops. -I +TOF MS: Exp ... hdax. Shory TIC
TIC 064085 a=5.738133879... Extract lons (Use Range)
T 20wl 033 0.44%. : o —14B11T6 Extract Ions (Use Maxirnurn)
%‘: Z 2004 Sawve to Text File...
T @ % H 1269[ Save Explore History..,
v— 7z "0z ocabos o8 = 500 £dd Caption..
. Time, min miz, Da Add User Text...
m/z DEIR
Z)§ fcﬁ [/ \ j:E I +TOF ms: Exp 1, 0.7020 to D.Q?BDVin from Sample 1 (cal... hax. Show Last Sean
& Select Peaks For Label
EENA 146.1176 :
EoE = 3151622 (ReCalbeteToF ] @
- 609 2809 Abszcissa (Timel
#EI & T 21 64ﬁ1$4_i3§4 | l 922.0103
> [ [ N 1 |
cj‘ gzj‘ 100 200 300 400 S00 [aulu] Fog 200 900 1000]
miz, Da

WﬁTéﬁi%®I)7%F7/ﬁ I

HEANIE TN ) v 7 LET,

@D Reference Table 7>5, HMJ® Calibration Table (Training Ci% APCI Positive

Calibration Solution) % 2R L, Tolerance

L/i—a—o

*

Theoretical Mass (G241 L 7= Table (2%

BEkESN TV DB

(23824 728 (Training TI1% 0.2) % A7)

) . Experimental Mass

(AJ7 L7z Tolerance N Chx & 5\ Peak D SEHIE) 2AHEIA T SNVET,
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@2 Calibrate new Calibrations — Calibrate spectrum DJIHIZ 2 U w7 L, Set As
Instrument Default IZF = v 7 N A>TV D Z & Zfifidt%, EntireFile 227 U v 7
LET,

TOF Calibration (=3
[Heference Table APC! Positive Calibration Solul = tolerance 0.2 Da ]
L
= - *
Experimental Mass | Theoretical Mass | = [(Calculate T — ) Average Ermor: 1L647856 ppm

1 146117617 146.117560

2 266.153364 266139810 [ External Calibration... ]

3 315162035 315162250

4 Fa4.211992 F94.212240

) 442 264494 442 264670 il

SA&YE CURRENT CALIERATION CALIERATION WaLUES

Selected Range Calibration is applied to selected a 10
range of gcans Current  5.73440844252526000e-004

1.233062961 4821 6430e+000

Wwihdle Sample Calibration is applisd to all scans Mew  5.73440433233935610e-004 1.27528755849753520e+000
ih curent sample
bration iz applied ta al ‘ Calibrate Spectrum ’

b Entire File ﬁ plez in the file
J Eet Az Instrument Diefault

Close

@ RIFAICEY 2R AL (& Pos | Neg
FOLED Y EXA,), RIFLE 6600 | TOFMS v
Kl 5600+ | Product lon HR
@ OK#%2[EZ Y v, Close% 5600 | product lon HS
7V v LTHRTLET, 4600 [V /
Product lon

x ZOEEICLY, ZoTF—HL
Z LI D Positive O TOFMS @D
T2 NEIES i ET,

Calibration ¥ = >~ 7 U A |

[Calibration & b T 7y =— 1]

*  Calibration [H[[fj CiX. Reference Table % 1%{R 35 Z & T, Theoretical Mass |Z E&R
L7z Table |28 8k S LT 2 BHRfE. Experimental Mass (Z A JJ L 72 Tolerance P
T bRV Peak OFERWED Y 2 F B ATI S ET,

Q1) Experimental |22/~ SV D E0 D720,
At AT MVICRY | Y B EOF =AERE T, BNO mz 2R ST, HE#R
EZAT > T 7EE 0,

Q2) Experimental (Z{r] & 37~ S A7 0N,

A: "t%@% > 7 AR Tuning #%72 &', KiEIZ Mass 23 Shift L TWAEENRH Y £
T, ZO%A. Toletrance % JAlT 5. FHE Reference Table Z3R 3 5 DHEEL . %%
@753%‘?2‘ SNDHETHDIRLET, FUENFR/R S 7%, Calibrate new Calibrations
7V w7 L, BEEAD*D Calibration Error OfENE ppm UUINTH 5 Z & % il
. BMEERT TS E S0,
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1.8.2 Product Ion Scan

%

TripleTOF® 6600, 5600+ System D334, Product Ion Scan |Z}% High Resolution

(HR) Mode 35 & 0" High Sensitive (HS) Mode 3% ¥ £,

%

High Resolution Mode,

O MSDOX7%27 1V w7 L, Scan Type % Product Ion |
Resolution Mode & % M X High Sensitive Z 38R L £,

%

High Sensitive Mode {2 DWW Tl 15 HEZM 72 &0,

IEE L, T ED High

4600 TIIMEH U £+ A, Training Tl High Sensitivity 23R L 97,

Conae. ] [sm] o

| SourcelGas | Compaound |Resolution | Detector |

Ramp Parameter | EdiRamp.. | [MS Method

7]

Use  [Star Syinge| [ CDS Inject| [ CDS Feil

M3 Advanced MS

Declustering Potential (DF)

Collizion Energy (CE)

S T @u

Maw: 1000

Callision Energy Spread (CES) [ oo 5|| Produetof @ E09.2807  (Dal

- ~ High Resolution
fon Releses belay (RD) nE Accumulation time : 0100016 [secs) @ @ High Sensitivity
lon Release Width (IR |—15 -

@ Product Of {Z Product Ion Scan APCI Calibration 50|utl0n 15 FRF D% A
WZEER T 281 A *D m/z @Product of | (3)Mass Range | (4)CE

(Training T1% 609.3) % A Positive 609.3 100-1000 45
HLFEF, Negative 403.1 70-1000 27
©) TOF Masses (Da)? Min, Max
WZHEE &4PH (Training Tl 100, 1000) = AL E T,

@ Compound ©¥7 %7 J 7 L, Collision | N T
Energy (CE)(Z i X4 72 *(Training Tl 45)% A 1950854 qu PO.SItIVe
jj Liﬁ" 100e4 Calibration

] g 174.0913 397 Selution

® Start Syringe, StartZ 27 U > 27 L, HROEE | aowo _609.2817
WD Product Ton O E'— 7 RA@lE2 &, TIC | & o
ﬁ)%fé’jﬂ é 0) %?% \6 \i ‘jﬁo o 200 300 400 5:52‘ DSUU 700 s00 Qoo

@ TIC @fﬁf& 0. 5'\’1 'fﬁ Stop Syrlnge Stop I TOF Product(402.1) 5 . Max. 8742.0 , Smoothed
7 Vw7 L, Iy, BIERIEDFET, 1250001 APCI Negative

(@ TOF & Calibration D@ LAKE & [AIE 72 #E& 1T E :ZZZ Calibration
l/\\ Product Ion @*ﬁIE%?—Tl/\iﬁ‘o Z 4000 solution

x ZOBEICLY., ToOF—F UKD |E ZUUZ-\/15. 0644 _403.1205
Positive @ Product lon HS O 7 — & 23 1E & S
NEJ,

*  TripleTOF® 6600, 5600+ System D ¥3A . #4BEZJ% U T Product Ion Scan @ High

Resolution % [AIHED
FEC Table Z#&& (2

BETHEM L £,

. LER AR, E— R

P RTIZHONT, H% Calibration =17

WET,

14

Pos | Neg
6600 | TOFMS v/
5600+ | Productlon HR
5600 | productlonHS | v
TOFMS v/
4600
Product lon v




[ High Resolution (HR) Mode & High Sensitive (HS) Mode {Z-2\T]

HS Mode |2 THITEA1T 9 & . HR Mode |2 Fb~Yi&JE [ a3 cx£4, 7=7-L
HS Mode TlZ HR Mode (ZEE_RTHREEN B D72, T IrfRIZAR M — 7 2 T
Y 25 81E, HRE— FTHET D Z L 2H#E L £,

Spectrum from 07 Propranolol_PIHR_100mse... 2602 (50 - 400] from 0.002 to 0.300 min Spectrum from 10 Propranclol_PIHS_100mse..260.2 (50 - 400) rom 0.002 to 0.300 min
- *260 1646 - *260 /1646
=»] HR (High Resolution) . HS (High Sensitivity)

2000
H | Sl [iesees |
£ o 1161060 : *116.1069
*183.0803 2000 *183.0804
101 24,0600 *74.0601
*157.0648 o0 ( *157.0647
“” ]
D"I | L l e N ] u‘l 1 \ e | I
100 150 200 250 300 100 150 200 250 300
Mass/Charge. Da Mass/Chaige. Da

+® Spectum from 10 Propranolol_PIHS_100msec. wiff (sample 1) - Propranplol 100ppb. +TOF MS “2 of 260.2 (50 - 400 from 0.002 to 0.300 min

20! m/z116.1069 $L KX

/ "“-‘\‘ HS (High Sensitivity)
1500 ' . 1186 1069/

M
/ \*116.1069

Intensity

HR (High Resolution)

1000
500
>
0 _—
11606 116,07 11608 11609 116.10 11611 1612 11613 11614 1615
Mass/Charge, Da

1.9  CDS D ¥
x  LC-MS ORIER:, BRI OHIENSRFHIAH VTN D
B, A A MEIEDOE R E CIEMERIR BT L
TS AIATWVWET,
x  CDS OEMEDFEMIZ & £ LTk, IRHERZ S
<TZEVY,
O EHT LM (Positive 3 5 VT Negative) DR kv

(ZNEFH CalA & CalB (ZHHE) ([CHIEIC 07 B
ERIRNP A TND Z &2 MER L £,

@ WEBHOmMETH D Z & 2%, M4 Lo CDS
Purge #7 V> 7 L, TTHETSHFHET,

*  Purge 1113 CDS Stop DFERICHRD Y 47, Purge 2544 T

CalA:
Positive

CalB:
Negative

3 % & . CDS _
Purge (ZFRRN [ EdtRamp.. |  [MS Method | [Use [Stat Spinge] [CDS Inect| [ CDS Refitl [ CDS Puige ]}
E D i—é‘o MS Advanced M5

*  Training T,
StOp 7“{ 7 ) > Scan type: TOF tasses (Da)

7 L/ I:P %4‘( Accurnulation time:  0.243988  [secs) i 100 Max: 2000 &
TIHETLE
Polarity Display Masz
é v \O P Center/width
@ Positive
) Negatve 1 Center (Da)| Width (Da)
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~
~

Tune Mode Z A ULYf= Manual BIE

2 Tune Mode % A\ 7z Manual #IE

*

*

*

Training Cl%A 4 > JFIZ DuoSpray, ¥ > 7L & LT Positive Calibration Solution
% F T, Reserpine JIEE 1TV E9, (fitif : 10uL/min)

HIEE— FB X OHIERFDIEERIZ OV T

HEE— K

TOF MS

MS ZHIETHE— NTT, o FEEEA LT Z2HETHERERHLET,

Product Ion Scan

Product Ion Z#{IEJ % E— FT9, Fragmentation | Collision Cell T{Ti 4L E

R
Q1: Precursor Ion DR — Q2 Collision Cell: Fragmentation — TOF: #{|7E(Z72 V) &
R

TripleTOF® 6600, 5600+ System (% High Resolution Mode 35 & U% High Sensitive
Mode ® 2 FHEDOFHE (15HBM) 2350 F3, (TripleTOF® 4600 System (3 1 f
T, )

Precursor Ion Scan

Product Ion 7>% Precursor lon OfE# % 1525 € — K T4, TripleTOF Tl & E M E D
A[RE72 728, Precursor lon Scan O Cix72 <. %35 IDA CTHIE L 7= Data 7>
o, f#HTC Precursor Ion DIFM A G5 Z L 2HELEL TWEF, Z D7D, Training
TIT TV ER A,

HERF O RE
Auto Calibration
FeE L= A 4> THIZ Calibration Z1T\WV V£,
Enhance A
F8E LTe mizfHEDA 4 @ TOF
~OEANFEAE T THIEL £
T mlz D/NSWEEEIZ DWW TH
T, EEMERHCLSHERAL
£7

Enhance B8 HIRFIX, FEBEH
F & Calibration 23 #7200 ¥4 D
T, HEEEMEORIT, ©nE
WIGCTHELRBLTLES /s
A

Enhance DZh R

Enhancement factor

v
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2.2  TOFMS

D MS®OH 7% 71V w7 L, TOF Masses (amu)?> Min, Max (& E &4#iPH %2 A

LET,
% Training CIZZAE41 100, 1000 2 AT L TL 72 &0,

@ Yo FnzEEy L, StartSyringe %7 Vv 7 LTH U7 VE MSIZEAL E
7

@ Startz2 Vv LET,

@ HHWE DA A (Training TiX 609) O E— 7 B3EE S, TIC WEET DD
ERHEHET,

® StopxZ7 Vw7 LET,

% TOF MS A~XZ K /L C Fragment lon 2381 241 % %55 1% Compound D % 7 ¢ DP
ZTRITIEENn,

7 —Z DRIE L RTF

@ Manual Tuning @ Acquire D7~ ¥ > % 27 Y w27 L Sample Name, Data Filename,
Comment (ZH > F/VIE#RR EZ AL ET,

@ Training Tl Data File Name (Z ResTOFMS & AJJ L TL 72 &0y,
@ OK%Z Vw7 THERMENKEY, T—FPRIFEINET,
@ BHCHEZIEDLEXILStopEZ Uy 7 LET,
® WEKTH%, StopSyringe 7 Vw7 L, YU UaIEDET,
¥ BlEMEPMEEITOHBITIT NV VPR THIED RS THHEVWERE A,
Training CTIL1IEDFITHRE Z T £ 5,

I +TOF M5 5 MCA scans fram Sample 1 (TOF High Resolution) of werifica... hlax. 36950 , Smoothed,
a=7.03091722947 019940 &-004, 10=-8 9304557 4223354620e-001 (Duns...
soao 618.3681
266 1588 442 2634
2000
T 2000
]
2 oo 46 11684 338 2405 600G 4793
l -384.2944 9220079
oy |I||IJI..IIJ lllr.lu Illdl.lll |L' .lll L A . . . . . |
150 200 250 200 350 400 450 S00 0 S50 G600 650 YOO 7800 800 @500 900
miz, [ra
-I +TOF M55 MCA scans from Sample 1 (TOF High Resolution) of werifica... bl 3z, 3595.0 , Smoothed,
3=7.02091722947019940 -004, {0=-2 9204557 4222354620e-001 (Duos...
a3 809 2733
00
5 6102824
=
’L B11.2852
L . . . A st . . .
G02.0 6024 G09.0 G09.5 G10.0 5610.5 §11.0 511.4 G12.0 5612.5 G13.0
miz, Da
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2.3 Product Ion Scan & Enhance

*  TripleTOF® 6600, 5600+ System D34 . Product Ion Scan {2/ High Resolution
Mode 35 X Tf High Sensitive Mode 73% ¥ £ 9, Calibration # #? Mode % i F <
ZE,

O MSD%7%Z7 Y >Z7 L, ScanType % Product Ion (ZZ % L, High Resolution
Mode & %\ % High Sensitive & 3R L £ 7,
%  High Resolution Mode, High Sensitive Mode (Z2W T 15 HEZZM 7230,

% 4600 TIIRENH Y £ A, Training TiX High Sensitivity %8R L ¥ 97,

B Fiamp Parameter [ E dit R amp... ] [MS tethod v] Usze [Stalt Syringe] [CDS Iniec:t] [EDS Fiefill
Campound M5 | Advanced MS ®

Declustering Patertial (DP) a0 - @
Collizion Energy (CE) @l— . Sean type: F'roduct lan TOF Masses [Da)

Caollision Energy Spread (CES) 0o = Product OF: @ 609.2807  [Da)
() High Resolution

lon Release Delay (IR 30 - - -
z Accumulation time : 0100016 [secs) @ High Sensitivity
lon Releasze Width (IR [ 15 = o

@ Product Of IZHMDH A A *?D m/z (Training Ti% 609.3) Z# AL ET,

@ TOF Masses (Da)? Min, Max |2l & & &#ilH (Training TI% 100, 1000) % A7)
LET,

@ Compound ®# 7% 2 U 7 L. Collision Energy (CE){Z 10, Collision Energy
Spread (CES)IZ 0 Z# A I L &7,

¥ CESIZOWTIX 19 HAZZBHL &,

® Resolution DZ 7 &7 U w7 L, HEIZSUT, Ql DifiEEE (19 HZ
Training TIL7 7 4 /L b @ Unit) ZZEE L E7,

® Start Syringe Pump 227 U v 7 L CH U7 L%E MSICEALET,
@ Startx7 Vv LET,

® Precursor lon (Training Tl 609) % sk, 77 7 A MM AL DNNE—0 %
B L7223 5, Compound % 7T CE, CES D1l & Fiift L £,

© Precursor Ion (Training Tl 609) Z#idie, 77 7 AL MM AL DNZ— %
B L 72535, Compound ® % 7T CE, CES Ofifi & fiwfb L £7,

Stopz 27 V> 27 LET,
@ JMEKTH%, StopSyringe 7 Vw7 L, YU UaIEDET,

x BlEHMEMELITOHAETI LI VR THIEDRLS THHBOERA,
Training CTIELIEDFITHE Z T £5,

Max: 1000

\}k

T — X ORE L RTF
AT DT — & ORAT L RED 7L EFEEIZ, Acquire 227 Y v 27 L, JIEEITH
7,

*  Training C/Z Data File Name (Z ResMSMS & A/ L TL 72 &0y,
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Intensity, ...

B iToF Froduct (G093 44325 to 49911 min . Ve
Reserpine, CE45V ?
1950853 o~
S00 4
a00 ] 397.2120 6092810
74,0913 43 1966
200 4 195
100 ,,236.128f
) J,..ll S T 1 L , , , ,
100 200 200 400 S00 00 Foo 200 j=lun} 1000
miz, Da

[CES (Collision Energy Spread) {22\ T]
$efiliz NS5 Z & T, CE-CES %5 CE+CES OfET CE Zf@i5| L7e s 5 A2y

*

M EBR LT,

f5l) CE 45, CES 15 @4 : CE 30-60V THIE ATV, 4 CE DB D AT |

IWINFTRENET,

IDA X° SWATH 72 &, Kbyt R LT WEEmHEIZ LIz
WMEEW7e & RISy 0 HENIIE 21T 5 A A T,
EEER Y ALEY T L ICRIER CEN D H8A1T, @ CESOZHEH L £,

CES Zf# A4 A4 . Accumulation time (%, 25ms A FIZFRE

LTLZENY,

BoND AR FIVTEE D AT MUIZ 0 £9, BonziE» 54 CE

DAY MVOBEIT TS EHA,

[Resolution (Z-2V ]

Q1 Resolution {3 Product Ion Scan #5 J TF Precursor Ion Scan D (T,

HDHA 2O mlz DFHICR D 3,
Unit:  8XEED 5+0.7+0.1 amu O HiH
High: & EfEA 5+0.5+0.1 amu 0 i

QI Z it &

Low:  default DF%E CRIEME D H+1.5~2amu OFLPH (2 F A 5E
Open: default DFXE TR EE N H+~4amu OFIFH (2 7[HE)

Spectrum from 01_Csl Res iPD1Lwiff sample 10) - PI HR Unit, +TOF M5°2 of 609,23 (100 - 1000] from 0.002 to 0.347 min

Mass/Chaige, Da

*609.2806
Z 500
&
=
>
Iy
506 607 508 609 &0 G 512 GE 14
Mase/Chaige, Da
Specirum from 01_Cs| Res iPD1.wiff (sample 11] - P HA Low, +TOF M52 of 609.3 (100 - 1000) from 0,002 to 0.242 min
P
1000 609.2806 (1)
2
2 610.2841 (1)
5
E 500
>
o
508 507 508 EiE 510 G 512 513 14
Mass/Charge. Dia
Spectrum from 01_Csl Res iPD.wif (sample 12) - FI HR Open, +TOF MS"2 of B03.3 (100 - 1000) from 0.002 to 0.422 min
1500
*609.2805 (1)
1000
g 610.2840 (1)
£ ]
= 500 611.2858 (1)
612.2892|(1)
L
v 505 607 08 e 510 &1 g12 613 514

19




2.4 Enhance Source/Gas Compound |R530Iution | Detector |

* TripleTOF® 6600, 5600+ System @ ¥; & | High

Sensitive Mode D& CEH TE £97, conson Enero Spread C25) [ g7 2]
@© Compound ®¥ 7% 2 U 27 L, Enhance \ZF = v 7 & ::: E:ZDII;E:ED ’—ﬂj
. BBYD m/z (Training TIiE 195.1) Z AL, ' -2

Apply 7 U v 7 LET,
@ RIEOOT —H ORAF & PE D FE L [FERIZ, Acquire

Declustering Potential (DP} a0.0 i‘
Colligion Energy (CE} 250 i‘

/
Uy L, MEZITWET,
27 Vw7 HEZATWET - — 7
*  Training Cl¥ Data File Name {Z ResMSMSEnh195 & A | bass toErharce 0a) ,wim‘
LTS,
*  WER, v ARAXRT SO m/z DV Y)Y Enhance SILTWAOHEIZAE DY %

®

T, BEREERRIELHEEF. AR MV EELEZ Y v 7 L, All Mass
Ranges #3#R L T 7230,

RIEF T, StopSyringe #7 Vw7 L, VU VxibdDET,

@ Enhance DF = 7 %5 L, Applyx 7 UV v 7 LET,

I +TOF Product (509,23 0.06A6 to 0.0765 min from Sample 1 (width1 Res 0. 1ubd) of... Max. 1.5e3 cps)
a=T 020645661 74057 5006-004, 10=-23 5440528542251 2240 e+000 (DucSpray )
195 D614 Enhance 195
.
[
2
£ 174.08¥1
_ | 2361228
005 : Lyt | T T . : T . . . T
100 150 200 240 300 250 400 450 S00 550 G500 G50 Foo
miz, [a
I +TOF Product (509,23 00256 to 0.0400 min from Sample 1 (Res 0. 1ubd) of PI-H... hax 18342 cps.
2=7 .030726121021208404-004, 10=-3 5530852067 2063260e+000 (DusSpray () Enhance foc L
1850654 609.2803
; 397 2116
3 174.0910
z 4481949
= ‘ _236.1268365.184 ‘
07 v g | . T Ly | " ; T L : T
100 150 200 240 300 250 400 450 S00 550 G500 G50 Foo

miz, [a

2.5 BEDKT. FBEOUE
O VYUY ROMR AR LET,

*

B TV DA A B AL, TOF MS Z&R, Start 27V v 27 L., $ v
TLDOE— T N o l-Z L BfER%. KT LTI &,

Q@ VUV AEKIAZ ) —)L=1/172F, YRR EICER L £,
@ Tune Method & 2 A U £,

*

Method Z PR1F 9 55561 Yes, RfFL2RWGEIE No ZBIRL TR T LET,

@ ToolBar® ™= %27V vrt, Bl %2V v s L THERE% Standby IZ L, H A

*

Dt & &R OEEZ &/NRICHK & £77,

HE T O Mass KON Y OR FORBNEEDN S EBICEDLY £,
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T —

—\

S EEHT (A Analyst-TF )

3

T — & fENT (EEAHR: Analyst®TF Software)

[Analyst Explorer &— R & PeakView® Software DEMZ-D\T]

ZARY N JUIEHTIE Analyst @ Explorer E— R35 & U PeakView® Software ¢ 23 V) O
FERHY £3, UTFOERENEZSEIC, HIZS U THEHSZE 0,

BIE% ORHTICIBW T, L R CEbgRE7e PeakView® Software ZHESE L £,

PeakView® Software DEEMZ2FHIC X F L CIE, 2 —F—~=a27 /L (HAXL,
#3L) ., Reference Guide (3530) #&EL 730, HEXOERHI X £ LTIL,
PeakView®™ Software  Help 72 H B4 % = L WATRE T,

Analyst® ® Explorer &— F

PEF D Analyst |[ZFEH STV D fENTE— R T,

HIE H 0> Data (22U T DM AN ATHE T,

Data DA X2 LV | Data B < & TIZRFHIN 0256808350 £7,
MS/MS @ Library Search 73 A] 2T,

PeakView® Software

Analyst TF FIIZBA%E S 72, #i#l Software T,

HEF O Data 1 LB Z &M TEEH A,

ELD Data 7 —JEIZEIR L TR 2 &N TEE9, Fo, RERIETT5Z &0
AIEE T,

IDA Explorer, Fragment lon D/ J& 72 kR~ 72 HEREN BN, B SN TWET,

MS/MS @ Library Search |3 T & A, MasterView/LibraryView Software T{TV %
R

3.1

=
Open Data £ 00_Tranng {m
D Mew folder

*

*

Analyst @ Explorer &— R % iV 2 fgdr

Training ClX. Infusion ® Data % Analyst @ Explorer £— R, LC-MS ® Data %
A?alyst D .Exglorer T-FBL o S =
U\ A Pea’kvlew SOftWare %{i};ﬁ Pleaze select a data file and a coresponding zample

L/ fﬁ@*ﬁ %?ﬁ’l/ Y jz —a_o Data Files

] FreshSM S wiff

Navigation Bar @ Explore @ Open i .
Data Fﬂe % 57\\/1/ 7 U > 7 L/\ ‘ FesTOFMS wiff
Select Sample ME2>5H HEDOT— ||
2Ty AN, BT EBmRL ||
OK%27 Vv LET,

Training T 1% H 5 L 7= [ T — '
~ > Browse... Weiify Checksum

ResTOFMS Z R L TS 2 &

AN

>
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— [ TIC of +TOF MS: fro 7 ToTTT ot ot T o Max. 6.0e6 cps.
AT MIVDOFER -
3766 002003 0.04 006007 npng 0.0 049012 014

« TIC ETHMORMZ [ .,
BITNI Y v B
W E B9 O IRE R o Fi
I RT v 7 TEiR%
5‘7“/1/7 ) /7—?5 Z 0.0 — o e e — e - Dm;
LT, BIRLIZ#EHMD Time, min

2.0e6

Intensity, cps

1.0e6

I}Zi/}j D~ A A A~ 7 }\ L B +TOF IS 0.0081 to 01859 min from Sample 2 (TOFMS 100ms) of Infusien.wiff differant cali... Max. 1324 cps.
N — 6092813
WERSNET, o
1.5e4
- . o 10ed
v — 27 7 X)L (m/z) DERR z 9295393
£ 5000.0 533.3258

Y HjZERIRINTND
E% ﬂlz O) 7 e 7 ;5.) ]\‘\ ? U'DZEII] 300 400 a00 60O oo 800 00 1000
v ITHEE—T TN =
NOBMEEEERTHZ LN TEET,

2140899 391.2841

AT MVOHER

o AN hLOfiEdhh LIIMEONMIEZE T v 752 8ICE D AT bk
JERTDHZEMTEET,

o JLIZETERI. PER LR OIMUZ X7 v 7 Y > 7 & 5N Tool Bar D Jﬁ%
70 w7 LTFEN,

AT MVORRERT, HT

*  ToolBar® T (FAEEET) HoVE K GEREMT) 227V v LET,
%  Training CiX TIC ZFA L T 72 &0,
+ BELEEmc-oWaE B 22993232 o RCcom@mnERINET,

x 1O SEEC LSS O 220027 LT s,

A7 MLV DBE

% Training _,C:‘ kj: ReSMSMS . + +TOF Product (609.3): 0.017 to 0.433 min from ResMS5MSEnhAlL wiff

+TOF Froduct (809.3) 0.017 to 0.517 min from ReshShiS wiff Max 50.1 counts.

Re SMSMSEnh 1 95 0) }/I_ﬁ\_‘z a=3 561178642383075670e-004, 10=7 77 101685185447 170e+001
] n 5 185,080 Enhance 73: L/
B AT MLO A

o
E 40
H
S — 2 1740025
TWET, 7—Z %8 |
=
T b ° 1 ] 20 3072180
N T
&, e L | | o
. M il L | |
N 100 150 200 250 300 350 a0 250 500 80 &0 B50 700
= N méz, amu
TZEVN,
+TOF Produst (300.2): 0.017 to 0.782 min fiom ResMEMEERNIAT mifl Ma 20.0 counts

° 3=3.5611788423839757 0004, 10=7 77 101685185447 170&+001
O B#EsHELAT ML EE

397.1935
7 ) w7 L. Tool Bar ® | == I P Enhance 397
=1 60
%7 U ‘\/7 L/i‘é—o % a0 385.1608 P
é = B T . Eaﬁjm sa10de azea740
@ E E/\j 0) X /\ 7 ]\ /1/ OD @{ﬂ‘j& 1’D 160 200 ; 260 g 3[|E|‘ 3“5\; 400 ‘ 460 &S00 &50 600 650 700
miz, amu

\Z~ T AD T — Y )% )
L. EFRRERTIRETY U RAEZLET Y v 7 LIRRB AR ML EBEI L
i—a—o
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LC-MS. Acquire Mode T®EITE

4 LC-MS. Acquire Mode TOHI|E

4.1 ¥@ED Configuration & ¥Efi
D AMEHEIZ, CDS,LC & O EITV E
7,
s APCI fEFIRRIZECE R 9, k08
e ANBEZ TIEEN,

@ AT LA ¥—0 Position (FXDOFXRH) %
PITFE&E|C, @Y7 BEkcEy FLET,

@ HEIWJSL, UTFEBBIZAT LA Y —D S

oy I LET,
F(|:|\_A/Irifrf)e Probe Position Protrusion
V=5-10
10-50 Y ~2 mm
51-150 Y:i;; 1 mm
151-400 \L/:z?:é 1
V=0-3
401-800 e ~1.0.5 mm
V=0-2
Above 800 37 ~0.5mm

Protrusion

(Gesmo <

WHEX)
Y

@ Navigation Bar ® Hardware Configuration % % 7 /L'~ U »» 7 L Hardware

Configuration Editor % B & £ 4,

® LCORST, A— b7 T —2% i3 5 Profile 2% L Activate Profile %

7w LET,

*  BEARO PDA IZHOWT, TS, Lzl Bz 59451, Hardware
Configuration [Hi[fj C Deactivate Profile 2 U » 7 L CTHI{E®D Configuration % ] -
7ot%. HPLC % EE L, HEAE#D Profile Z#RE, Activate L T 7ZE

W, EH L22WEIE. PDAZ: LD Profile ZEH S D 2 & 245 L £,
©® Activate S U7z 2 & A Hfg@t% . Hardware Configuration Editor % Close L £,

x BT LU Profile ZER% 9" % 85413 Analyst® Software f/EH A R4 T T S0,
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4.2

Method Wizard % A\ 7z Method ERL

[Method Wizard {22V T]

% TripleTOF System “C|% Method Wizard 7> & f#5i{# (2 Method {ERKAS FIHE T,

* WD Template 18R, & 5 ME, Browse 726 LARITERL L 72 Method ] L
Method Z1ERT 5 Z & N TE LT,

*  MS. LC DRIESRMZAMAE D, B LU Method 1T 25 Z &N TE £,
«  AEEIZLD . i TX % Method (Template)3¥72 V) F 4,

——— TripleTOF® 6600, 5600+ System ; TripleTOF® 4600 System i
%, Method Wizard %, Method Wizard
& Choose Methods l & Choose Methods l
Choose Methos Choose Metnods IS AT
Choose MS Method: Choose MS Method:

|

Hi Sensitivity Product lon {+)

Hi Resolution Product lon (=) Infusion IDA {+)
Hi Resolution Product lon {-) @ P 1 Infusion IDA (-} @
Hi Sensitivity Procuct lon {-)

(R4 * Brows=_ ] (|'

Neutral Loss DA (-)

Infusion IDA (+)

Infusion IDA (-) } @
Neutral Loss IDA (=) Froteomics IDA (+)

Meutral Loss IDA{-) } @ Froteomnics IDAITRAQ (=) J
Frecurser lon {+)

Frecursor lon {-) @
§

Froteomics IDA (-
FProtzomics IDA ITRAQ (+)

Froduct lon (+)

S TE ; i
A Neutral Loss \DA(+)} @

M

Froduct lon {-)

N

Small Melecule IDADBS (=)
Small Molecule IDADBS ()

Small Molecule IDA Dynamic Exclusion (-]

Small Molecule IDADBS (+')
Small Mclecule IDADBS {-)

} @ Small Melecule IDA Dynamic Exclusion (+) | @
@

Small Mclecule IDA Dynamic Exclusion (+)

I

SWATH (=)
SWATH () _

ToF MS (+) [
Small Molecule DA Dynamic Exclusion (-} | ToF MS (-] ] @
SWATH (+) @
SWATH ()

M

ToF M3 (+)
ToF MS {-) |‘ @

ToF M3 + Product lon {+) @
ToF MS + Product lon {-)

ToF MS + Hi Sensitivity Product lon {+)

ToF MS + Hi Resolution Product lon {+)
ToF MS + Hi Resolution Product lon {-) @
ToF MS + Hi Sensitivity Product lon (-}

N

BELFALEMDHIT TECHERT L REELE BEY

)
@
®
@

IDA : EM:57#T,. Data Dependent Acquisition

SWATH : EM43#7. Data Independent Acquisition
MS/MS : iE, HIWED MS/MS

TOF MS-MS/MS : E#, MS 3 X U HHIE D MS/MS

Z DHORIEH & H#Y

® © ® Q9 6 O

Infusion IDA : Infusion il 7ER D IDA

Neutral Loss IDA : Neutral Loss 7> @ IDA, EIZAEH R E TR
Precursor ion : Precursor ion Scan

Proteomics IDA, iTRAQ : % >/ 7 [6lE., Em

Small Moecule IDA DBS : EM5341, @726 b1 U Method {F% Al E
TOF MS D Zx
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43 Method DYERE -1 IDA

Training CTl%. Positive Mode ® IDA_TOF MS-10MS/MS (EM:f) $ L O TOF MS-
MSMS  (E&EH) 12OV THERR. JEZEZITWVET,

%  Training TILA A > JfIEL DuoSpray, > 7 /L & LT APCI Positive Calibration
Solution Z /] L £, (AL : 0.1%F FE/IK, 0.1%F /7 & b= KV,
Column Size 2.0~2.1mm, LC DO} : 200-400uL/min, inj. Volume SuL)

*  LARMIZAERL L 72 Method % 13 % 355 13 Navigation Bar @ Acquire 27 U v 7
L 721% Project Z H D Method 23RAF S 4L TV D Project IZHJ W 2 T, A==
—/3—® File -> Open 75 Method ZFEFOMH L E 3, WRIZAENEHT 5 Project
WYV 2 C, A==—/3—0O File > Save as...C Method Z &7 LIELL T 72
SV,

® Naviguion B > Method Wizad
EETNIY T LET,

& Choose Methods | - lon Source Parameters & DA l

@ Choose Methods # 7™ Choose : .

Chaose Method
MS Method C F #)0) MS & e e o =
Method Z B8R L £ 77, [small Molecule IDA DBS (+) [ -]

% Training CTIlX FREI» 6 Choose LC Methad:
Template % B % . Small [same As MS Methoc B
MoleculeIDA DBS (+) % iR Save Method As:

LTS, [1oA '

x  LARNHIE L 7= Method % B < #5813 Browse 22 LI L T 72 &0,

@  LLaifERR L7z LC &2 H 3 5834, Choose LC Method C Browse...7» 5 HHY
D LC M2 BIR U E4, 1ERFEAD LC RN WERIFAT Yy 7 LT,

% Training TITIEIN L FH A,

@ Save Method AS: TPRA7F7" % File 44 (Training T3 IDA)% A Jif%. Enter % — %
L/ i ‘ﬁ—‘o

® NextzZ U7 LET,
® Ton Source Parameters Tab Ciiii ¥4 7 parameter # AJJ L Next #27 U v 7 L£7,
*  LUTO Table 22 BICAN LET, Kb LIERH 25813 OEZHA L

TLIEE,
F('SL“;;T;)E 10-50 | 51-150 | 151-400 | 401-800 Agg(‘)’e
CURb | 15-20 25 30 35 40
GS1 | 30-10 | 3050 | 4070 | 5090 | 60-90
Gs2¢ 030 | 3050 | 4070 | 5090 | 60-90
TEM® | 0-150 | 150-250 | 250-500 | 500-650 | 600-750

General Settings to Use When Beginning Method Development
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% Training TIEAD X IITANT L TL B

fi é v \o
@ IDA # 7 C parameter # AJ] L £7,

= Choose Methods | 7. lon Source Parameters 47 IDA l

lon Source Parameters

*  Training TIX TXD X HICATT LT

< 7’—: é VY lon Source: DuoSpray lon Source
Curtain Gas (CUR): 25
AJ1#. Method Wizard @ C Finish rain Gas (CLR) |
75‘,7 U ‘)7 L/VC;%;\(T Lij— lon Source Gas 1 {G31): |5|:-
© MR ThF 5 & . The method IDA lon Source Gas 2 (GS2): |50
was successfully saved. D A v ‘TZ"—“/ﬁﬁié lon Spray Woltage Floating (1SVF): | 5500 (Negative: -4500)
RENETDOT, OKZ 27V w7 LT Temperature (TEM): [55
“TLET,
&, Method Wizard
= Choose Methods - lon Source Parameters @ (DA l
7 ~ OD:E‘I = feA a
BA A OWE IDA 2 Help
BLA AL ORI \{ﬁﬂﬂWMmﬂmk (200 |
n Stop TOF Mass (Da): 1000 MS/MS @I #i bH
% MS/MS ORI - P (ba) | DR
/s 10mse}& CES f ™~ TOF Accurmnulation Time (s); [0 MS/MS & CE
F B o HELE: 25msec
s MS2 Start Mass (Da): 700 |
<7
MS2 Stop Mass (Da) |1000 J |
Collision Energy (V) | 45 |
T E g , _ 1 Cycle o il 7E #E [
MS2 Accumulation Time (s) {per precursar): | 0.025 (BB
Scheduled Ionization Z | Cycle Time (s): 0.2 . . N
EAT s HaE. F= | Tips: Cycle Time % ji7i7:
v 77 % A, Start 121 Mass Spec Acquisition Duration (min): [5 5. MS/MS O & FA
2 DELY A B [ b4 MERELET,
fil. Stop (ZHIEH T I - _— —
% A Lk )] Scheduled lonization Start Time: | 1 FUA A 280 5R LRI S
*F e ANTZS Stop Time: |5 f@b\f;&)O)/?&ﬁg“o "
4. Mass Spec For: i#iRt% . HHE L KM O
Acquisition Duration /% IDA Criteria M. FICA A ZEIRL 22,
Stop IZBE L7 Number of MS2icycle: 1 -
20 £, 4 oo [ A A i 0 LIRS
[C] Exclude Former lons For: |0 T2 D DFRE
1A 7 VTHET S / I
MS/MS D% [] Exclude Former lons After. | 1 Include List:
e KB [C] Inclusion lon List Vo3 MS/MS 1TV 20 m/z
TripleTOF 6600+: 100 ) ) Exclude List:
. Exclusion lon List
TripleTOF 5600+: 100 B m MS/MS DOBIERT SR RSN L
TripleTOF 4600: 50 ):| Mass Defect Filter: E . y
N m/z

Mass Defect Filter (i 3 5% < 72X\, )

%5 1255 ZEWN,)
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[H51] Inclusion List, Exclusion List

Inclusion Ton List =]

W3 MS/MS Z1TV 20 m/z, MS/MS ORIE x5 7 — T
STV miz B HDEE IR LET, *

O F=v 7%}, Details 27 Y v 7 LET,

@ EE)L7-AOEE T, Import 227 U w7 L, Text
JER CTHAFE L7z ListFile ZBA< . HAWITHBD
Mass, RT # A1 LE T,

@ HHE FIZ RT @ Toleranee, lon 58 OREE 2 A 77
L Close L ¥,

-

% RT 6iuT®{ﬁ%2 %:\‘5}34:%‘< fiéb\o For |80 | seconds
Intensity | 10 | cps
D

[fEE52] SMART Filter (IDA — Specific Mass And

Retention Time Filter)

Analyst TOHIE Method 1ERERF D RT OFRET LT/ Y 97,
EOME : AJ7 L7 & FEHEIZ window (For: ~ sec) TRt & L 72 IRf [
0 : &HERH
BOfE - WEBALGEDH AT LT RRfH]

13, 2.0
; Included

200 —] | ] E= Excluded
351 —
405 [y

1.5

['ﬁ%%‘a‘ ] MaSS Defect Fllter Mass Defect Filter =

WZEM ORHRIES, A O
S TS RN o
)EH L/ i j‘o ) Metablism

Formula Width (Da) MW (Da) Mass Defect =
*  FEMAEWIEEH OFEM72 Manual | | L]
R LTV EF 0T, L \
7RI TRE RS TE &0, Check: AJJ L7= Defect DR ESMI—ET D
A A7 & MS/MS ~ER

[IExciusiveli  Select the Exclusively check box to trigger a dependent experiment
i H only if the mass defect criteria is met. Clear the check box fo prioritize
the candidates according to the Switch Criteria.

Mass Defect Filter {Z check % 9>17 .

Details 7 U v 7 LE7, .
EH) L7 O T, Peptide & 5\ 1 mport L cloor ] Close |
% Metabolism % &R L ¥ 97,

Metabolism Z 38R L 7=, Import 272 U 7 L., Text G2 TLRAT L 7= ListFile
ZH<. HOWVIEMOFEHREZ A LET,

W) UC, Exclusively ([ZF = v 7 737, Close TH T L £,

®» ® ® o6
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*

®

Method DFERR, EIE -1 IDA

Navigation Bar @ Acquire 7 U »» 2 L File -> Open 75 HHJ? Method

(Training TI% IDA) ZiERL E7,

Acquisition Method #4772 U »» 7 L, Add/Remove Device Method Tffi fi9-% 7/

AADRZT =y 7T, OKZ7 U v 27 LET,

W&k @D Syringe Pump BN MLER WAL, LT F v 724 LTI EE N,

Training TIEF = v 7 24 L T E 30,
Synchronization Mode % LC Sync ([ZZH L £,

Acquizition Method Properties ] No Sync . Iﬁ‘ﬂﬁ%f?b \i“@.‘/\/
Comment: | Manual Sync : = — ¥ REYI 247720 E T,
Duiration (min): [5.001 Manual Sync with Valve : NEOD VT %A = X
Spnchronization Mode: |LE Sync j &L T{ﬁﬂq L% j—O o .
Injection Manifold Sync : Injection i @ Module 7%
AutoEquilbration Injection Position (2B 7= BRIZ Start L9,
[ Awto-Equilibration LC Sync : LC E7213F DMOINHDEERE & R 21772
WET,

@  Acquisition Method ® TOFMS 7 U v 7 L, #lA 4> OHE

=- E‘I Acquisition Method
E| @ Mass Spectrometer

9,992 mins )
(=1 .é; Period 10.000 mlz[ Scan type: TOF MS ~ TOF Masses (Da)
L TOF M5 (+) _

E| 1 Shimadzu LT System

iontime ; |0.100026 | (; Min: 200
% Product lon (+) IDA Accumulation time : [secs)

et Equilibrate Polarity
é’ Injection (®) Positive
() Negative
Edit Parameters
Period

Duration: (mins)  Cycles: :
Cycletime:[secg) Perod: |1 e

% Training TIIAEFE L EH A,

* Gas 72 Y, Parameter D5 F OFRIZIE Edit Parameters 2 27 U » 7 L. Parameter
Settings [ 2 B & . HEil. BH L 72XV, £ L7254, Product Ion [R5
% B3 5 121E Apply the following... D Source/Gas {ZF = v 7 & A5 Z & T,

SRS E T,

ij—o

Period

Cycle time: |2.6500 (secs) Peried: |1 ~

28

S
(IS CTERZITNET,
Acquisition method @ Ms Advanced MS  Switch Criteria  Include/Exclude  1DA Advanced

Experiment: 1 ~ IDA Experiment | Create IDAE

Mazx:

TE SR DRERE.

Parameter Settings

Sourced3as | Compounc

lon Source:  DuoSpray lon Source

lon Source Gas 1 (G51) 50 -
lon Source Gas 2 (GS2) 50 -

Curtain Gas (CUR) 25 =
Temperature (TEM) 550 =

lonSpray Votage Floating (15%F) 5500.0 :

Apply the following parameters to all ather expeniments:
Source/Gas [] Compound

Scheduled lonizati
Defay Time D fsocs) [ Scheduled lonization

Delay Time: 0

Start Time Stop Time:
1 fminy |10 {mir)

Scheduled Ionization % 3~ 5454, Stop Time 7% Duration (GHIEWFH) (2720

[4] Scheduled lonization

Start Time Stop Time
Imln) tlmln)

{secs)




® Productlon (+)IDA %27 VU v 7

Lij‘o

Acquisition methad M3 ]Advanced M3 | Switch Criteria | Include/Exclude | 1D4 Advarced | 45
= acquisition Method Experiment: 2 hd v DA Experiment Create IDA Exp
= . Mass Spectrometer 11,999 mins
=@ Period 11,999 mins Sran bype: Productlon ¥ TOF Masses (D)
B TOF S (+) _ Min: |70 Max (1000
Produck Ion {+) IDA Product OF:
- M Shimadzu LC System

Parameter Settings

SourcedSas  Compound l

Declustering Potential (D) a0.0 i‘

Caollizion Energy (CE) 450

Collision Energy Spread (CES) . @
lon Releaze Delay (IRD) 30 :‘

i

L Dimdmrn s ML AIDA T

* Positive

" Megative

@

" High Resolution @
¥ 0100008 fsecs) w

Edit Parameters

Enhance Mass

| Mas< (Da) | Enhance

=

® MS ¥ 7 T High Resolution / High Sensitive D8, ZH 1T\ F 7,

ES
(7) Edit Parameters 7> & Parameter S
® CES

*

LEHA.

Training Ti%, MS # 7 C, High Sensitivity |
I 2 B & £,
\Z B OB (Training TiX 15)% A LE T,

Rolling Collision Energy ({ii %2 M) % H 9 %34 . IDA Advanced Tab T
Rolling Collision Energy (ZF = v 7 0 FEH L T 72 &0,

ettings

AR LT EEN,

Training “C 3£

@ MBS U T, Advance MS ¥ 7 C Q1 O fiRie 22 H L £,

%  Training TIIZE L EH A,
Training TIZEE L EH A,

*

\Zh5 UC. Switch Criteria D% 7% 7 U v 7 L,

BEEEHLET,

MS | AdvancedMs Switch Citeria | Include/Exclude | IDA Advanced

Survey -» [0 Experiment
%

m/z
[ Forionz smaller than: msz
[ with charge state

Wwhich exceeds cps

Taolerance: +/-

Defect Filter

MS/MS ZBIET B BIA 4> D mfz OHFPH

MS/MS & RIET 2 BIA A v Ok

Elect the Exclusively check box to tigger a dependent

expefiment onl
bow bo
Criteria.

MS/MS % ITE S 5 BlA A > DIRE O e/ IME

BR L7 E— 7 IZ DWW TRINLIR & U CTRRAN I 2 HEfH (+-

D)

¥ Exclude isotopes within: |3 Da
" ppm

BIRLTEE—ZIZOWCRIUA A &3 A5

Formula

| MW (Da) [ Width (Da) | Mass Defect (mDa) |

Mazs Tolerance:

o * mDa

1

—

Maximum number of candidate ions

e I—

1 %A 7 VT MS/MS ZIE T %%

T

bo monitor per cycle:;

Exclude former target ionz

" Mever
(" Always ™ For |5 seconds
[v After |2 ocourence|s]

WA j’/%fk@kbl;*ﬁé’é‘fib‘f_&)@
[ZHUD fee T

Always: 1 EEERIR Lf:?;ﬁ
FBE LR oM, R UBIA A 2RI L,

Never:

For: B4R %

En=—g

AX AE

IR L 72V (FEIT Infusion THEEH)

After # occurrence(s): AJJ L 720135721 R Ul A A 2 %8R
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By tE#E AN
* Training TIIATI LEREA,

G | sdvanced s Switch Citeria | lnclyde/E schude | DA Advanced

Tolerance: +/- 20 mha

AT BT = v 7 — _
* Training CIZFE L4 A, Mass Defect Filter
[ Farions greater than: | iz I Exclusively  Select the Exclusively check box to tigger a dependent

§ . experiment anly if the mass defect criteria is met. Clear the
T /2 check box to prioritize the candidates according to the Switch
TFIZ AT L7z Defect DFREIC Criteria.

N S i i

ADHOT S &R | Peptides

[T a1 (RN f+ Metabolism

Masz Tolerance: A0 E: RRm
* mDa

[y Y

D MBS U T, Include/Exclude Z 7227 1V w7 L.

List Zfm%E L £7

x FEANX 27 HE BT E0,

Formula | #wDa) | width (Da) | Mass Defect (mDa) |
C33H41NZ03 6092812 [0 281 2084

Include List & % \ M3 Exclude

% Training TIEfEAH L EE
VR

@ WHEIZLUT, IDA
Advanced ¥ 7 C, RIEZE
HLET,

* Rolling Collision Energy
(FREzl) M5
%4 . IDA Advanced Tab
C Rolling Collision Energy
WCF =y 7 DT ET,
Training CIIfEH L £+
Moo

@ File 7°5 Save Z3&RN L., £
ﬁ L/ij*o

MG | Advanced M3 | Switch Criteria | Include/Exclude 1D Advanced |

v Use pattern ~

{* Match isotopes

™ Mass difference

[.-h

BRI A ATRET 2546

\ZF = v 7, Match isotopes & ZR
L\ PATFICIENEAR NS — % A T)
* Training CIIEAH L 8 A,

Tolerance: |D.D1|

[ Iv Dynamic backgraund subtract ]

™ Raling collision energy

[ Adjust CE when using iTRAQD reagent

[ Infusion 1D&

Mass Diff. (Da)l Abundance (%}| ~ Isotape to use for
1 0.00000 100.00000 ’W‘
2 1.00327 38.21740
3 200608 590159
4 3.00878 154211 -
5 401142 0.21690 . |zatapic caloulator
15

Dynamic background subtract
(DBS)

* Training TIXfEH LEHA,

Rolling Collision Energy (T X% )

[ Rolling Collision Energy {22\ T]

. Tyl ENTHIET, BHIESNTEA A
D m/z, flEKIZIS U C Script Menu @ IDA CE
Parameters Dt L CCENFHH., I E

B

FEICHEA T 2 A 72 Slope. Intercept (XL A
YWOREER EIC L > TRRY T DO TREID
JIGUTREAERE L TRFIVN, REFEDRE
MZHOEELTUL, HXv=2T V52 IBE

STEEW,

If the CE for a dependent experimen
then the CE is overidden [up ta a m

| CE | = [slope] * [m/z] + [inter

w| [DA Collision Energy Param €8 / S

m/z

Charge Slope | Intercept
Unkniown 0.0575 9
1 0.0575 9
2 0.0625 3
3 0.0625 B
4 0.0625 B
5 0.0625 B

M arimum allowed CE: |80 W

Save Cancel
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45 LC&HBDOAS, BE -1 8BS HPLC, PDA 72 LOBA

* ;%&/H:im HPLC %'fﬁﬁﬁ L 71:— T L i —é— ﬁﬁ 2] Acquizition method
LC %z ZHIHDOLE I, %vaUM%§%<té S —

v Y & AddfRemove Device Method
- ¢&% Period 5,005 mins
* PDA ZffiH 3 %354, Shimadzu’s AAO Module for B8 T0F M3 (+)
Enhanced Analyst® HPLC Control ~ (IH4 # MIMIC) 3% Product lon (+] IDA

MWOHREEITOET, “LCEKMEOBEM, BE 25
AL HPLC, PDA V7 OHEAEZZHI TS0,
(D Acquisition Method #4727 Y 7 L. Add/Remove
Device Method TEHT 57 A ADIRIZTF = v 7 %
MW, OKE=Z7 Vv 7 LET,
% WD Syringe Pump N E R WEEIT, LT F =y
7 % LT E &V, Training TliEF = v 7 &4 L
TLTEE,

@ Synchronization Mode % LC Sync (ZZEH L £,

Add/Remove device methods.
W TripleTOF 5600

[Harvard Syringe 22 Pump Method
T Shimadzu LC Controller Method

QK | Cancel

Acquizition Method Properties l No Sync . Iﬁjﬂﬁ ébfﬁi[/ \i‘ﬁ_‘/u
Comment: | Manual Sync : 3-_'337); [EJ/H:H %?? fcf WE ’9‘—‘0
Duration (minl S0 I:E/Ianual Sync with Valve : WO SV T & A P =7 X
Synchronization Mode: |LE Sync j L T{ﬁﬁﬁ L i Vg‘ﬁo . ) .
Injection Manifold Sync : Injection i @ Module 7%
AutoE qilbration Injection Position (2B 72 ERIZ Start L E 7,
™ Auto-E quilibration LC Sync : LC 3572_ j%@ﬂﬁ@%*ﬁ@’{t% 2: I—J/ﬁ;ﬁ %ﬁﬁ—foﬁ
NET,

@ Shimadzu LC System %7 U v 7 L £7,

@ Autosampler D¥ 7% 2 U » 7 L, ZE|ZL U T Rinsing Dip Time, Rinse
Mode, Cooler Temperature 72 &% A J) L E£7,

% Training TIXLA T O X I ITRE L T E I,

Pumps | Detector & Autosampler | Oven | Contraller | Time Program |

todel: SIL-208C
Rack Type: Undefined
v Use Autozampler Rinze Pump
Flinzing %olume: |2007 ul Rinze Method: |F|inse Pump Then Part
Meedle Stroke: |527 T Rirge Time: |37 =]
Rinzing Speed: l?ﬁi ulLfzec
Sampling Speed: IT ulL/zec Rinse Pump 75”;’%]\ T3 i}i',—/a\
Purge Time: W it 2“:2/7'\‘ IhE ﬁ—o
Rinze Dip Time: |57 E=T
Rinze Mode: |Before and after aspiration ﬂ

[v Enable Cooler Unit

Cooler Temperature; |6 T
Control Wial Meedle Stoke: |54 mm
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® OvenDX 7% 7 U7 L, #E|Z)H U T Enable Oven \ZF = » 7 Z /T, il
ARELTIEEN,
% Training TIL 40 CIZFRE L T 7230,

® Pumps DX 7 TR T OREEITVET,

%  Training CiX, Pumping Mode |Z Binary Flow Z3&{R L, LLFO X 9 1Z3E#, Pump
B O#JHME, Pressure Limits 2 A ) L T 72 &0,

e

Aeguisition methad Purnps lDetectorA] ﬁutosampler] Owven ontrollerl Time Program
= Acquisition Method .
= ﬁ Mass Spectrometer 7,495 mins IFmpieg iwela |B|nar5.l Flaw j
=l Period 7.495 mins
&% TOF M5 (+

Ton (+) IDA Configured Purnps
gl 8 hinaczu L Svste _ Pumpd:  LC-204D
4 Equilibrate Total Flow: 0.4 e iy

it g Pump B: LC-2040
2 Injection Pump B Conc: 1 %
Purnp C: MNOME

Pump D: MOME

Pump B Curve: |0

Pressure Limits [Fump 4, B)

Minimurm: 0.0 MPa

b aimumn: |30 MPa

@ Time Program D% 7% 7 Vw7 L, 77T MOFKMEZ AT, MS ORIER:
Fﬁﬁ%ﬁﬁwubjﬁ#

% Training ClX, AIFOXIITREL T &0,
x 77V NORZKIZIEVT Controller Stop Z A LT F Y,

«  ANJJt%. Update Graph 27 U v 7§ %5 Z & C, Table BRFEINEIZ Y — h &4, T
XD 7 775 update SAVE T,

x  MS OHERFE 2 A E 9 5854 1%. Mass Spectrometer 7 Y 27 L Duration (2
WY REEZ AT LT IEEN,

Acquisition method Pumps | Autosampler | Oven | Controller | PDA - General | PDA - DA Output | Time Program
=M acquisition Methad |
- @' MMass Spectrometey 7,495 mins )
=% Period 7.495 mi 1 = — - 5
ime: odule vent arameter
% TOF M5 (+) 1 4 Pumps Pump B Cone. o9
% Product Ton (+) IDA 2 5 Pumps Pump B Cane. o
= 1 Shimadzu LC System 3 5.1 Pumps Purnp B Conc. 1
= Equilibrate 4 -4-Prmips Pump B tome 1
J&’ Injection : 7.5 Contraller Stop
Gradient Curve
100 T T
20 - B
@ 60 - B
#
a b i
\ 20 -
0 1 1 i
oo 20 40 6.0 75
Time (min.)
‘ Update Graph '
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Detector A DX 7% 7 ) w7 L, UV OREZITV. Run Time (2 EREE 2 A1)

L/i—ﬁ—o

%  Run Time [F409"
Time Program H
lisat|
(Controller Stop
VLT D¢ T
RELTLES
A

%  Training CI3A
XD XS IZAT)

LTLEENY,

© Injectionz 27 U v 7 L
Injection Volume % A7) L

ijao

Purnps Detector & |Autosampler] Owven ] Contralls

todel: SFPD-208Y [DET. &)

v Acquisition Channel 1 0n

Wwiavelength Ch 1:  |254 nm

Wwavelength Ch. 2: nm

Lamp: Both h

Positive -
1.0 - | zec

Folarity:
Responze:

Analog Dutputs

10 - | AUA

1.0000 AUFS

Ailiany B ange:
Recaorder Range:

[~ Synchronize Wwith Ausiliary R ange

Reconder Mode:

Ch.1 Signal -
nm

Ratin B anne:

= & Period 7.495 ming

TOF M3 (+)
Product Ton (+) 104
- j_ Shimadzu LC System
et Egbborabe
[

%  Training TIX 5 2 AL

TLEEY,

Run Time {3473 Time Program N
DFE[H (Controller: Stop LA T (DFF
) TRESTZE0,

Fiun Time: 758 mir
Controller Stop Tirme: 90.00 miin
Acquisition Delay: 0.00 mmin

* Frequency |2 ~| Hz
S ampling

™ Period ’—_| ’_
[Recye -]

I Cell Termperature:
1
Autorampler
Igection Vohime [ul] [so0

Menu Bar @ File 75 Save %2R L, Method Z{&1F L F 7,
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46 LCE&HBDOANT, BE -2 BEMHE HPLC, PDA bV OBA

%  Shimadzu’s AAO Module for Enhanced Analyst® HPLC Control  (IH4 % MIMIC)
MOREZITVET,

*  PDA ZfEM L7Z2WGE . LC oM, EIE -1 A HPLC, PDA 72 L
DLEZEZHITEES N,

(D Navigation Bar ® Shimadzu Instrument driver SRR @ Shimadzu HPLC Control (= ][B1[X]
X 7N Y 27 L, Shimadzu HPLC (¥ Tune and
Control [E[f & . 6 _EIF, SetUp =4 7 /L7 *a Acquire
Vs LET.

@ Method DIEREHE T, HHID Method 2 E@Tml i

(Training TI% IDA) ZiEIR L TR E £ 7,

MuliCuart 2.0.1

@  Autosampler D% 7 %27 U w7 L, MBS ] Paakiien
C 7 Rinsing Dip Time, Rinse Mode, Cooler <

Temperature 72 & 2 & H L £ 7,

@ IDA.dam
% Training CTIEFAKDO X HICHEL TLEEZ | =

@ Shimadzu Instrument driver

l/ \o Pumps | Detector 4 | Autosampler ‘Dvan Controller | Time Program
odel SIL-204C
o
N N [] Use & I
@ OvenDZ 7% 7Y vr L, LEITSLT S
Riinsing Yolume: 200 ul
-
El’lable OVeIl L\—- 5‘:‘ = MNeedle Stoke: mm
oo amit. By [ | o
et Fie Sampling Spesd ulfsec
Pxﬂi IJ i j‘o Pumps | Autosampler | Oven | Contioler| PDA - General | | Purge Time: min
Rinse Dip Time: S8
* Tralnlng VG‘ fi '{éi‘ )EH Modet CT0-200C Rire Mode: |Belcre and aftes aspiration =
¥ Enable Cooler Unit
LEHEA
° ] Enable Oven Codles Temperatue:  [6 c
045 Tepardhie m c Control Vial Meedle Stioke: |53 mm
Maximum Temperature: |90 C

® Pumps DX 7 TRUTDOHREEITVET,

. . kB IDA. dam HEE
*  Training C{¥. Pumping Mode T

I Binary Flow % %?R L/\ E Pumps | futasampler | Oven | Canioler | FDA - Ganersl | PDA - D& Dutput | Time Program
D X HIZHHE, Pump B DU | susingtioss

fifi. Pressure Limits 2 A7 1L T

STZEW, /

Configured Pumps

Purmp &: LC-204D
Tokal Flow _ frnin D
I/. Fump B: LC-208D
Purnp B Cone: _ S PumpC: RONE
Pump B Curve: l:l g D. NONE
ump
Pressure Limits (Pump &, B) /
Minimum: _IIIE- MPa
e aimuim: -_30 MPa
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® Time Program DX 7% 27 v 7

%

L., 757y FOKMEE A

1L, AAte. MS ORIERFH
DR EATVET,

Training TIEAKD L S IZA
FLTLTEENY,
77V N DORBIZIEL
9" Controller Stop &= AJJ LT
TEWy,

ANJ1#% . Update Graph % 7 1
v 79 % Z LT, Table 230
MEIZ Y — s, TR
77 7 update EILET,
MS DORERH 2L E S 25
1%, Mass Spectrometer % 2
U w27 L. Duration (Zi 4 72
EEATILTLIEEN,

@ IDA.dam
File

Purnps | Autosampler | Oven || Controller | PDA - General | PO - D Output | Time Program |

Time Module Event Parameter

1 4 Pumps Pump B Conc. 99
2 5 Pumps Pump B Conc. 09
3 5.1 Pumps Pump B Conc. 1
4 4 Pumps FomaE_Conc. 1
5 7.5 Controler |
E

Gradient Curve

% B

—
‘ Update Graph D
————

D ownload

Esrmanzu EXINEEYERTTRTIIETEN | ) [

Help

(M PDA-General DX 7 %7 1) v 7 L., UV OFRELZITV . Run Time (20 E R %

*

A LES,

Channel %2R L
Wavelength # A ) L £ 77,

Training TIEAKD X 5 1T
AL TLIEE N,

Run Time /3443 Time
Program PN D5 (i
(Controller: Stop LA T DI
i) TRRELTEEV,

® PDA-DAOutput DX 7% 7

©)

v 7 L, BHOEEZ AL
ijﬁo

File 7>& Save Z 184K L |
method |2 LC D&fF4 FEX

L/ i ‘a_‘o

File 72 & Exit Z38&4R L, T
BT LET,

% Injection Volume % Batch
TERURFIZRRE L E T,

myrywremg Run Time (X % 3 Time Program N o BF
File (Controller: Stop LA F DREf) TEREL 720,

L——4

Purps | Autosampler | Oven | Controller | FDA - Gereral | PDa - D& Output | Time Program /

Model SPD-M204

Acquisition Parameters

() Frequency W‘ Hz

Acquisition Channel On

Start Wavelength: nm Hatl ) Petiod

End ‘wavelength: nm

‘wiave Step: nm Fiun Time: i,
Lamp: Acquisiton Delay min.
Slit width Time Constant: | 0.54 | sec
Cell Temp C

File

Pumps | Autosampler | Dven || Controller | PDA& - General | PDA - DA Output | Time Program

Wavelength (nm]  Bandwidth [nm]  Output Range [0/ Polariy
Charned 1 |25 | [ | [os0 v g Enezg::e
(®) Positive
ChannelZ. 210 1 0.50 3 ) Megative
Channel 3 ‘ 1490 ‘ |1 | ‘ 050 % | 8 Eoezg:je
Channel 4 [180 | | | [os0 v g Enezg::e
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4.7 Method DYEFX -2 TOF MS-MS/MS (EE£H)
(D Navigation Bar ® Method Wizard # % 7 /v 7 ) v 7 L £,
&) Choose Methods # 7 @ Choose MS Method < TOF MS + Product Ion / TOF MS +

Hi Sensitivuty Product lon 72 £, HHJ® Template 28R L £ 7,
% Training TIXLL PO X S ITEIRL T 7E 30,

TripleTOF® 4600:
TripleTOF® 6600, 5600+ :

ToF MS + Product Ion (+)
ToF MS + Hi Sensitivity Product Ion (+)

3 Choose LC Method C Browse.../»5H HHYD LC &2 3IN L £9°, 1ERFEAD
LC &N 70 GE1E, AF v 7 LET,

%  Training TIX IDA ZZIR L T 7E 30,

TripleTOF®4600 System TripleTOF#6600,

& Choose Methods |3 lon Source Parameters & TOF MS - MSMS l

Save Method As:

Choose Methods € Manage Templates m
Choose MS Method:
[ToF Ms + Procuct lon (+) B
Choose LC Method:
o2 -]

[TOF_PI |
@

\j—o
® NextzZ VU w7 LET,

B

& Choose Metnods | - lon Source Parameters & TOF MS - MSIMS l

€ worsg rompos] & v

Choose Methods

Choose MS Method:

[ToF MS + Hi Sensitivity Product len (+) n
Chioose LC Method:

& 0
Save Method As:

[TOF_PI |

Save Method AS: CPR779 % File 4 (Training Tix TOF_PI)% A /%%, Enter L %

Ion Source Parameters % 7 Ciifi 24 7% parameter # AJJ L, Next#27 U v 7 L&

x  LUF® Table BB AN LET, BB LELRGAIT., Bl@ikEl L,

EEZ AT LTS ZE0,

% Training TIIEEOHUEDOLL T2 A/ LTI ZE 0,

Curtain Gas (CUR):
Ion Source Gasl (GS1):
Ion Source Gas2 (GS2):
IonSpray Voltage Floating (ISVF)
* Positive:
* Negative:
Temperature (TEM):

25 . Method Wizard

50 .,

50 = Chooss Methods | % lon Source Parameters 7 IDA
lon Source Parameters

5500

-4500 lon Source: DuoSpray lon Source

550 Curtain Gas (CUR): [25

lon Source Bas 1 (GS1); |50

lon Source 3as 2 (GS2): |50
lon Spray Voltage Floating (15VF): | 5500

E

Temperature (TEM)
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@ TOF MS —MS/MS # 7 C parameter 33 L ONH I DHL A 4>, CE. CES DfEE A
JiL, Finishx 7 U w7 LTRIFLET,

¥ Training TIX FEO X IIZAT LTI ZSNY,

. Method Wizard

& Choose Methods | - lon Source Parameters @ TOF MS - MS/MS l

TOF MS - MS/MS EZ

N . - r Start TOF Mass (Da): [ 100 |
BAAOHEV Y |H
L Stop TOF Mass (Da): [ 1000 |
] N e Aok ~
BLA A DFRE IR T TOF Accumulation Time (s); [0 |
N N M52 Start Mass (Da). 70
MS/MS DJIEL > - o | l
MS2 Stop Mass (Da): [ 1000 |

# MS/MS DR ]

™ M52 Accumulation Time (s) {per precursor): | g o5 |

1 Cycle O IE KFH] — | | Cycle Time (s): | |
(AEIGEIS) | Mass Spec Acguisition Duration {min); [75 |
/ Product of m/z (Da) | Collision Energy Collision Energy | =

{E'J/rf H%E FEﬁ Spread (V)

i i 15

26615081 T 15

315.16225 45 15 BlA A CE, CES
Tips: Cycle Time % .73 35421224 45 15 DIEZ AN F7,
N5, MS/MS D%t 442.26467 45 15 Copy/Paste AJHE
B4 L £, 509.28068 45 =

£13.36953 45 15

9220092 45 15

*

® MEZJE LT, Method DFER, 1EIE. LC &MHDEIE, WEDHE 1T TL
7230,

% Training TIIATWEE A,

Acauizition rmethod ] | Advanced MS |

oo Acquisition Method Experirment: [T 104 Experiment Create ID4 Exp
Bg Mass Spectrormeter 7,499 min:

. Scan bpe: TOF Mazzes (Da]
G- Period 7.499 mins vp [oduchlon

-~ §F TOF MS (+) Product OF: 1461175 (Da) M |7 Mex (100
% ProductIon {+) 146.1 ) High Resalution

ﬁ Producton {+) 266.2 Accumlation bime . 0050003 [zecs) @ High Sengitivity

-8 Product Ton (+) 315.2

8B ProductTon (+) 354.2 Polarty Enhance Mass

-8 Product Ion (+) 442.3 @ Paositive

ﬁ Product Ion (+) 608.3 ) Negative Mass (Da) Enhance
&% ProductTon (+) 618.4 } L ]

-8 Product Ion (+) 922.0

@ Batch ZfEpk L, BIEZITVET
% Training TITHE L EH A,
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HIE O K
EE Ot LE 7, Tool Bar ® 1 %7 U w7 L Q Manager O Hifi % B & Ik
(ZToolBar ® =7V v 27 LTK

7ZEW, BEE
HFOT7T A= # DEEOEETT Acquisition Method l
Bl &2V v/ L, ALk o o
b= &2 Uy 7 LTLTEEN,

Fleass ensure that the equilibrate time is long enough to allow all devices to
Equlhbrate 0) EE VC‘ N 'fﬁﬂﬂ ,914 6 Efoomjr'r‘\eat;'E v‘vr;she:opgﬁa?k?ﬂ:llgjar\fi‘c:gg for completion after the equilibrate time.
Method (Training T3 IDA.dam), ¥
bR (Training TIX 1) ZEER L — == —

OK%Z7 Vw7 LET,

Exsion LCfEfHO4 . A FO #a #4747 U w7 L, BV 7= Window T
WIS AZ ATI L, Ready IZLET,

LC OEENRFRIL, TARLKE =R T ADOMEDEE D £9, 1 HBICHEHEA FD
MS 72 EDORIRNE A BREGIZED Y £77,

Batch DERL
. ~Sample
Navigation Bar @ Build Acquisition Batch % 4 Frnfi Gancie gl b
7\‘/]/7 U \y 7 L/ i ‘j’*o Mumber of digits: IS—
—Data file
Add Set, Add Sample DJEIZZ Y > 7 LE . s 202020 &
‘g_o Sub Folger | Browse
New samples ([ZHIET 5DV 7LD E A e st
p. A _ | . Humber: (I"—)
71U (Training Tl 1), OK%ZZ U w7 L

jz —g‘o QK I Gancel Help

FKPVERL 4 E 9 T Sample Name, Data File # A1 L £7,
% Training CIZZNEN Mix, IDA E AT L TLEE0,

Sample l Locations] Ealibrate] Submit]

Select Method for Sample Set

Set: [SET |
Acquizition @
® r 104, | Method Editor

™ LUze Multiple Methads

Batch Script: @ @ Select g?ipt @

Sample Hame| Rack Code| Rack Position| Plate Code| Plate Position| Vial Position| Data File | inj.volume (1)
1 Wi 1.5mL Stancl[1 1 5mL Stand 1 1 DA 5.000

| Bemove Set |

Add Samples | |

*  fEET— X ZBSGT 5556, Data File £ 1E[A 514 THRIEL TS 7E &0,
[l & TIRIE L, F—H& 7 7 A LDH A R8N 2GB B2 1-858 . fATN T 73
WA H Y £7,
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@

*

®

*

*

®

*

FFRR ST (AX— A+ =% @ # % & N)78 E)DOEAITHELE L TUvEH A, Software
IZ X > T Data BBV & REENEZ L5605 £3, AN
ZEEMHRLET, UTRBEEOFA DY £FTDOTIZHIIZI N,

https://support.microsoft.com/ja-jp/kb/826763
File 4 LAMIPERZLHE N TE EH A,
Batch T4 2 U w2 L, Hide/Show 7> Comment |\ZF = v 7§25 Z & T,
Comment 7 7 LANFIRS I, BT LRWE2 EOE®RE AT, IRIFTHZ LN
TEET, ANMLEARITNEREE TEEHAOTIEHELSZIV,
Rack Code MEH L TWA T v 27 ThDHZ & LM L, Vial Position |2 sample
RYvarz AN LET,
Acquisition @ Method Editor ® 7" /L4 7 > )26 {ERL L7 Method (Training Tl
IDA) ZERL £,
P T EIZHIE Method 24 H 3 5454 1%, Use Multiple Methods (&5 = »
7 %>, Acquisition Method D F 7 AxForSHEET, BRSELIT LT
fiil 2 12 Method 28R L T< 72 &0,
Shimadzu’s AAO Module for Enhanced Analyst® HPLC Control Zf#i [l L T\ 534
(PDA fEH DI4A) 1. Injection & AJJ L E T,
ftho> LC {22V TlX, Acquisition Method N THRE L 783 KB S vE 3, &
7 5IND Injection Volume 35 Z & C, Injection EZZH T 5 Z & & AR
T
MBS U T, Calibrate D % 7

“C. Auto Calibration (ZF = v 7 % fa] %> 7' 2 1 8] Calibration %47 9 7>
NI, SRS, BRELET. DTE .
* AT O BRI IS B E I 1 [EIAD
Training Tl FORELET,
E‘ D E 9 Sample] Locations  Calibrate ] Su mit]
AT, B {# /3% Calibration Fil
> SETT alibration File
z" LTk View mbINEEHERL, 8 HEBEC
v 072 File %847 LT < 2 &L,

Calibrate Every 5 Samplez
Calibrant Reference T able |APCI Positive Calibration Solutian ﬂ Wiew...

CD5 Inject Flow Rate 100 -
\ 50ul/min~500ul/min F2JRE, & |
ELM LC W, Wi, MS oL v

ETHRRYET,

Auto Calibration O {fi{bClix. H

) C Refill DFAEEITVE T,

Ny FOIRPT CDS WD A MVREI 0 b 4 BR21L, HE)T Purge DENEE
fTWET,

MBLZJE U C File -> Save As 25 Batch Zf#1F L £,
Training Cli& File Name: IDA CRIFEL T 72 S0y,
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4.10 Batch ZfHEH L7=HIE
O Y27 V% Vial Position TATI LRI a ity FLET,
@ Submit DX T E 7 U w7 L, Submit R¥ %7 Vv LET,
*  ELGE AT HIE Z OERE T, Submit L7ZJEIC HEYCHIESM THhIVE T,

+ Analyst - [Oueue Manager [Local]] E'E'El
.Eile Edit View Acquire Tools Explore Window Script Help - |= ﬁ

2=EE R |Acquire Mode j | |Training ﬂ = =1

¥ v g B A +— B T
| [—  p— . Durations Queue Server Q Ma nager

. ] Period ’U_ of ’D_ Erpected  |00:00:00 |§ i
Calibration @ Run 1002 Blapsed [ | | Ready —
AN
| start Time |sample Name |Plate Position |vial Position |Status  |Method |Batch  |pataFile  |Project |

1 i 1272010 223126 P |cal ] 1] Wiraiting AnalystCal_|DA | Mew Batch (Cal20101207 | Training

2 ; TATI20M0 223326 P Mix 1 1 Wiraiting 104 Mew Batch |1DA Training
Submit L 7= Run

@ R Z#ERT 28541, ToolBar ® & %2 U w2~ L QManager &R~ LET,
@ FEmokiic [B] CHELTOLEAIE, ToolBar ® [T o7 (=3 %2 )
vy 7 LT, T ([ZH 2%, Tool Bar ® M (Start Sample)x~ U v 27 LT
Calibration, IE ZBfts L T 720,
*  Z O Do you want to... DT — A v E—UNEKRIFLET, Tune Mode T H
L T\ 7= Method Z1RA7FT D86 1E Yes TIRAF. LED72WGAIEI No TA vt
—VERKITTLIES N,

*  Training TIL No IR L TS 720,

*  Calibration |%, CDS 23 ZE72 Refill 1T o> 2% PG L7, 2 0RRENND 97,
*  Cal OEITFEDF = v 7 BAD , I LI Z &R L TS TEENY,

*  RXOEAIT Calibration IR L TWET, b T 7 AMINDEEZSE TS,

x  JIEF D Data 1% Analyst @ Explore Mode CTHEFR T H Z &N TxE3, UT ¥
A LDARY MV EFRRIH DX TIC ETERRNPEALTWHE 7~ KT T A
DR E D Oy (FRERARND T RWERSY) I — Y Vv ZR-> T
EETNTY w7 LTSN,

411 HEDKT

(D Navigation Bar ® Acquire 27 U v 7 1%, ToolBar® *a , Bd DIAEIZZ VU v
7 L CHEiE % Standby (2 L £ 97,

@ LC OHEEkiEILET,

@ MEIZISUT RSPEOKT., MEOEHEE | #2512 Tune Mode Tt % ¥t
LTSN

40



_\\

— 3 BEHT

(LC-MS, PeakView- Software)

5 S—XEMH (LC-MS, PeakView® Software)

[ F—# oFRFEIZOWT]

" TIC 7%, IDA Explore 725 0 2 FE¥H D Data DER X 3 H W £9,
= IDAExplorer |3 IDA THfF L 7= Data Fl Offtr FIEIC 720 £9°, SWATHZ2 & foHlE
TIEZOWTE, IS LT EE A,
. UL 50FHENS bMOMITREE AR Z N TEET,
A. TIC 7> & DFRAT O i
rl‘"ﬂ PeakView - [IDA Survey from IDA_withUV.wiff (sample 1) - E-2] .. -E‘Elﬂj
i File Edit Show Masterview Graph Process Bio Tool Kit  Window - F X R SHI e 3
(& 3 (102 _Demo_Training_2 - | 4= = | fi] & =0 * j?t‘/\ T @{EU fE {£ji{£
@J\_J\_ﬁ} h&iw ‘..’ﬁ Wl ﬁqgm abﬁmb‘(b\iﬁo
DA B o P A R (e 1) - E-2 2 gy A L7
s 811 235 Method 0 TIC ©
% 70 ! HhREXIIRDET,
o .
T 6.368
£ 30%
o 0% 0.360 2.480 6.456
. A
1 1 b 7
Time, min
B. IDA Explore 7 & O fify o 1) i i
rl"“ PeakView - [Spactrum from IDA_withUV.wiff (sample 1) - E-2, Experiment 9, +T... @Mj
i File Edit Show Masterview Graph Process Bio Tool Kit  Window - 8 X
& & D02 Demo_Training_2 + | & =, A | {1 Q B E o8 * IDA THUS L 7= Data
B AT L ﬁQ-.Eﬁﬂ-ﬁ‘rl\-&ﬁ} % U he e e
+| Filtering Controls Spectrum fram IDA_WIthU‘(‘Jr_ = 1000} fram 2814 min + );H O)ﬁq:$ﬁq;‘{£ = fcﬁ D i
craeh [1abe | e mreed deeci 2l 7o
Time versus Precursor Ma..arge for IDA Dependents s | 174.0914 * ] /\O y }\ }I/@ﬁﬁa}g\ﬁ)
g L ] | 1430727 DS MEAT . JiA
g § =51 17130.0647 RIg & KRx Il &
g = \51 0722 BHIATH Z LB TE
1eb .
Time, min (e Do ‘ r | ji‘ﬂ—o
1109 merged spectra visible Maggjsourfarge, Da

#%5 D Data % [FIFFIZ RT3 % (Open Multiple Wiff Samples...). File 4 =° File PN Sample
Name <° Sample Info.2>5 BIDT — X 7 7 A )L & 53 % (Find Wiff Samples) = & & #J

e
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5.1 PeakView® Software D2 H)
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i 5.0e4 - e ma
185 181 05.0342/0.05 -
0.0e0 Oel
1 2 3 4 5 6 7 1 2 3 4 5 & 7
|| Time, min Time, min
3739 spectra visible ) q_| 3162 merged spectra visiblp

AT 72D MS/MS DEL

Merge % MS/MS D%
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5.12.4  Filtering

*  MS/MS BUf5: & 17~ Precursor Ion {2 Filter Z7237F., BEYDA A 2 L. f#T
ERHPTH I EINAHETT,

¥ ETERWIEHE (LA RR) IZO0WTE, BRRENLEICRY £,
D M/ o Filtering Control DD + 227 U w7 L, HEiEzE £,

@ WNR—VEBEIC S RERT I TBE. HAWVIIE T AT U v 7 %5l
FAH L. BROHIRE )T £,

% Training TIILLFO X 912, m/z & 600~650 [ZHIfR L T 72 &0,
% #&T1%. Filtering Control /20 - 7> Filtering Control [Zf] U T 7231y,

@t&ring Controls — Filtering Controls 600 650

me: J J Time: J N 7 J
e v 3| | v

e J 3| | v J

Quality: J J Quality: J J

J J Matched Int. (%): :)" J

y J J J

Mass Defect: J J Mass Defect: J J

Graph | Table Graph | Table

. RN . A,
Time versus TIC Intensity for IDA Dependents Filter Al Time versus TIC Intensity for IDA Dependents Filter 1
a5 #—755.2905/4.29 ge5 4
272.2007/3.27
fed 4 * 8e5 4
327.1373/2.86 - #-311.0803/3.32
7e5 346.1217/2.71 7es |
441,.2745/4.23
fes & 372.2320/5.94 Be5 1
o
309.1125/5.60 —@
§ coc | 265.0750/142 gy ces |
= 281.2013/4.06  308.0036/6.93 —= =
4e5 279.1438/2.62 & 4e5 609.2808/4.68
2
- L ]
35{ 8P e 347.1238/5.26 3e5
235.1803/1.56 L 42385,
Ze5 - a - 2e5
® 279.0932/361 -8 382.1330/5.27 .
) . - £20.4369/6.94
les @ 2700926273 g g0 wme } fes ] BH830953 362175/
105.0342/0,05 & - ag : : '
0ed 0el -
1 2 3 4 5 & 7 1 2 3 4 5 6 7
Time, min Time, min
3162 merged spectra visitD @f 3162 pherged spectra visible
44 . 44 . N A
Merge £ D MS/MS D Filter #%. Filter B MS/MS D&
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[ Filtering Controls (Z-2\ T]

*

*

VLR @ Filter 23 A[E T,
HZOWTIE, BIRRENLERERIZRY £,

Retention Time (RT)

m/z

TIC: Fragment lon D&% D FEH

Quality (%): Bl1 4> /A A%< Fragment Ion D58 E DOFEH 4 Fragment
Ton DIRFE DFEFIT RS 5 Hok

Matched Int (%)*: #% %€ L 7= Fragment lon, Neutral Loss {Z—%t L 7= Ton D& D
Precursor Ion, Background Ion % [ < 4 Product Ion H' ™ tk3  (Fragment Matching
DEZZRLTZE V)

Similarity (%)*: i% & L 7= Z:¥E(L- &4 & —E9 % Fragment lon, Neutral Loss
Precursor Ion, Background Ion % & < 4 Product Ion H ™ bt 3

Mass Defect

Defect in Range*: i% & (FEEXFlHE) L7z Defect N Precursor lon D % 7R
Isotope Pattern*: 3¢ & (X AIHE) L 7= [RNL{REE 2 £F-D Precursor lon D Z & 3o

5125

*

IDA Explorer & 7z B HJE O MS, MS/MS, XIC DR

Training Cl3 Reserpine (m/z 609.2807, C33H40N209+) (Z DWW CTHENT 21TV E T,

O HHDOPeakz 27 VU w7 LET,

%  Training TlX m/z609.28 27 U » 7 LT 7E 30,
xRN LT Peak O MS/MS BNER SV ET,
BAE - AL W QAEEE S WA e % T b - e = MS/MS
+ Filtering Controls Al Erp:CcLK:g::fE%rgﬁsggmix_IDP..wiff L5572 (40 - 900y from 47 of 609
Graph | Table With § other merged spectra z
Time versus TIC Intensity for IDA Dependents 2000 | 609 2807
195.0651 !
. Goon 4
e s s09.2508/4.68 . 397.2123
{ 649.3038/3.53 436 5176243 £
De0 | mmmm  amm e —_a 2000 4 577.2554
1 2 3 4 5 6 7 |
Time, min ) .1| el |' e , . r
1o 200 300 400 BOD GO0 YOO 800
47 of 3162 merged spectra visible Mass/Charge, Da
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@ mmLE LD W AL L

(ZED B MS, XIC, MS/MS) 735 MS, XIC %27 U v 7

LTRRLET,
3 el L W AEBEBE® W E L+ % he @
+ Fitering CoREE Al | Spectrum from STOmb IDAwitt 572 (40 - a0 +
Precursor: 609.3 Da MS/MS —_
Graph Table—l With § other merged spectra 2
Time versus TIC Iptensity for IDA Dependents
=
U £49.3038/3.53 609.2808/4.68 = 195.0651
RN | 1] O A B & B 609.2807
1 2 3 4 5 g 7 = ‘
t Time, min r .Ll .‘l'. | T T y r
f 100 200 300 400 500 GO0 W00 800
47 of 3162 merged spectra visible Mass/Chares. Da
A T N Y=1=1=]" ac 1=
HIG from STDix_IDAmiff (zample 1) - 27mix 100pph in 50% AGH, Experiment 1. +TOF MS (100 - 900 60928 +/~ 005 Da +
> 4.679 &
% Bed
5
I3 - - . - - - - - - - - - -
0h 10 15 20 25 a0 ik ] 45 5.0 55 G0 ]
H ., Titke, min
e %l e[, TAEEE® MS
i Spectrum from STOmix DA miff (zample 13 - 27mix 100pph in 50% ACH, Experiment 1, +TOF MS {100 - 900) from 4 649 to 4 +
G000
il = 609.2803 1.0028 &
iz 000 ]
[ -
Wl E 2000 -2.0168 1'0|092 0-90251( 2.0047
L : S E— - e :
| GG 607 608 gy * 610 611 612 613
I Mazz/Charee, Da
5126 Pane OF#E), FEhO Y > 7 BELAEDYE, ZLJIE, HREX
O HPane 5 EIZHLTA = (Linn, BE), ELAaDE, ELIIE, ERE
E) MHOEMDOT A a7y 7 & RT7 v 7 LTLTEENY,
*  Training TIX & ZEH L, PO XS ICEmZBE) L TIIZE0, ©)
L\
B wil L FAEEE® BT L v - % i dw e R
+| Filtering Controls HIC fram STOmix_ D& wiff (zampl.. 100 - 900 609.28 +/~ 005 Da +
Graph | Table XIC n
Time versus TIC Intensity for IDA Dependents fed 4.679 &
2 fied 4 4
(5]
1) 5e5 5
2 £09.2808/4.68 =z ted
5
649.3038/3.53 636.2176/4.43
0ed 224
1 2 3 4 5 G 7
Time, min Ueﬂ" r r T T T T
i 1 2 B i b i 7
47 of 3162 merged spectra visible Time, min
PRI Ty Bgike % he- oo
Spectrum from STOmix 1D A wiff (.~ 8003 fram 4649 to 4733 min + Spectrum from STDmix D &wiff 572 (40 - 90 S/ S +
t 7000 —_ SJ.EEUErSUE 6093 DaCI —_
1] t 1
| s00 MS & i other merged spectra &
5000 609.2803 2000 609.2807
il = I
| & 4000 1.0028 = 000 195.0651
£ 3000 | 2
S £ 000
2000 -1.0092 S
00 : |2-0047 2010 577.2554
SRS oD NS S S . WA PO A T s
G606 607 G608 GO G610 611 612 100 200 300 400 &OO GOD 700 800
Mazz/Charee, Da Mazz/Charee, Da
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5.13 #ARRAEHT (Formula Finder )
x  MS OREBEE., RS, BLOMS/MS SRS, 7T 7 A b A
v DI)E =T O BERE T,
D R EEBEZBICHESTEITO E—27 DO MSBLUMS/MS #E R LET,

@ Training TiX, IDA Explorer, XIC ® Pane #HIFR L, MS, MS/MS DA% KR S
BETLIEEN,

x  miz DT IOVFEREN TN RWE =213, UUEROMI CRENGTAA TN £
Mo BTN U T, A~XZ ML D Y fifi EC, Label Threshold— Z &7 L, HHAY
DE—7 %F7~L L TL TS0,

@ MS ET, BHIOE—=Z|ZOWTCRNKEZ GO TLERT v 7 L, B —7 28R
LE9,
@ Tool Bar @ Show 7> % Formula Finder % 324K L. Formula Finder % B & £,

(%) Formula Finder DA 23 5 all RHEHZMSMS FIZRT v 7&Ra v 7L
C. Formula Finder & MS/MS %V 7 LE7,

@HRLEr-% A [ml DAEBEE® |40 Lt % bAe - 6 DAEEE®
Spectrum from STDmix IDA wiff (sample 1) - 2.+TOF M3 (100 - 900} from 4649 to 4733 min + Epsclrum fgunré'l?]S[Tij\x_IDA.mﬂ (sample 1) - 2.ment B, +TOF MS™2 (40 - 900} from 4.745 min +
— | Precursor a —_
‘With § other merged spectra
609.2803 & &
Al s - MS/MS
195.0651
7000
500D @ 174.0915 609.2807
goon
= 4000
2 £ 5000
- 5 397.2123
5 3000 £ -
1.0028 £ W0
3000
2000
2361275 | 0 1o%0 C~
2000 . | Il
1000 -2.0168  -1.0092 |
| 2.0047 39006 1000 | | ‘
@ L L ] Al 4 > byl | |
GO 607 [ilIE] s0o® gin 611 612 613 100 200 ann 400 600 600 700 a0o
N\ Mass/Charee, Da Mass/Charee, Da
E}ﬂie@qga@ gg; .
i MS Detail i
Found elemental composilions Find Any Find P etaly | MSMS Details | Compound Details @\ m )
— —
e mfe ROB ppm MS MSMS MSMS Isotope cluster details Charge S result summary for C33H4TN203, [M-H+
Rk oy P ic Peak Use mfz e Width .100' £09.0903
C33H4GN209 609.2807 |15.0 | -0.6 i MAMA n 609.2803 100.0 0.017 = b
2 |C29H36NsO7 ©09.2780 | 16.0 3.8 2 MAMNA 1 £10.2836 371 0.018 20%
3 |C34H38Ne05 ©09.2820 |20.0 | -2.8 3 MA,
A 2 611.2855 |8.4 0.019
\ J 6%
(Elemems from 6102835
40% -0.5 ppm
Elements to  C50H100 010 N10
H Mass tolerance (ppm) 5 20% 6112855
Formula Finder 20gpm
Intensity tolerance (%) 10 Jk
L #C/#heteroatoms greater than 1 lon type: | [MsH}+ - 1 additional ions...
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® WEIZWS UT, Isotope Cluster details T

SLIAYHT I ] L 72V RO Use 0 Totoe duster detale Charge
v I ENALET, Peak Use mfz % Width
. BOA TR ER TS Peak 72 IR D020 |00 ooy
Y. REIEUTHL TSN, 1 610.2836 |37.1 0.018
% Training TS LEEA, : @611'2855 84 0.013
77 4
@ MS D& IEEZ AT LET, oot o -

*  Training TIEAKO L D IZAT), RE
AT TL &N,
® MS/MS DFFMT G2 E L E£7,
Formula Finder @45 [ 2 MSMS Details
Tab |ZH) Y % %2 . Mass Tolerance, #C / #C#heteroatoms greater than 1
#heteroatoms (3@ 4 72l &2 AT L E T,

% Training T/ FXID X 92 AT L, MS Details Tab IZFE > T 7230y,

Elements to C50H100 010 M10
Mass tolerance (ppm) 5

Intensity tolerance (%) 10

® ®
Findany | [ Find | |MS Detaid | MSMS Details | fompound Details

15 MSMS MSMS d Parent mass Charge <= 1 = [Mass tolerance (mDa) |5 #Cf#heteroatoms = |0 ]
ank ppm Rank FaLy

. NAJ34 o M5MS peaks  Display type: Al - B g

Fragment details for C33H41N209
2 MAJ2
1.0
3 NA/18

@ Findz7 Vv 73252 TREMBRENPFRINET,
*  Find any RN Z &2 & BRE LTERBRFICERLR2WER bR RINET,

[ &% EIC>W\T]
= Elements from, to: R8T 5 uH#E & ZOuHRLO TR, LR
¥ AJULTZeHE,. TEROBMENTHRRMNMTOILET,
m  Mass tolerance:
*  FIHMEE LT MS TiE Sppm. MS/MS Tl 5mDa #HE4E L £, oA 40

Hpo TS, BENTHNE EOHHITRESHEL TSN,
= Intensity Tolerance (%):

*  HIHMEE LT 5~10%%H#5E L E7, oA AU NER-> TS, FRENFHN
R EDEEIFREIHELTIIEIN,
®  #C/#heteroatoms...: K& & ~T 2 LR D L OHIFR

*  —REYZEE TIE MS TIZ 1. MS/MS TiE 0 245 L £ 4, KA TR
IREEIEI MSIZOWTH 0 2 HERE L 97,
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FRMTAS Iz DV T

FERTHE R ITHAR D U 2 P LY 3 20D Tab (MS Details, MSMS Details, Compound
Details) THERSNLET,

Found Elemental Compositions

KRR RS B |elemental compaositions [ Findany | [ Find |
Hit | Formula m/fz ROE  ppm :asnk I;'IpSrI:‘IS E::LS Found

C33H40M209 | 609.2807 | 15.0 | 0.6 1 0.4(3) 1 MAS34
2 ||C29H36MB0OT |609.2750 | 16.0 | 3.8 2 2.2(3) 3 MAS2
3 ||C34H36M605 |609.2820 | 20.0 | -2.8 3 1.3(9) 2 MNA 18

l A A

/ "
A MS B (2 & LA Datab.ase FREE D Hit ?ﬁ
MS, MS/MS D1 i > AR 7 B SRR RAT (Local Library / ChemSpider)
DB RO TrXT MS/MS 735D 5 o 7

Hit L7ZHARS, m/z DERRILN || Ms/Ms DfEss (3R o N FHIE)
SN (RDB) . Ms DR () M A L7 MS/MS 0 Peak %X
(R M FCEIEZET ST Peak

MS Details: MS D) JE#ER

M Details | MSMS Details | Compound Details | s
— vHI
Isotope duster details Charge +1 ~ MS result summary for C3 ;%{’E‘J
EIR=
Peak Use mfz Yo Width .‘IDD° £09.2503 — ﬁ+E‘J: @%%ﬁ
n £09.2803 | 100.0 0.017 sov. | -0.8fbpm
1 610.2836 |37.1 0.018 a0 *ﬁum_: é ﬂfiﬂﬁ@
2 £11.2855 |8.4 0.019 0% - o . _
oo ] Additional ions | A< 144 D 75
50% 610.2836
Elements from 40% 4 -0.5 ppm Proposed ion: [M+H]+
Elements to |50 H100 010 N10 0%
Mass tolerance {(ppm) 5 0% 611.2855 all Competing ion: [2M+K]+
10% 1 -2.0 pem 7 318.19247 (0.3%) [M+CH30H+H]+
Intensity tolerance (%) 10
7 I
#C(#heteroatoms greater than 1 lon type: | [M+H]+ - 1 additional ions... |

e o 2 . — o — N
MSMS Details :MS/MS DJFJBRE R Y5 T at—. F—F L0
MSMS Details | Compound Details = P— 1% :/ 2 ]\\ D i‘%i_\‘
Parent mass |609.2308 Charge <= +1 Mass tolerance (mDa) |5 #

9 MS/MS peaks  Display type[ Al ] ‘[ B % '@ ]/

Fragment details for C33H41N209

s SR g S T AR O R PN OSSR 5 R
(Al DA DV 70 FerRAE T R])

2 2 CEH18N305 CISHZ/INSO > (
; U;_;liwo ! fk, ALy EOY A NTEIRUICHERR  (F
“E‘J 2] cumano? car2sNe) 1 C33H49N209) THIEEMED 8 % Product lon DK

41 cz;ercsfj8 ok - EREHR. error D b/ SUVERAL

7 L— 3R U7 Clrdm @ C X Ze VAR

md FRE T UV

OLE : 7 U w7 LTE#ER L7z Product lon DAL
5 B 5 Rk

200 250 300 350
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Tips: Product lon D% 2 H 72 M BUARAT O fife e

* Z:_ﬂfﬁf?iﬁr(ﬁﬂﬁi@ﬂﬁlé'ﬁ % 2 Product lon 2N B S LT
pen % JFE I lon 3720
R EME . KA S TV D ATHEMEA

9 MS/MS peaks  Display type: all S—
Fragment details for C45H3702
__________________ C18H29M406
4 CTEHIENGOF | kI FEV
C7H12N10 I
- 5 —C18H26N706 CASHI70%
2 \\ CBH18N305 —C21H28N407  C31H39NS08
= D S S oy
£ LRI C25H22Ng  C35HIANI00
o 2 C2H1BNTO6 C25HI3N3
E v | C28H2902 £ C26H28N205  C36H3BN306
44 CH18N708 co7gso b — C27H24NEQ
211 ——] Ce = e a1 Y 1= Py ... S
200 250 300 350 400 450 500 550 500
m{z, Da

Compound Details :Database 5% D 5

% FRiE L7z Local 74 77 U, & %\ & On-line ® ChemSpider #—F DfE R TT,
% ChemSpider D IZIZBIEHE T A & A & Web ~DEEG N LI/ 7,

x AT LT =X X—=RADOMHE, RE. EHEIZONTITKRR—V OIS =2 <
77X,

NG
o mol file B DOHEIER DOIRAF
e ChemSpider DV =7 %A h~DV 7

; -1 P°—
| M Details | MSMS Details | Compound Details | y €

BBEINTALEHY 2 R 1 o MEINTALEMDO—EER

Details for C33H40N209, ChemSpider matgt| B & By @72 /

ChemSpider Matches » ~J-reserpine
[ (3)seserpine ~ |composition: C33H40N209, Mass 6082728
[7] Methoserpidine E
[] Methyl {3beta, 16beta, 17alpha, 20&lph. .. -
[T 10-{Cydohexylaming)-23-{dimethylami...
[T Methyl (3, 15beta, 17beta)-11, 17-di...
[T 3-[(1, 3-Benzodioxal-5-yimethyl) (3-cyc...
[T &,8'-[6-{2-Hydroxy-3-methylphenyl)-1...
[7] carbonylbis{g-azabicyda[3.2. 1]octan...
[T 3-[(1,3-Benzodioxal-5-yimethyl) (octan. ..
10 [] 3-{Cydopentylcarbonyl)[2-(2, 5-dimet...
11 [[] 3-Hexyl[{7-methoxy-1-benzofuran-2... =
(—)-reserpine

L e I T B o s

JED U Ak TER LI b &Y DS
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[ Formula Finder @™

%

*

%

FEHIERE  (Options) 122U\ C]

AT DZAFZE R, Database DZEH 7a & MBS U THERS, AEZITVET,

Formula Finder 7 « & RU/E LD WNE %27 Y w7 Options i 2 B & |

VERREALEEH, ME FOOKEZZ Vv 7 LK TLTLLEEN,

LLF Training R§D

WEIZIRY £,

-
Formula Finder Settings

Elemental Composition Tab

Elemental Compaosition

esult Summary | Dictionariesl

RDE from: -10

RDE to: 50.0

Choygen count »= 2

Choygen count
Phosphorus count

Sulphur count

Use element limits of natural products

Consider also odd electron state for

(7] ms

fragment, if common || any fragment

Positive ions Negative ions
- [M-+H] + - -
=2 — MHOH-
[M-+a] + [M-+HHa-2H] -
[M+CHI0H+H] - = [M+CI]-
[M+£]+ [M-+E-2H] - 3
[2M-+H] + [M+FA+H]-
[2M+HIH4] + [M-+ACO-H]-
[2ZM+Na] + [M+Er]-
[ZM+]+ [M+TFA-H]-
[M+2H] ++ [2M-H]-
[M+H +HH4] ++ [2M-+FA-H]-
[M+H+HE] ++ [2M+AcO-H]-
M+H+]++ 7 [3M-H]- e

===

Farmula Finder Settings

* Result Summary Tab

| Elemental Compasitio

| Result Summary |[iJictionaries|
-—

m/z reporting format | 0.0000 -

Order results by

MS mjz error in

’mmbined ranking

vl MS5MS mjfz error in

Combined ranking contribution

U

||
M5 data M5 MS data
|
I [T] weight Ms/MS data in log scale |
r |
Farmula Finder Settings - Dictionaries Tab ﬂ
| Elemental Compasition I Result Surmmar | Dictionaries |
Caonfirm elemental compaosition in ChemSpider Senvice
File 1: Browse.. HMDE
D:#¥Analyst Data¥Libran®CompoundLib.mdb PubChem
[ File 2: Browse MIST
MassBank
b [ File3: Browse [ ]
Show all databases |
|| | |
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Elemental Composition Tab:XELARNT DER E

= RDB from, to: ~NEEFIED TR, ER
*  MEIIG U TEHE LTS EENY,
= Oxygen count / Phosphorous count, Sulfur Count: i858 & U | Figg Dtk
x P (UY), S (ivh) 285k MoLE, Ty 7 &20F, M4
ANTHZ EEHELEL 77,
* A=Y OFITIE P, ST ) Vg, ALK VEBEEELTCWET, TR0
LAWRT =y 7 20T, HDOVIEIEEELEEL T EE0,
m  Useelement limits...: V — X7 /L72 5t R RO D I % FoR
= Consider also odd electrons...: 7 ¥V VA & BRBRBICE D HGE
x« AT HHBAICT = 7 20T TIEIN,
= Positive ions / Negative ions: fE SN DT ¥ 7 RO X A 7 DR

Result Summary % 7': fERFRROFRE

= m/zreporting format: 5D

= Order results by: # Z& & F DNAARL S 1

= Combined Ranking Contribution, : #& 35 #& F: DNALL~D MS, MS/MS D E A3}
= Weight MS/MS data...: #5558 R DNARL~0D MS/MS D E IS}

m  MS error in: MS DA77, FTRODHENL

= MS/MS error in: MS/MS D AT, FR/RD HAL

Dictionaries # 7; i3 554 77 U ODIEE
*  MRBESINTMHEERNS T4 7T VRBEITOET,
= Confirm elemental...: Local 71 7 7 U O$57E
s LAMIERE G T — A R— R EDT 7 ANV 3O TRIRT 5 - LA TX
F9, BINAHEZR 7 7 A /L OFESHIL. Analyst Database 7 7 1 /L (*.mdb), XIC
Manager ¥ 7 b7 =7 U A b (*xiclist), ¥ 7XYJY FF A b (*txt), HBET
— X 73—~ bk (*sdf) O 4FEHTT,

®  ChemSpider Service: On-line T ChemSpider #—, Database D&
«  MERICITRREE T A 2o A L Web ~OEHGRN LI/ £,
* M7 % Database IZF = v 7 HDHWE, BREZ LT EIN,
% Database D1E#, ChemSpider (Z-2\ T ChemSpider @ web site & ZZ& MR < 72 &
Y, http://www.chemspider.com/
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5.14

)

@

®

75 7 A hDJRE (Fragments Pane)
x  HEE SN T-#EER) D Fragment lon OFHHE %217 9. Fragment lon 7> HA1E E o
RS oy & IR B3 D HERE T,
* Mol file B OHEEX A H L %9, ChemSpider ¥—F DR FH HIFOT2
T HDWE mol file EARDOHEEX L H 57 COHEfH L TS IZE0,
*  Training TIE MS OEEZHIFR, H2DWIFFRL T 7230,

A2 SBICT7 7 7 A NORBEZIT S MSMS (35 X USHECAET R 1
FormulaFinder O [Hj[f) #FK K<L E7,

VBIZIS T, A7 bLd Y Hil BT, Label Threshold— D &K1 ZEH L. HAY
DE—7 %7~ LET,

%  Training TIIZE L EH A,
MG A B & £

i. ChemSpider DI 5 F 2> 5 B < 354 : Compound Details T H I DILE# D
MEZ R L, (T:T' 7y LTHEERZR R LET,

ii. LS DY54A : Tool Bar @ File 2> % Open mol file... Z 3R L, HAEYPD mol

@

®

file (Training TiX MOL 7 # /L % N® Reserpine.mol) % B & £,
Q| ZMSMS Bl kT v /L, fiEL MSMS 2 U v s LET,
* MEEEZEE LIGEIEERIC, Vo7 LTLIESN,
Tool Bar ® Show 7> % Fragments Pane %8R L £ 77,

% e s D OEEB®

Al
gpectrum féuuglaSEDm\x_IDH.wwﬁ {zample 1) = 27mix 100ppb in 50% ACH, Experiment B, +TOF M3™2 (40 - 900) from 4.745 min +
Tecursor. B 'a —
With § other merged spectra @ MS/MS &
aoon
7000 1740915 |195.0651 609.2807
Goon !
2 s 397.2123
E 4000 !
S0
2000 @ 336.1275 365.185}: 448.1966
1000 ‘ | |
pasa b b ol ) I . L I
| 200 260 00 30 400 450 00 Ba0 600 G50 oo 780 400 a0
= _i Mazz/Chares, Da
Bel] 0l - ~aEE® i
. . G d Detail -
Found elemental compositions [M] m} | 145 Detais [ i Detais | Compound Detais |— @ I il
M5 MSMS M5MS5
Hit  Formuls m/fz RDB PPM  pank ppm Rank  Found Details for C33H40N209, ChemSpider matct| B & B @20
C33H4DN209 609.2807 [15.0 |06 | 1 0.4(9 | t | 034 ChemsSpider Matches » [-reserpine -
. [ ICempoasition: C33H40N2083, Mass:608.2728
2 |C29M36NBOT 609.2780 160 | 3.8 | 2 | 2.2(9) | 3 02 1 [0 (-)+eserpine — T
" @ 2
3 |C3H3eNEDS |609.2820 (0.0 |28 | 3 | L3I@) | 2 | o/ 2 [ Methoserpidine g T -S*G*_
3 [] Methyl (3beta, 16bets, 17alpha, 20alph. .. = ey, T
4 [ 10-{Cydohexylamino)-23-{dimethylami... - .3_;".)
(—)—reserpin@
1/ ﬁ®
@ pe
CREU- T§AEREE® N EHHRL DAEBEE®
[-)-reserpine Al
T ® =
o P mjz N:'m BBrOO:;S CF‘OOS’L?E Error (Da) Composition o
30.0338 1 3 D /A C.H4.N+
= 30.0338 1 3 EREA CHANE
a | e 31.0178 1 1 B [naA C.H3.0+
31.0178 -1 1 D Nf& C.H3.0+
! Na 31.0178 -1 1 D NfA C.H3.0+
k | ca 310178 -1 1 E [ nA CH3.0+ =z
Num. fragments: 4738
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® Fragment pane D /E LD 7 U7 L, UFNEBBITIREORIIEZRE.

OK L%,

 ALBWOMEEIZE LTEREEZIT-> TS0,
%  Training TIELL FOEMFEMBEH L T ZE0,

-

Fragment Options

Fragmentation

eS|

Fragmentation

Only break single bonds

s HEASOBRADORIZIRE

© REEORAEZHE

Break ring bonds

Maximum number of bonds to break:

Maximum number of C-C bonds to break:

Alzo break C-C bond if either carbon is bonded to a hetero atom

[ Allow one bond dosure (double bond formation)

J

o KBRS
s C-C D KBAZS
J o ~T RS EREAE L

C-C DPRHDFE
» PROFE 2 EAG b

) Fragment Pane

[ Indude brute force rearrangements

[] Allow radicals

« BARBROHEME OTA

Peak List

Mass tolerance:

Constrain using peak list

0.010

Elﬂf

. FIOHINA T DHTR
Peak List
A

=

s AT FNHIZH D Peak D F

[7] Require evidence for previous step when breaking bond

Display
Do not show fragments with mjz less than

[7] Automatically recaloulate on-the-fly

#7k (Check & HESE)

L o 2TRL R OBEZIEE . 1)
FTBAZLD Peak DNF B S 7= b
0.0 Ds | DTS
Display
i B/ m/z DFEE
o | [ ce He  EREEELEBC, BB
= 5] A £ o R )

(D Fragment pane D= D Vw7 T HIET, mEINET,
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FRMTRE AT DV T MS/MS
— : #E FJRJE T 7= Product lon

—_— —  FBE L7237 E TS B8 T & 72 Product lon

oD - SHs - Y S —
AxHr-hine arm i pammeEd ¥ BRLZ lon, HiE LITKBRTERTR
Spectrum fromrSFEmM e DA (zample 1) - 27mix 100pph in 50% AGM, Experiment = A0 oD . =) —
Precursor: 609.3 Da 7 /\}I/ . @*R L/7L\_ |0n 75) % O);‘E‘( %ﬂ_\‘
‘With § other merged spectra
4000 K
7000 2234207 |-202.1471 212.0685
G000 !
>
2 oo CHs, NH CH
F om0 07 T
=
o 161.0847 _32.0265|397.2123  _/ oo,
1
1000 | \l J o}
Al | P L i .
50 1na 180 200 250 a0n 350 [} 450 500 6RO GO0 [i3:11) 700 750 200 850
— Mass/Charee, Da
%nti[g TQAEEE®
. . ils | Compound Details
Found elemental compositions ((Fndany ][ Find ] |MSDetais | M55 Detis | Comp | il
" M3 MSMS MSMS o
Hit  Formula m/z RDE  PPM  ponk ppm Rank  Found Details for C33H40N209, ChemSpider matet B & B3 &
c33H40N209 609.2807 [15.0 | 0.6 | 1 | 0.4(8) | 1 | 0/34 ChemSpider Matches 4 [reserpine _
[ Compesition: C33H40M209, Mass:608.2728
2 |C25H36NB07 |609.2730 | 16.0 3.8 2 2.2(9) 3 02 1 D (-)-reserpine b _ o
) - =5
3 |C34H36N605 609.2820 (0.0 |28 | 3 | L3(®) | 2 | 0/18 2 [ wethosernidine ey 10 :“LQ:'“
3 [[] Methyl (3beta, 16beta, 17alpha, 20alph. . N B :
4[] 10-{Cydohexylamino)-23-{dmethylami... ~ .:.',33
(- )-reserpine
Y
Cl&Au- @ G EEE WEAIL §TIEEE®
,C th Freserpine, selected composition: CzaHZSNZD; (297.2122 Da) b Fragments | Peaks
0—CH, =
o P CH mjz Nﬂm %?:;2 Error (Da) Compaosition &
o 2
N \ D’f 195.0652 1 3 0.000 C10.H11.04+
5 F
\ 224.1281 -1 3 0.000 C12.H18.N.O3+ |E|
d Br CH3~U NH 0 0—CH 236.1281 -3 3 0.001 C13.H18.N.O3+ h
* 365.1860 -2 2 0.000 C22.H25.N2.03+
o 0 0-CH, 365.1860 2 2 0.000 22 HI5.NZO3+
K Ca 0 365.1860 -2 2 0.000 C22,H25.N2.03+ i
I:Hla Mum. fragments: 21

m MS/MS DFERETJLIZDNT

*  Fragment Option Cix & L7254 F T : #1&E LIFJE T & 72 Product Ion, 7% @ ##
1 ECIRJE T& 720 o> 72 Product Ion (272 0 £ 97, #E|Z)5H U C. Fragment
Option DR EZXZEH L T 7E &N,

% MS/MS _EC Product Ion Zi8&IR$ 2% Z & T, R T DG K THRR S
NWET, £z, MS/MS ED m/z DFEPUEA R L7Z Ton D m/z b DFAETH
RICEDY 9, FERMEIZETSE TR o ¢+ -~ 74 22 (Add arrows
markers...) 7>5 Use Arrows for Relative Peak Labeling D = v 7 24+ L T< 72
S,

= MSMS EHEEXDY 7, ar—izonT
x MSMS EOHWIOE—2 % RT v 7 L TCGRIRT S Z LT, it D miiEn
KA TR A, Fragment DIFHBNA T A4 FIIET,

x S O BROESEE AT Z & T, MS/MS _EDOXRT D miz I REIINE R
SNFEJ,

x  tE&E A2 U w2 L Tool Bar @ Edit 7>5 Copy Zi®IRT 5 Z & T, KBROEL
EN 7 ) v TR—Ricav—sinEd,
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HEE D EHT,
* WEXLEOTFEELEZ Y v 7%, il

EHIZDONT
SIFDHZ & T, BEA~OEHN RE

‘/C\\‘aAO

* MEANOLE, HIFRLIZWEDZ RT7 vy 27 L, F27 U v 276 ABOELE %

179 2 L NHRETT,

¥ BEREZLELFLEAS. FUEmLED Wl 74 =22 PO MS/MS A~27

WV EIZRT v 7&Fay 7 LT, BE, A7 ML e#ESER0Y 7 217-oC
<TEEW,

= ChemSpider O 3555 Fefti IR O EX DL B & HEEHEE I DN T

* B REHT 7T 47125 L, Formula Finder & Structure Pane 23V 7 X

NWET, BEALEMN) AT v 7 ENTWABH4E ., FormulaFinder Ttk
EW a9 5 &, Structure Pane ([CF/R SN HEEN S HEITUID B £,

x  BIDBX . P Fragment pane D/ D 7 V7T HT LT, mES
miﬁo

Tips: RHWE ODHEEHETE 21T 2 546 ?’E%{@ﬁ?@fhé\%@qjﬁ’%\ b EEED
Product Ion (Z Match T 2 & 2 T OICHE LB £,

= ==
= JEE L7378 Ol FJRJE T 72\ Product lon
A A - % A AT QEE B
NT
Spectrum fram STOmi DA {sample 1) - 27mix 100pph in 608 AGN, Experiment 6, 4 3572 PrOdUCt |0n 75) J‘FﬁET =3 RN E
TEeCursor: E a
‘With & other merged spectra NS O)*%]E i{&b A} & *&}:E é j"[/ é °
s000
o 172.0915 |195.0651 .
6000 I .
e 397.3123
i 4000 0
= 000
b 2361075 3651857 148.1966
1000 J
o meecsspibtdeallpoitil e L
al 100 150 200 280 400 a0 400 440 500 540 Bl i) 0 7n0 aun 840
o Mass./Charee, Da
BEa T s panoaes
ils | C d Detail
Found elemental compositions Find Any Find [ 5 Detals | s Details | Compound Detais | Al
) M5 MSMS  MSMS
Hit  Formula mfz RDE  PPM  pank ppm Rank  Found Details for C33H40N209, ChemSpider matct| F & B8y &
C33H40N209 603.2807 150 | 0.6 | 1 | 0.4(8) | 1 0/34 5 [ Methyl (3x, 15beta, 17beta)-11,17-di... [ 3{(1.3-Benzodionol-5-ylmethyl)(3-cyclopentylpropancy
5 [7] 3-[(1,3-Benzodioxol-5-ymethyl)(3-cyc... Composition: C33H40N209, Mass:608 2728
2 |C29H36NBOT7 |608.2780 160 | 38 | 2 2.2(9) | 3 0/2 ) L o
7 [ 6,6-[6-{2-Hydroxy-3-methylphenyl)-1... g oo Y
3 |C34H36NSOS |609.2320 |20.0 | -2.3 3 L3(3) 2 0/18 8  [] Carbonylbis(8-azabicyda[3.2. fJoctan... ng}g:
] D 3-[{1,3-Benzodioxol-5 ylmathyl)[octan E
[(1 3 Benzudloxol»s ylmethy\](a cyclupenty\propanoyl)amlnD]A hydroxy-N-{2-hydroxyethyl)-8-(h
ydroxymethyl)- S—methoxy -3,4,43,9b-tetrahydrodibenzo[b,d]furan-1-carboxamide
ClFEu- o AEEE® LT AEEEs
o | | 213-Benzodioxol-5-yimethyl)(-cy ylam } 4 L,* y-N-(2-hydrocyet e Pecks
o B — mfz Nt'm Bérc?:gg Error (Da) Composition
-0
s | ¢ a 195.0652 1 3 0.000 C10.H1LO4+
195.0652 -1 3 0.000 C10.H1LO4+
a | Br o 236.1281 3 3 0.001 C13.H18.N.03+
o 609.2807 0 0 0.000 C33.H4LN2.09+
I MNa
K Ca
Num. fragments: 4
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5.15 %%{Ll Precursor Ion Scan, Neutral Loss Scan (Fragment Matching)

~ ik, BERDOEREETHILEDDORE ~

x IDA ® MS/MS 5, BRIDOE /5 EEIZA Y 35 Product Ion & 5 UM, Neutral
Loss & AV, Z O 54#1E % A3 5 Precursor lon Z i L £97,

® ©® o

[

* 2D Product Ton, Neutral Loss O A 73 A HE

T9, OrfRsk

W20 E9,

% Training TIZ’IDA_wUV’® Data 7> 5 Melatonin DFEZ A MM 2 #E LE T,
HHJ® Data (Training TiZ IDA_wUV)% IDA Explore TP & 97,

[Eéyasa e Z2 U7 L. Options

I A B & £,

Fragment Matching @ Tab C H #J® Product Ion & % \ X Neutral Loss % Fragment
M/Z. Neutral LossM/Z (ZAJ] L £ 7,

%  Training Ci¥ Melatonin D57
MG ICHE 5, 1740913 %
Fragment M/Z I A7 L TL 72
SV,

OK%? Uo7 L, BRBREITWE
o BRBEBKTT DL, '
Matched Int OLFNERITEDY

£7.) /

Options

General I Mass Defect | Isotope Pattern | Fragment Matching | M5/Ms Similarity

[ T TN

=

Mass tolerance:

Minimum Intensity:

0.010

1.0el

[ adjust precursor m/z using residual parent

Fragment M/Z @

174.0913

Neutral Loss M/Z

| »

23 Jul L DQAEEE® G}A&f

% T A € - o e

A Spectrum from DA withW_ 0 - 10000 fram 2914 min
ftering Controls Precursor: 233.1 Da, GE: 36

| +

T \'J J With 8 other merged spectra &
= 0 J £5e5 ] 159-067( 174.0914 ) ||
i J J 5065 I
Quality: ¥ .
i v, 9 - 174.0913 . <
Matched Int. (3%): :J J
4 0eh (¢]
b
J y A\
Mass Defect: J J 355 4 N
2 g 1830727
b I
2525 1131.0724
Graph | Table 9 05 | _I
Time versus TIC Intensity for IDA Dependents 0
1.0e7 $—233.1286/2.93 1565 ]
465.2499/2.91
= 5.0e6 1.0e5 ]
174.0914/2.91 398.2331/6.37 175.0933
0.0e0 5.034*- h l
Time, min 0.0e0 L vl A, L, —
100 150 200 250
1109 merged spectra visible Mass/Charee, Da
® MK T, Filtering Controls @ Matched Int (%)? Minimum %3 X4 72 I Z 5% E

L. Filter(fHNZ TV E T,

66



% Matched Int (%) : F8E L7=A A OFEDFER D 7 A X, Precursor lon % < 4

Product lon DFEEDFER K35
% Training T/ Minimum % 5%IZ3XE L TL 72 &0,

+| Filtering Controls

Matched Int: 0%

+! Filtering Contr

Matched Int: 5%
(FEE LioA A2 % 5%LL

Mazz/Charge, Da

Graph i 7 Graph
i _ (Filter 72 L) i EH3 % precursor lon)
Time versus TIC Intensity for IDA Dependents Time versus TIC
3¥-233.1286/2.93 #-733.1286/2.93
1.0e7 1.0e7
8.026 | 8.0ek |
465.2499/2,91 465.2499/2,91
U 6.026 - o 6.0e6 -
= =
06 1 174.0914/2.91 026 1 174.0014/2.91
2.0e6 {249.7810/2.00 & 463.2348/3.92 2.0e6 1 ) 511.2350/4.94
-
00e0 ] 0020 Lanmond7 s B e s
1 2 3 4 5 § 1 2 B 4 5 &
Time, min Time, min
’MQEd 5pectra® < 121 of 1109 merged spectrg @
" le 1) - E-2, Experime . . . 3118 min
Merge % D MS/MS D Filter 7. Merge
rer T D MS/MS D¥
7000
5000 | ( 174.0013 RS 107 o
5000 (m/z 278.2) ® MS/MS
=
a 4000 4
T
5 2000
2000 159.0676
1000 4 279.0940
L L . . . . . .
100 200 ann 400 RO0 fion 700 a00 a00
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5.16 BEEEODHE File Edit

. S @aw
(D) Tool Bar ® Show 7>5 Mass Calculators % j2& ks
RLUFET,

@ Mass Property % 7 CHiftT9 2 kA%
Formula, Charge State (Zfli%k (3t Z AL ET,

% Negative Mode D& &1L~ A T AZ DT TN,
* Charge State Ajj'fﬁj . l Mazs Property |4A Froperty I Mazs Accuracy I |zatopic Distribution I Elemental Composition
. Positive Mode: 1 Formula: £33H40N203

Show | MasterView Graph Process BioToolKit W

{3 Total lon Chromatogram (TIC) Ctrl+T

b YIC) CtrisF

Mass Calculators Ctrl+M

Charge state: 1 ‘H+' charge agent [elze electron]
+ Negative Mode: -1
Composition: CI3HAIMN 209+
@ Positive Mode VG""H\ &) é I 63: Chaiged monoisotopic mass:  609.28066
Negative Mode C-H #3H & T 556 Monoisotopic m/z £09.28066
I¥. ’H+’ charge agent (else electron) Charged average mass: B9.656
@?Iyﬁﬂf\yﬁ}qi 3;3: yy Mominal mass: E03

;é‘f]\jfbij‘o RDB: 15.0
@ Calculate #7 VJ v 7 LE T,

File Edit | Show | MasterView Graph Process Bio Tool Kit W

517 ENHELSFOHELEREX

= @" {3 Wel { Total Ion Chromatogram (TIC) Ctrl+T

D Isotopic Distribution # 7% 27 U v 7 L, # . Tt ) CtrlF
& AN % L ER EORMIRE — 7 233k - -

| Mass Calculators Ctrl+M

RENET,

¥ AT MUWCHAEEST 5813, ALo M‘Y%ny%9%®x&7%w
W RZ v 27 LCYU 7 L7z%., Overlay pattern on spectrum (ZF = v 7 Z /)T T
<TZE,

Fb ===t =
AA List I AA Modifications | —— | ad

Mass Property I AA Property I Mass Accuracy [ 1s0topic Distribution E‘hementﬁl Composition I Hypermass I Uriit Conversion I Custom Elements H
—

Formula: C33H40N209 Charge state: 1 l CJverlay pattern on spectrum
Merge distance: 25000 'H+ charge agent (else electron) | Calculate
miz Intensity Isotopic Distribution for C33H40N20%H +
610.28333 38.217 80
611.28673 8.302 = 60
612.28944 1342 ‘%
613.29208 0.217 = 0
614.29457 0.026 20 ‘
615.29723 0.003 0 ‘ ‘ i . i . . ,
616.29975 2.519e-4 609 610 611 612 613 614 615 616
Mass/Charge, Da

x OO Tab (DWW TILFE L Manual 2R 72 X0,
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MasterView [Z & B 24T

6 MasterView IZ & B &M

®  MasterView %, PeakView ETEMEL £,

®  MasterView Tl&, 7 — X HOBEAULEM O, 74 77 VR, M@, R
A ORE (GAGOHI) . 2% BTN AEI CTEET,

" O Data Z[RIFFICBA S, BRHTT 2 2 LA ATEETT,

6.1

6.2

F# Library D%k
% Bl Library 23 2355 12TV ET,

X LHMERR L7747 7V 23 25613, 62 RN OHEEZIT> TS IZE
Uy,

PeakView Z #l#) L £,
A = 2 —3—0 File > @ Open Multiple Samples 7> & H IO T — 4 % B % £4,

¥ Training CiX, TT Training/02 MasterView 7 #+ /L4 N® [01-Data], [02-Data|
% [AIFIZ3E8IR L C As a standard TIC DFRR T B & £ 97,

Peak View Y 7 b U =7 D A = a2 —7/)» 5, MasterView-> New Session & 4R L F
_g—

i—ﬁ (Launch LibraryView importer...) 22 U »» 27 L C, LibraryView Z & £,
FHFDOImport 27 Vw7 L, HTLHT—2_X—RA&INLET,

¥ Training ClX, Analyst Compound Database 27 U 7 L. D:\Analyst
Data\Projects\TT Training\Data\02 Master

« Library Importer
View 7 7+ /1/&\ W @ Free fOI' Training.mdb Step 1: SelectSourceType method Step 2: Choose Columns Ste
ZIER L E7, - -

Select the compounds you want to import
Select/DeseleCt All Compounds L:ﬁ: I ‘) 7 N i [¥] Select/Deselect All Compounds

= 1 3 AN N Compound Formula CAS
77:— &i A_H%f 7 ) b4 7 L/‘ E E/J@,ﬂ: = q:% %:@%?R Fenobucarb  C12H17NO2 3766-81-2
7Y Flufe C21H11CIFEN203  101463-69-8
'fﬁ L i jAo ﬁaﬁ%ﬂmn C14H14CIZN20  35554-44-0
Linuron COH10CI2N202 330552
. . — S = Luf C17HSCI2FEN203  103065-07-8
Add To Compound L1brary G:’ﬁzﬁk'a‘ 5 7 /]) 7 v p."nfrﬂﬁ;nrﬂ C11H18N402 23103-98-2
Tebufenozide C22H28N202 112410-23-8
Warfarin C19H1604 81-81-2

U4 (Training CiX Training) & AJJLTH T
0) NeXt % 7 U ‘Y y l./ i —a_o 8 from & compounds selected.

Finish %y U S 7 Lij‘o Add to Compound Library |ﬁ
e s et |

BB, BRBERME. HBROZREREDOHRE

3% Training ClX, HERW TS Session #Z DO EEHEAHL T, @B hEHT
I,

PeakView & L&) L, A == —/3— File -> & Open Multiple Samples 7> & HHY
DT —ZEREET,
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@) Peak View Y 7 h U =7 D A = 22— X—) 5, MasterView -> New Session %

707 LET,

@@ QT TrEinng - |« = 2 0 QEEE S
Ak - % i b UL - DQAEBE S
— @ TIC from 0 1-Datawiff (samgle 1) - orange +

@TIC fram 02-Datawif (sample 1) - Organic orange -
2 7375 71734 g osg &
B 17 ’

H 4.448 ; :
£ 0.6:67 3640 3.628 | 5.935 9.832 10.495 12 ?.95 14 289I 15.022

T ] 5 i [ f 7 L 3 I M [ 7 I3 I3 1 17
Time, min
ma E e e

Masterview @ QR = (4 PEEERM? » ¥
c Number .
i T Sampl f . PP Extract Found At Expected
. W file Name =l :osit':ié . # i‘ ¢ ,i; \‘y/ :«/“” Name Formda  Adduct  Mass(Da) eh (BSOS PO
i resul
|
02-Data Organic orz °

G = (settings 74 2>) 7 Uy 7 LET,

@ Caloulations # 7, LLF&BHIT U'— 7 RIEIE, ESRITORE LT E

B

% Training TlX, FRO KL S IZEREZIT-> T TEINY,
% Non-Target fi#fT. BHEWVEBIENT 21T R WIGEITE, @DF = v 7 24 LT

TEEVY,

ibrary Searching | Columns | Confid

Calculations

¥IC
Peak # HEFD
default 3% E
*EERT width
N D Peak 39
T Area B HRFIC
AEINET,

Default XIC Width (Da)
Default Retention Time Width (min)
Default Threshold (cps)

Default Threshold (ratio of control)

Do not calculate details for XIC with Intensity <

XIC @ Threshold (Counts or S:N)
2000 counts  or i< 200
o —— | XIC 1ERkEF D window
2 ——| XIC EpkiFD RT Oiig*
% ~| Peak ® Threshold
N

Mon-Targeted Peak Finding
Non-Target Peak

BRHBEORE
FEHF = 7)

Minimum Retention Time (min)

Maximum Retention Time (min)

Peak Detection Sensitivity
Fast

Find new LCMS peaks and add them to the existing XIC list.

Find peaks from:

@ Al samples

1

.| Bl 5 RT o
9;
/ Exhaustive
DR )
N

Formula Finder

H EhEL Rt OF

2L
X
E

H B AT R ORARR D EFR & R LT A

Max Element

HEHREF = > 27)
\

C100 H200 N1U|020 P4 54 ClBr

Mass Tolerance (ppm)

A\

( Report Template

H B & EERK
RFD Template

\

C:\Users\Public\Documents\AB SCIEX\MasterView\Templates\FitterByPositiveHit. docx
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& FAT7 7V =Y —F&172551%. LL N4 55| Library Searching % 7 T
Perform Library Searching (ZF = » 7 & AL, FHREEZITWVET,

% Training TlL, FIO X I ITREEZIT-> TSIV,

| Y
| Calculah'orls | Library Searching ICqumns I Confidence Settings I User Settings |

Perform Library Search R “}T %Zjﬁﬁ < 7 é A
(" )
@%7/]/ = U X\\ Algorithm To Use During Library Search [Candidate o
.A\ ﬂﬁ(ﬁﬁe ?‘(_%'ﬁ: L Results Sorted By [Purity )
~
oraries To Search (7 earch A v Search all Libraries &
FERT5 B oS
= S 0 HUNE. 1%)2‘%'?‘%)7/{7
FA 777 [} s
Training * DS I\L:fib\%/ﬁ\bi\
orithm Parameters (6~1-%ﬁ‘i‘ﬁ I;ibrar&@ ek R
e S /E DOIERL, Bk EIToTL 72
Constraint Tolerance SV Y
Precursor Mass*  +j- 0.2 Da Tolerance
* 9% Data, 7
[ colision Energy +f- |5 eV ©4 TS5 IS L
[] Retention Time +- |0.5 min 1 LTL7EE0,
TripleTOF @ data CT{E
Mass Tolerancesk  +f- 0.2 Da REnre Library D
. @ 5mDall/g Y
e 8
Use Polarity %?%E?Xmﬁiﬂ ximal Mumber Of Hits 3
[] Use Collision Energy § ¥ Qﬁé HXhb f;;'—j Intensity Threshold 005
[ use Compound Speci /EHi Help %5/2%% Minimal Purity 10 %
<72 =Y Yo Intensity Factor 3

[BBETATY XL Y — Mo T]

Algorithm WG
Candidate Search Algorithm Parameter {2 J-SUWTREIR 2y & L THisR

Confirmation Search | XIC List Dib&W4 & —F 92 b DEHBR

XIC List DfbEW4 & —BT 26D ME L, & v M LARWEATT Algorithm
Parameter I[ZFESWCHRER, 7477 U Tk v b L7204 Z[Smart

Smart Confirmation

Search Confirmation] & L T#/R,

Fit T4 77V tHho MSIMS @B —2Z7 78, Unknown A7 hLIZxf LT, ¥
I Hit L CWA 00 THRHY

RevFit Unknown ® MS/IMS DY —2 R, A 77 U —Hd MSIMS IZX LT, &l
72 Hit LCWA o TR

Purity H DAY MARIT, =B Lol —7 5

® Columns % 7 Tli table (ZF/RTHH 7 LHAB ZEIN L £7,
$  Training CIZ7 74 /V FEfEH L E9,
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Confidence Setting % 7 C

Calculations | Library Searching Enlumnsl Corfidence Settings | User Settings

sample: 01-Data [orange]

- a i . i
[ Mass Enor Elg[gn[m" Time IlsnilnpeH . ILJ;]mugHil FI]lllIulﬂ.FilldB[
&j: . giﬁ%%\ ,f%a{;#ﬂ%‘: FEﬁ Mass Error [ppm) | % Enror Isclope Rao ibrary Score Eirg::\a Finder
= 50 54 104 704 0.0
SOAHAITBY B IEH O = = B (Rl e
- _ 10,0 < [ 150 < | 200 NED T
(DT 24T B
E X AE %TT i '91‘0 . >= | 100 >= [ 150 s= [ 200 <= <= | 300
% L SIS Combined Score
% Training TI37 7 + oy . . % % %
b ER) B | e
;:zf;swe'gm'"g () Use RT Error % for RT Score
l_/ i j—o () use RT Error Delta for RT Score
® OK%Z7VUv7ZrL,
settings Z f] U £,
6.3 HELEHOBEHRDOAL
% Non-target fE#T (BHBEEN72\0N) HAEIL 6.4 1THEA TS E &0,
fieh
4eh
@ @
et 005 0.10 015 0.20 025 0.30 035 040 L] s i) 060 065 .70 0.5 080 085 040 045
Masterview B QR B= Eik 3% BEE‘:E«#? e -
C Number -
z W file Name S £ [V w:;f/ {V:'ﬁj, Name Formda  Adduct  Mass(Da) | TR roanet  Spected
= = E=s 1 W Fenobucarb CL2HI7NOZ +H 20712593 | 20813321 0
T T
- 2 Flufenoxuron | C2IHI1ICF6N20  +H  48B.03624 | 489.04352 0
02-Data Organic orz i 3 | Imazali Cl4H1402N20  +H  296.04832 | 297.0556 0
4 | Linuron COHIOCIZNZ0Z ~ +H  248.01193 | 249.01921 [
! 5 W Lufenuron CI7HBCIZFEN20  +H  509.97842 | 510.9857 0
6 Pirimicarb ClIHIBN4O2 ~ +H 23814298 | 239.15025 0
7 v Reserpine C33H40N203  +H  60B.27338 | 609.28065 0
8 | Tebufenozide C22HP8N202  +H 35221508 | 353.22235 [
Positive result: equal or better o v @

)

Table |Z HIOILEMIEHRAE AT L ET,

Manual TAJIT 554 :

Formula & Adduct & 5V M, Mass (Da)yz A ) LET, £ OMMEITIE T T
i ((b&#4 . Retention Time 72 &) Z AJ) LET, Excel 2 E0 b, U
A MDA —&—A N HAEETT,

VIR AER, fRfF L72 List 213 556 ¢

k= | Import compound Info from csv file 7> & File # 3R L, OK %7 U v 7

sz—g_o

Library (Z& DAY A N 2 AT 254 -

E Import compound Info from Library View & 2 U » 7
L. BEEfba® Y A &9 % Library (Training T,
Training) Z#WN, OK%Z27 U v 27 L9,

Library Name

(group
selection)

M [rong

@ MEE U T kS Export compound Info from csv file 75 List % {#47 L £ 3.
@ ProcessxZ VU w7 L. AT ZITUVET,
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6-4 ﬁ%o)%ﬂlh‘

Fenobucarb from orange

BN L 7= Peak @

5000 =
4000 2.638 XIC
2000 3.399 4'5,86 A

i

1 2 3 4 q 11 12 13 14 15 16 17

L& T—FHo " ii

Tntensity

Masterview B bl @R E Ppositive Hit & Ea{? *~ ¥

C Numbei =
; Wiff file Name ;::’:e 0‘.. £ W] e dyfwﬁ‘w"“y Name Formula Adduct  Mass (Da) mﬁ? ;ﬂdfx\ 3?’“ |ii
2 \/ ;v bv ‘ Fenobucarb C12H17NO2 +H 207.1259: 208.13321 208.14114
o T T
an VOV Imazalil . . . - >
4 Unron Session pane: Target List 33 XV
5 Lufenuron g - .
Select combination for positive resUTTEqUaT oF DETE 6 W Pirimicarb Non'Target @?ﬁ?f Hlt L/f: Peak
7 Reserpine . ek
o~ o w@ o B 0008® T @ List &1fHFH (name IX m/z / RT
X : s == . . ¢ <
00 - oy mmmne | TZEC. Positive Hit [Fifk T/ A
~ i v oV 121.0648 [ 2.31 .3/( ]_\)
Positive Results D% i 2.V 31081/ 22

i. BIRL72T —ZIT o0 T, M S 7RSS Session pane 12U A FRR S
AU, Positive Result i E% 7 U 7 L7247 (Positive Hit) 23k T/NA 7 A kS
#U. Number of positive results [ZE 23R R SV E T,

ii. WTF v I B AND E, TERINTZRGTOHRDERICID E
j‘o
iii. BHTEDHA (Mass (Da)/2 X TNVI Y T RIvTT5652 &
T, ENENIIND Y — F, FIOFRIREERETHI ENTEET,
O Y7o
i. E 22 K O Positive Results DR E %2 T X CHERR (FL—ICEFE) LET,
ii. [T @ Sample. Control Z #&R L £,

iii. R H & 417= Peak H', Threshold (ratio of control) T /& S #1727 (Training Tl
501%) DL b, 203 D512 oW, Positive Hit & L THRREINET,

2% Training TiX, Sample (T 01-Data @ Orange, Control {Z 01-Data ® Organic
Orange % %R L, Imazaril THER L T 7Z2E 0,

= Im7zal|| from orange ic: orange
Q@ M3/MS triggered at RT = 8.1071 N
: BIR L7z Peak O XIC
= 5 8121
T el 8.109 §  wm] 0721
E x5 E v 7.664 |7.622
. Sample N \ Control
e
17 L3N] 7“8 9 10 11 12 13 14 15 16 17 L A 6 7 8 9§ 10 11 12 1 T 165 16 1
Time, min Time, min
— L}
Masterview BB EKAR BIE %m #BEEE#? v m
< Mumber -
T ’ Sample]  of o Extraction  Found At Expec
3 Wiff file Name: o " # ||V v:‘/‘ i\/ ‘/i i:»;‘v Name Formula pdduct  Mass(oa) L EE o) R Om
L results
.-- - 1 W [T LT ] Fenobucarb C12H17NO2 +H 207.12593  208.13321  208.14114 ]
. 2 Fufenoxuron  C21H11CIF6N20 | +H  48B.03624  489.04352 0
@ |02-Dain Organic ° Elv voevvyy Tmazalil CuaHaclan | +H  296.048337 | 397.0556 | 297.05584 0
+— oo i +H 480t 4901921 &
5 Lufenuron CI7H8CI2FEN20 | +H  509.97342  510.9857 0
Select combination for positive resultjequal or better) A Al 6 vy Pirimicarb C11H18N402 +H 238.14298  239.15025 0
7 Reserpine C33H40N209 +H  60B.27338  609.28065 0
v" 5% bufenczid
o & & @s w*" L3l 8 v 900000 Tebufenozide C22H28N202 +H 35221508  353.22235  353.19364 0
:] E :] E :] o0 s 3 103.0538 / 2.22 103.05383  103.05383 2.2
m . 10 ®  1041071/165 10410713 10410713 104.10712 16

Sample: 01-Data [orange] I ~  Control: 02-Data [Organic orange] Y
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@ MS., MS/MS. 71 7 7 U —Hit DR

Show MS and MS/MS %70 v /35 E, IR LTz Peak IOV T Sample
(B . Control (FEY) IZMS (£) BELU'MSMS () HEREINET,

¥ MS/MS BHEfGF SN TW WG EIZER RSN EEA (] : Control),

Library |Z Hit L7234, MS/MS [ C Library O A7 fLR I 7 —THRREN
F9, BRENDIHENMEM,. FMD S L—28 Library F DO AL vz £

i.

ii.

ifi.

v.

R

List #5127 a—)3 52 & T, Hit LTZ{bEW4 . Score R THZ BT

TET

W AT ML THERT D Library D Hit #ZEH 452 N TE £,

MS. MS/MS D% W 5E X HER U

v 7 LTLKTEEN,

Show MS and MS/MS %= 7 U

Control: Imazalil from Organic orange

=@ Imazalil from orange
12 &% 4 B 6 7 & 9 10 11 12 13 14 168 16 17 T2 3 & B B 7 & 9 1 F Library
Libr Hit
=iz, min Tirme, mir [ bl Scorg
Imazalil

O
MasterView = e i QX

B

i #BEEE#H? * ¥

Select combination for positive resultiequal or better) A - o Found AL B
- = V] o’ Name Formulz Adduct  Mass (Da) ME‘:S:‘("Da) posioa)
&
o e ¢ o e | I [ imarabl | Clammacianat| e | 296045 | 297055 | 29705594
- - - - ~| o0 1 | Linuron C9HI0CIZN202  +H  248.01183  249.01921 0
sample: 01-Data [orange] % Contro: 02-Data [Organic orange] JEPERN
—_— 2 -
— @ Spectrumfrom 0 1-Data wiff (san] MS FOF MS (100 1000) from 8102 t0 8. 144 min___| — % Spectry MS/MS ( ;%{E‘J A LI bra ry) 8.107 min
@CTHMGCI2NIO +H
S | [Spectrum: Imazalil (35564-44-0), GE=35+ 15
2 e 397.0558 (1) *299.0528 (1) ampie ] | *200.9873
@ #
2 I 158/9765
E 300.0560 {1) ”J I 220 UUBS
terH - &, . - 100
2970 2975 2980 2085 2990 2995 3000 120 140 160 180 200 220 240 260 280
Mass/Charge, Da Mass/Charge, Da
— @ Spectrum from 02-Data wiff (sample 1) - Organi_, +TOF M5 (100 - 1000} from 8092 to .135 min 10 4
@ CTHMCIZN2O +H
200 C
2 * ontrol
2 200 297.0563 (1) +399l0563
E 100 M 1 [E]
w1 i T I BT 02
2970 2075 2080 2085 2990 2095 annn 0

Mazs/Charge. Da

200 200 400 500 600 nn 800 a0
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@ FEATE OGS & Chemspider Search, Product Ion D/ )&
¥ Training ClX, Imazaril THERE L T 7Z 30,
i, Show XIC Details H¥ %2V v 2745E. BRI Peak DITO FIC
Library Hit, fHACAEHTRE R OFEM 72 E MO R RS NE T,
ii. ListzfIcAZn—42%Z & T, Hit LTo/bAW4 . Score 2 HERT 5 =
ENRTXET,

— @&Imazalil fromorange _ Gontral Imazalil from Oreanic oranee
Do |
i T2 8 4 5 &6 7 8 8 10 11 12 13 14 15 16 17 i L T e L L L L L - A )
Time, min Time, min
o D Bl Dl g
Masterview BEMKART HE HE #%AEEE#6? v ¥ -
C Number .
T Wifffile Sample  of e [7 g x a o u N piioi  miec iy  Exraction  Found At Expected  Fou
R Name Name positive Vol of o Mass (Da)  Mass(Da) AT (min)  RTT |

results

.--- 1 I TOZ0Z7 S O W B 25+ o M &

tibrarv-SearcirResuits

02-Data Qraanic orz
e Name CAS # Formula MW (Da) Fit Rev. Fit Purity CE i
g €= Imazalil 35554-44-0 C14H14CI2N20 297.1B38 92.7 91.9 35 II
Imazalil 35554-44-0 C14H14CI2N20 297.1838 4 BO.L 798 20 |_
Imazalil 35554-44-0 C14H14CIZNZO 297.1838 8.2 385 32.8 35 k]
Imazalil 35554-44-0 C14H14CI2N20 207.1838 578 229 13.2 50
t |V . B =Y ,l~:—|5‘ [
i Library Hit O
i W o
Positive result: equal or better v 5 | T TTRTE =T —= TS TS 0
Samplez| 01-Data [orange] | Centrok: 02-Data [Organic crange] v
]
Formula

WA ORMNE [ = wwn 2 S B e D wme f7 wl
(Hit Count: ChemSpider I-““mmlﬂ

Formula Finder Results

(> Database T D 'f lﬁ/ﬁ\ HHE;:I;::M m/z(Da)  Emor(ppm)  ErrorMS/MS (ppm) | Hit Count | ———
. S, e= C14H14CI2N20 9%.7 297.0556 0.8 1.7 1450
% H It éi) .8 257.05667 .8 4.8 T v

A 4 iv

i, FARRARNTRE R (training Tl C14HI4CI2N20) %7 U v 27 L£,
iv. Chemspider 545 LB E23BH £ . HE)T MS/MS OJF B THOIET,

P—TFHRD List TILEWZEIR LRSS Z & T, M, JREs B8 TR
éﬂij‘(}

V. HEE LTS A2 IR L, Select #7 Vw752 LT, BROE —7I1THE
ERPMEEES ., FERO Mol IS FRENE T,

MS/MS

140 of 1450 e *ﬁ i a EJ'JFEE—C%T_ Product lon ||

Frecurgor: 297.1

100%
Molecular Weight = 1 3 138.0800
801880 1-(3,5-Dichloro-2-mathoxyphem, 297.1798 T 96.0326
y 2 >
2268698 1-(3,5-Dichloro-2-methoxypheny 297.17976 E 40% 42.0110
20571931 2,6-Dichlor-N-(1-cyancyclohexyl, 297.1758 B o -49.9004
= 1
2268711 1-(3,5- . ¢ = H
— s o NN L
12517818 3{4-Cly ChemSplder bﬁ_ %ﬁ% F o T 0 0
Mass/Charge, Da

[C] ER wl- QAEEE Fragments

ted compeasition: C;HE,C\Z’ (158.9763 Da) i%_g?ﬂ l_/ fc/ﬂj mjz

]
c || - E @JH:‘EQ Error (Da) Composition =
~ [
ol e Q_,CT /El\q:% @1:%355: 9763 | X C7H5.Cl2+
of 1729918 4 2 ] |ooo0 C8.H7.Cl2+
5 | F ‘2 & [Snn aren = ) = Toomn Trans e ne 2
& Num. frawﬂents: 6
cl | Br 2

v@
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6.5 FRIFLHIRI
O  fRHTHRE RO

Save session E w7 Vw7 LET,

%  Training TlX, Training & AJJ L9,

x  BA<GE

@ MultiQuant,

Save MultiQuant Method as Text...
AV v K& LT, Save As MarkerView Peaks...

MarkerView J D fi#HTHE R DLRAF

E AR AT, MultiQuant D7 F A |
RH T,

MarkerView @ Peaks 7 7 A V& L TIRETX 4,

@ FEMTFERE D word L AN — MERK

i.
FilterByPositiveHit) % Z&{R
L. Open Z&ENET,

i.  BRIFdC. T ANV EEE

L. BRFEATVET,

X, A ==—/3—0 MasterView/Open Result 7> 5B & F 97,

Generate Report = 27V w7 L, HEO Template (Training Tl

File name: FilterByPositiveHit.docx

[N Select Report Template =
(LJ() [ = Public » Public Documents » ABSCIEX » MasterView » Templates ~ [ 4] [ Search Templates 3
Organize » New folder =y 0 @

A 4 Name Date modified Type Size
B Desktop | @] All Peaks - FlterByHighlight.en.docx AM  Microsoft Word D..
18 Downloads 7| © FikerByPositiveHit QTRAP.docx Microsoft Word D.
] Recent Places E FilterByPositiveHit.docx 9/23/2014 10:55 AM_ Miicrosoft Word D...
) Summary CSV format.docx 9/23/201410:55 AM  Microsoft Word D...
A Libraries
[ Documents
& Music
& Pictures
B videos
L ter i

+ | Report Template {*.doc) =
Com ) Lo |

Created with Reporter
AB SCIEX Printed: 10/12/2013 4:22:15 PM
609.2798 1 2.95 i vV
. B (Mass/RT isotoped ibraryFormula)
Retention Time: 2 .95 minutes Exp RT: 2.95 minutes
Extraction Mass: 60928 Analte hame:
Fit (%) 1000% RER (%) 98.9% 60827957295
Collision Energy = 35 + 15 ¥
TR, i (soamgle 11 1 OO0 T Enpraimont 3. + TOF W52 [70-T000] From 2. 596 miv
ecursor: 69 3Da, CE - 45 DCE-45
pactus Rusips . (EndSe15
g oz [ 1560651
]
£ W%
E e — an1an
H] ] L.l _—
-
S
100 150 200 250 300 350 400 450 500 550 B0
Mass/Charge, Da
Conctues Bom 1A vl Trarvgle 11 1000 G, Evgearart 1, +TOF WG (700 - T000) o 2927 o 2970
‘ E L
i |
|
|
| \ = | B0
30 [
25 3.0 35 =N | I Y R o
Time. min 6080 6035 00 E0s 60 65 6120 6125
. Mass/Charge, Da
Fold - N N Expecied | Found at Error xpecied RI| Found RT | RT Delta [lsotope D] Library
e Compound Hame (Library Hit) Score| Formula |Intensity Threshold e i (ppm) tmin) (min) (min) (%) Score (%)
No datg for
Isoptape
. Mo data for Rati Diff
v 609.2798 1 295 (Reserpine) 92% Foemulz xe) 250357 20 6092798  609.2797 -02 285 285 0.00 YereT 98.9%
Expected
A

e =




T =T (MultiQuant™ Software)

7 EEMEHT (MultiQuant™ Software)

7.1

¥ MultiQuant™ Software |%, TripleTOF® V) — X TG L7=F — % W TER
ZATH728H DY 7 v =7 T, TOF MS. Product Ion, MRMHR (TOF
MS+Product Ion) . Scheduled MRMMR 28 CHUS L 727 — X IZHOW T, EEXIT

WET,

% Training T {& . MRMMR (TOF APCI Positive Calibration Solution
MS+Product Ton) THUfGFL7=7—% (f STDO Blank
ROWHE) 2R LET, STD1 1000 £ 7R (0.001)

3% MultiQuant™ Software DFEMI 727 IZ STD2 100 %47 (0.010)
TFELTUEX, =2—Y—~==27/ (H STD3 10 £ 778 (0.100 )
AL, BEI) . Reference Guide (3530)% STD4 J5Li#E (1.000)
ZE LIS, Unknown 33 %7K (0.030)

XL OEEHISE F LTI, MultiQuant
Software @ Help 2" 52325 Z L BNA[RETT,

J7 ]\ ‘7 =7 @@@J A Gompanion Software
Analyst @™ Navigation Bar ® MultiQuant =% 7 /v 27 U v 7 &

HUNE, Desktop D> a— By hEXTNLIT U w7 L, F‘eak\.-r?ew
MultiQuant % AYA ‘B J:H:i T;‘O [N Peakviews 22

U\ ‘F@EEZP%% é j/b %) @ T Neither %@*ﬂ L N 70 s Wl Welcome to MultiQuant rz|
:‘):E y ]\ 7233_%*)_\' Lij‘o ‘What would you like to do?

" Guantitate new data
#  Training Tl Project : TT Training Z O £ 7,

(" Open a previously saved Results Table

{* Meither

[~ Only show this form again it the shift key is down

WIHRRE
¥ —)L23—@ Edit -> User Integration Defaults % [
% N /Tf}fﬁ‘j" E) 711/ :l\\ U X\‘A %g?ﬂ l/ i ‘?ﬂo Training VC‘\ gi Integration Defaults

!t

M4 2L, ARO@EYIC AT LETS, N
Y —)Ls3—® Edit -> User Units & Calibration Defaults %[} @ wan @ porns D
&, T DRERN., EBFEICHNDINT A =4 e E

ﬁ %%ﬁ( O) %ﬁ: %f %&ﬁ L/ i ‘é—‘o Update Expected RT: Mo

¥ Report Largest Peak

x Training TIiE %"ﬁ[i [ % i) 7 I N % D ﬂi], IIX O X ‘5 Iz win. Peal Wridth: [ points
]\jj LF ‘@— Min. Peak Height: [ooo

-

Units & Calibration Defaulis q Integration Parameters
- Moise Percentage: 40,0 %
Conoentration Units: | Baseline Sub, Window;  |2.00 min
Regreszion Parameter: |Area -
Regreszion Typa: |Lineer -
‘Weighting Type: |1 fwe -

7



73 EEAENT

(D File -> New Results Table (Z TAEAT 57 — & 238N L, WmAANZ YT L%
BEISH7-6, Next#27 U w7 LET,

%€ Training T/ 03 MultiQuant 7 + V X N DT — ¥ T X TENF 77,
03_MultiQuant 7 A VX% 27 Vw7 L, =% 7 Uy 7 LET,

[l Create Results Table - Select Samples

= Elﬁ

[ E [

Il Create Results Table - Select Samples

Current Location: C¥Analyst Data¥Projects¥TT Training_2¥Data¥

Awailable

Brovise. Selected

Current Locatior: G¥Analyst Data¥Projects¥TTTraining_2¥Data¥

Pvailable Browss. Selected

(2 01_Training

[£] MRMHR_STD 1wiff
) MRMHR_STD2mitf
[£) MRMHR_STD3miff
[£] MRMHR_STDA wiff
) MRMHR_Unknownaiff
Cal Data

(1 01 Training
(] 02_MasterView
(1 Gal Data

-1 03_MultiQuant
- (Z] MRMHR_BK wiff
¥ Blank
E1-[Z] MRMHR ST Twiff
- W 0.001dil1000
E1-(E] MRMHR STD2wiff
¥ 0010.dil00
- ) MRMHR_STOSwiff
¥ 0100 4il10
E1-[Z] MRMHR STD#miff
- W 1o00gilt
E1-(E] MRMHR_ Unknownuwiff
W unknonn 003

| hexs |

Cancel |

(=) |

Gancel |

@ Create New MethodMQ4)Z IR L 72 New 7 U v 7 L, 77 A N4 EAIILT
Save L¥ 7, JTLOMEHIZE > T Next#27 U v 27 LET,

¥ Training TlX Reserpine & AJ) L £,

MO Create Results Table - Select Method

Select an existing quantitstion method or create a new method now.

(" Choose Exsting Method

tethod Name

[ Edit Method

\/E Cregte Mew Mathod ;@

tethod Mame |Click ‘Mew' to select method

(™ Use *Automatic’ Method (ME4)
(Created on-the—1y and most use ful when MRM transitions differ between samples)

Save As |E‘ g‘

Save in |Lf) Quantitation Methads j &% E-

e

My Recent
Documents

©

Desktop

< Back O/NextE/|cancE| |

% 28 B LD E &M CIE,. Chose Exiting Method ™ Open 7 5 BEAF D 1E

v

.
My Documents

My Computer

My Netwark — File name:
Places

Save

e ———(
Quanthethod [*. gmethod) GnCEl

Save as lype:

A

Yy REMHTLIENTEET,
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® B — 7 =) ﬂﬁk ;’C’L,?ji 5 7’:_ &) 0)1&2%% % 7"/]/ %::iig m Create Results Table - Select Representative Sample

The recommended Representative Sample has been automatically selec
?R L/ N NCXt ;Ef 7 ) D4 7 L/ i j‘o only if required.
Sample Mame
D ni 8 3 MRMHR, B wiff (sample 1) - Blank
>'< Tralnlng T 63: STD3 %@?ﬂ L/ i ‘ﬂ—o MRMHR, ST[‘JNWImf?a(gs:p\E - annnm _diltoon

MRMHR,

1 (samp\e l) 00110 dlIlUU

© fLE0E CERIERTLAAORBEN | e o
jj [_/i'ﬁqo nknowrwiff (zample unknown_

% Training TIILLTO X S IZASN LETS,

« Experiment D 7 /L& 7 L 735 “1 TOFMS” % %R L, Name : Reserpine-MS, Start-
Stop : 609.2807-0.02 (Precursor lon D&% E f#&-Width (Da)) & AL £,

Expetiment: |1 TOF MS (100 - 1000} -
Row | ) 13 | Hame | Group | IS Mame | Start — Stop |
1 [] | Reserpine-M3 FEI92s07-002 :

« Experiment D 7' /L% 7 /)3 5“7 TOF P1 of 609.3” % 34 L, Name : Reserpine-PI,
Start-Stop : 195.0652-0.02 (Product Ion O f#% & &- Width (Da)) & ASILE T,

Experiment: |? TOF PLof 6093 (70 - 1000} j
Row | s | Hame | Group | IS Hame | Start - Stop |
1 [[] | Reserpine=FI F19h0EE2-1 02

¥ D Productlon Z 5 H T 28551%, 7—7 /v ETHZ Y v 27 —Sum Multiple
lIons Zi&RT % & Product Ion Z AS1T 557 Lz, BEANTEDL X

DICiR Y ET Product Ion A1 TX £7,

Experiment ‘? TOF PIof 609.2 (70 - 1000} ﬂ { A \
Row ‘ I5 | Hame | Group | 15 Mame | Start - Stop - 1 | Start - Stop - 2 ‘ Start— Stop- 3 |
1 [[] :Reserpine-FLmerge ! 1950652-0.02 174.0913-0.02 307.212-002

%  Scheduled MRM 7 /LT U X L& AW HBIET, EELEVEEDN ED
Experiment THIE STV B 0vb b AR & & (21%, PeakView™ Software
RETT=HERNTHRLET,

® Nextz7Z7 YU w7 35E, 3TO Experiment Z a8 L TV 72U & DAL &
FTOT, OKE2Z U w7 LET,

® REV L TNLOE—I NHBTHESY SNDS DT, MSEBILOPIDOMFIZOWTHE
HAELFET,

X OSSN TOWAWESIX, ERT v/ TCE— 852 A ET

X BEULEMDH DG EITT R TUIZOWNTE =7 RS STV D 0 R L
—a—o
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@ Outlier Settings TiZ, KT C T, BHENSDAIEICT T 7 21T 5 2 LM
TEET

¥ Training CIXT_XTCOF =7 2/ LET,
XD LAN TV DRER RO FIIENOE 7 IZEDY £,
Ll Create Results Table - Qutlier Settings (=

Set criteria for flagging outliers.
[ Accuracy for Standards [ Accuracy for QOCs
Max. Accuracy Tolerance for LLOQ (lowest Std): an % Mazx. Accuracy Tolerance for QC: h%
Max. Accuracy Tolerance for Stds except LLOGC: 15 %
r [T Caloulated Goncentration
<Back | | Finish Oancel

RN T L5 Finish 227 U v 7 L1,

© Result Table MERL 4, BRI ET,
¥ A =a—/N—/»05 Edit > Cache all Chromatograms Now % i#®.5% & — &
Chromatogram ZBRVMzf%, ¥ v =2l v~v hOT—Z B REINDDT,
TO®OIR (BF) BEIRD ET,
FRT DT LML LT-WGEIE, 7—7 Vv ETHEZ U » 7 —Column
Settings T EZ TV E T, AJJ L7z Format i D [ZH B TOxMEFRm NG 0 &

Y ET,
9 Training T ¥ . Actual Concentration L
Impat... Export...
Number Format (Z [0.000) & A Jj L | ot | Bt |
Sample ID, IS Name, Component Group Accu::;:_:'umn e | VI © |E.E;1be' T
Name @ [Visible] OF = v 7 Z33 L., I Bos Hobodlre. g
. CquiEiton Uate e
%Zr\‘ a: L/ i —g_o Actual Concentration 0.000
R VSN e Area 0.000e0
>:< : : -/C\\]\jj Lf:ﬁé‘j]*ﬁ‘éiuj:@'fﬁ!i\ & B Areaz’Hz.aight O 0.oo0
T =T IWICANFRINRNTET T, e DT SR

ERFHEICORMINET A,
@ Vo INEA T EFEERRIREZRO LI ICAT LET, ST Va AT ET N
2B L E T, 973T@ Components (ZDOWTASLET,

All Gamponents Sample Mame | Sample Type | COmponent | ~ P'Ctuaalticn Area Height
B :
E’E"F'““ IS Blank Blark Unknown ) FA 738002 153622
zerpine=-FI L

0001 dil1000  Standard Urkrawe 0 246ded 1580e2
(L& ¥4 (Component) |1 Standard Dot Cortor 18 34804 f640e3
20wl 10 Standard Blank a0 49666 18304
1 Standard Double Blank (oo §.183e6 1.0096
IHI rknomn 003 | Unknown Solvent i G505ed | 200%ed

% Actual Concentration (ZAJ) L7 fE % >4 T? Component |2/ S H 5 1T1%,
T—7 N ETEHZ U w7 L, Apply Current Analyte’s Actual Concentrations to All
ZEIRL £7,
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® 27V v 7 L, MERLOE—7 Z2FREEEJ, Result Table, 7 2~ b

Used Calculaed ’_.L‘E_’ %ﬁ“?ﬁl: %

Components & Groups |§ | # e e ¥ All Sample Types * %7. ﬁ Q
=0 R ]

All Components

SampleType‘ Component ‘ G ncmlaalti:n ‘ frea ‘ Height

= _— T Name Goncentration
tegerpine—Ms F T F—
‘ Reserpine—F1 id Blank k) k: Blank Reserpine-Ws | N/A NA NA :ij' :N/P'
D001 dilge Hen fard Reserpine-Ms | 0001 246423 4 f80e2 Loont HETRE]
|' ] n.o1odingo Standard Reserpine-Ms noto 34824 sono7 26802
[ n1o00din Standard Rezerpine-M5 | 0100 4 965eh (k] L8287
Component [ 1o00din Standard Rezerpine-M5 | 1.000 f.183e6 HAH] 210199
>~ - — | unknown_03 Unknown Reserpine-M3 | M/A 8 505ed 2092e4 7] 0015 I
pater 20 trrresrrsn :
EFEEFESS\DI’] ﬁ Q =y
Callibration for [Reserpine-MS: v = 60692226 x + 646520632 (r = 0.99792) (weishting: 1./ ) *ﬁ iffy?
e W
befi
defi
il
i 3efi
2efi
1efi
el
0.1 02 0.3 04 1] IR} n7 Ik} 04
Concentration
y o wBalE Q]

v @gr V=2l U/ VN

T v -l.0 ite Hoscrpare—MS Reserpine-Ms Reserpine-M5
Gaussian Smooth Width: |1. points Blord: o DA'DU]-giL%%D% g-”'“—gii‘s”zud
> . 22 i Area-Na rea 2.46de rea 3.48de
Epimiiy I min ke A Height: 45802 Height: 6403
RT Half Window: 15.0 sec Toag 1000

z S & 5000 119
Update Expected RT: Mo % 500 % 500 319 %
- 2 2 f\M £
a0 ] o ] S

Min. Peak Width: 3 paints 30 5 30 75 3 35
e e T oo Time, min Time, min Time, min

7T A, REFIIY 7 LTEY, Bl Component Zi#INT 25 L RRNPEDY
ij‘o

X BEOALEMHNR S HEF, i L2V aksr & Control 55— % fif L 72725 & B HGEIN
TAHEZENTEET, ZDOHEA. Result Table & 7 o~ FFEREEIZITERL
TALEY DT R TOFEBRNE RSN, BERITEREZINET,

¥ Blank F— 472 Y. RRHUC LIZWF— 4 28 IR%, 27 o~ hEorERo ®
R ) w35 E, E—IORBHEEEELZTDHZENTEET,

¢ ResultTable ® Used 7 7 LDF = v 7 AT L, ZDOT—XRA L b ERER
MHEEINT B ENnTEET,

@ Y —/L/3—O File -> Save As THARTZ (T THRIFL £,
% Training Cl¥, Training & 4 R1% T TR L E T,

% WMELZIN U T, Report Z1ERK L
7, WV —/L3—O File 7> 5 Create
Report %E*}{ L/\ H El,\jo)a: :/70 I/ Repart template: ’W M Open in'‘word
— ]\ N Hjjjﬁzﬁ%i%_g*ﬁ L/\ Zl ﬁﬁ% Generated report file: ’Training.dum—

H‘GT’C OK %7 U b4 7 L/i‘a—o Output Format: @ wod  HTML ¢ PDF  © [5¥

[” Create an individual report for each sample (Recommended For large reports]

Wl Create Report E‘

Ok Cancel
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HEDF1—=2Y
~ Instrument Optimization~

8 EBEDF=2—=7 ~Instrument Optimization~
xR OBRE, SMRECHET D70, BEMITFOK T A —2% A8 T
LT HHE T, EEDORA VT AL DEZEOMEER, BIR%kRE, D6
IS I B3 L T IZE W,
« AEAEPRIE L LT, LT ORIEEEMA LE9, TOF MS JIEICT, HHME®H
E— I PRHINTWDHZ 2R L TRBEET,

s S 2 KR
6600 Positive |[APCI Positive Calibration Solution JF i (#4460131)

& 5600+ | Negative |[APCI Negative Calibration Solution J5 % (#4460134)

Positive & [Tuning Solution (Csl 500nM / Sex Pheromone Inhibitor iPD1 50nM, #4457953) :
Negative [Taurocholic acid (1ng/uL, #4405241) =1:1

4600

(D Navigation Bar @ Instrument Optimization % 27 U » 7 L UEm T”e and Oa“brate_ —
Instrument Optimization % L) L £, ]

NN . B A Instrument Optimization 5 @‘
@ LAHORXvB—UNRERINTZHE. OK
% 7 U D% 7 L/\ Backup %Ey D jz-é‘o |: t:' I:si:itir:gzxg‘:tggiz:szn software has made a backup of the
"~ You can restore the instrument settings by clicking File > Restore
Instrument Settings.
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T % 2% |Z Instrument Optimization i C, HHJD Polarity, {3 % Tuning

Solution ZJ#R L 77,
@  Verify Performanace DF = v 7 Z4 L ¥,
(B  Select the instrument components to Optimize T4 %72 Mode ([ZF = v 7 Z T T

IR, NextZ# 27 U v 7 LET,

*  Enhance H$5E T 4 535413 Enhance Ion [CF = v 7 Z T £97,

77 bk

xR

TripleTOF® 6600 / 5600+ System O i

BEAN L L 722 W E-A 1 TDC Initialization |2 F = » 7 Z T CTFEITL £,

B Instrument Optimization POSitive: APC' POSitive Ca|ibrati0n SO|uti0n
Eb Gt R Negative: APCl Negative Calibration Solution
@ Tuning Solution  [4PCi Positive Calibration Solution | Polaril@ # Positive
M © Megative
Verify Performance Only
Select the instrument components to optimize: @
TOF MS Product lon
High Resolution Hi%Sensilivity
W%ne W Tune W Tune
7 " =
Detector Advanced BINL AW T
¥ Sensilivily Peak Findingfange < fi é v N,
= [ TDC Initialation
™ Q1 Resolution TargetWwicth (Da) [0.70
I Q11 Calibration
I Enhance lon
Help Hide Advanced Options @ Exit

TripleTOF® 4600 System ¢ [ H&

Positive: CsI_ALILTLVS_Reference

Insrurne'll Optimization Negative: CS|_Taur0Ch0|iC acid*
File Edit Help
@ Tuning Solution  [Co_ALILTLYS Fefmenca = Polarity @ Positve * Csl_Taurocholic acid
" MNegative N 1 - H.
N‘ Verify Performance Only 73 U N AT i
. - A1%. Taurocholic acid
Select the instrument components to optimize: @
TOF MS Product lon @ Reference Table %
Copy L T TOFMS @
“%“9 ¥ Tune Reference Table DV >
: i B A 2 miz 79.9568
. ) Z 3 A A m/z
Detector Advanced 1% j:R L f£ ANG 126.9050 L: 7R E LT
W Sensitivity Peak FindingAange (0 < 7“:“ é I/ \o .\ 8
= ™ TDC Initial&tion _J {/'EE‘Z L/T < f: é % \o
I Q1 Resalution TargetWidth 0=) 075
I Q1 Calibration
W Enhance lon
Help Hide Advanced Options @ " Exit
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® MBS T, File 7> 5 Backup Instrument Settings
Files Z IR L, RfF4HEZ A L THRIELE T, Bz § 20 atells

(BUEDRT A—=Z B RESNE T, LTS ':”""F' 5:“'”“'3”* :Eﬂi"ﬁ " Ctri+B
- . DeEtore INETrUmen EITINES FIES
TR EIZR T %561, File 7» 5 Restore
Instrument Settings Files Z3&fR L, backup L7=7 7 A /L& TR L £7),

@ TREZEBIZ, A3 ROKE WHETCHLEHE) EEHTL20 Y oRN
2L FlowRate # AJJL, Go!lz27 U w7 LET,

2 Instrument Optimization E

File Edit Help

Infuse: APCI Positive Calibration

in positive mode

Type the ion source parameters in the following fields, and then click GO.

Source Parameters Sytinge FParameters
FOS
lonSpray Voltage 5500 Syringe Diameter (mm) |4.61
lon Source Gas 1 116 Flow Rate (ulfmin) |10
lon Source Gas 2 |0
DS
Flow Rate (ulfrmin) |10 Ensure outlet of CDS is
attached directly to the
DS Inject | CDS Refil | s Purge| ES| probe.

Help < Prew GOl Cancel

Instrument: TriplsTOF 5600 Tnstrumsnt Optimization Ve 34804 40
BHEE LN FAT S, MERO LR — FOMER SN E T

x  FHIBNZ T pdf ICTRIFT HZ ENTEET,

*  T—213 UTOHRIC, BIFHREOAST27 + VZ4 TRIFSNLET,
D:\Analyst Data\Projects\API Instrument\Data\Instrument Optimization
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AVTFOR A AIY—REELD
A 23— 1 —X)

9 AUTFFUARA ALFVY—ABIRAL, UV E—T =—R)
AF VR A—FT v FL—F FIVITLRAFL—F DAV TF R

 HEPBEL TOWDLREBETITI) LN TEET EBEZ LD LIMNETH Y £
Ao

x AEEPIX, X =T V=D ) T7T v AMMOFREEFAL T EEN,

(D Tune Mode 7> Acquire Mode T, Tool Bar ® Queue manager‘ YA N
%m%ym%7977bfﬁﬁ%$m%w:biTo

X HEZIT > TWHERHT, HIEZ T 1§ 50

FVT7 4R
BKTTDHETEBELIEIN, FL—k
A FPRE O L =% BEIF T, A A UPEOE
E bR L E 9,
A F PR EELSED BIFRR S FRNCEIWTIT
TLET,

FV T4 AT VL= eBIZRNL, hI—T
T L= FEoTSFRITGIWTERY A LET,

BN LI —T 7L — b &2 50% A% ) —)L
R50% 7 h=h U VETHE ET,

TV T4 AT VL — DOV 7 4 ZLOJED %
AT TEHERA LT, 50% A X ) —1X50% 7 &
f= kU NVETHE ET,

X O FXFLTALIIESTWDE ) HITHIWE N E
TOT, AV 74 A7 — MIMEDLRWTFEW,

AN T 4 ZAHFTHE OO TERSELRWVWEIICHEE L T Z &N,
D =T FL— E2RLET,
® AFv/—ABRE~RELET,

® © e o ©

AV 74 A4

AV T T RABERT AHEMICONT]
o AU OEEBSOERICHER T 2R OER AR T
. Chemtronics 152 Foamtips 23 #ELE T3,
¢ K :CatNo.CF2050 (VU 7 4 ARMmOIHERAL L)
« 1 CF3050 (%F~—= Qlet® ion guide DI 72 &)
o /N CF4050 (VU 7 4 Z4LOERARE)
s JVUTT7 v/ ABTPFLE  MICROFLEX 347w 7oL
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ru

(Shutdown & Startup)

10 EEOBER, EIEB X UO¥ES) (Shutdown & Startup)

10.1

S ee

® e e 6

SIS

o
[FS)

@0 ee e e

EEOBES)

HIEHRE T, Tune Mode 7> Acquire Mode
T, ToolBar® @ 7 ) w %, Bdz 2y
v 7 LU CHEE % Standby I L £ 7,
KIRDOEH DOEIRAA » F 20 15 FEEE
%, BHESD EFET,

VEZIS U TCTPC b FEE L £,
AENEOEZEENR L E TR HLE
‘j‘o

WA 5T |

Circuit breaker

B DE -

HIEKE T %, Tune Mode 7> Acquire Mode
<. ToolBar® @B 7 U »s1%, Bd% 27V v LCHE% Standby 12 L £7,

KIKDERAA v F 200 15 pRREMRDE T,

SO —2 ) — R T2 £,

MEZE U TPC T LET,
KOAVTFTUAOERIIFICLED Y TEA,

AENEBRKEIZRE D ET 30500 EREB ET,

Circuit breaker switch D %7 /3—7% 4} L | Circuit breaker switch 2] 0 £,

MG U T, BRyr—7 NV eHlE, TAOMBREGY £,

T T

EEDER)

ARG LET,

N2 V=R —ZDEHITMARENLET HETH100) BRHELIZ W,
B —7 N ESLET,

PC DEIRZY) > TWI=HEIX PCILH EIF, Login L TL 72 &0,

SO v—2 ) — R TN BT ET,

Circuit breaker switch O 71 /3—% 4} L Circuit breaker switch # A#LE£ 77,
BIHAA v F & ANET,

Analyst® TF software % 28 L3E@E ORIEZ HEFR L T 72 &0,
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k< 2 )LD [E]E L Xt

11 ST ADERREL kL
11.1 b7 oEhEE

X T URTZV =T 7 AN (Ytmp) RN T T T T AIVINN—RT AT &
JEBLTWE7ZDIla s Ba— A —0BESRES R LBHY ET, 20D
TeOEMRNC L T OIERZAT 9 Z L 2@/ 37,

O FR_TOY7 =T x#MC, PCEMERLET, J £ see more resut
@ #CE)%. Start — Search Programs and Files (Z*.tmp & AJJ L. R
T —LET,
@ BAVZ [ TSR YT A Computer (A H L | @\:’[l’.' — 'l"‘lw'tmp]
HERELET, OgFt e —
@ [FONTMBEMERETXTEHIRLET, =i e B
® Areyou. DAy =TV RHEFTOTYesZ 27 Vv 7 LET,
® WHETEZ72\) File LIS % delete L, FREBHEIEHAZ&T LET,
O TAZ Ny 7 E®Recycle Bin#47 Y v 27 L, Empty trash CZAF & ZEIZ L E
7
112 FF7NOx1
¥ error 78 ENVELUTZERIZ, LT OFETHIG LTS IZE VY,
(@  Analyst® TF software & T L £7,
@ Desktop ® L 7%5‘\7“/1/71‘) 7 LET,
@ AnalystService ZE##%. ™ & 5\ Z Stop T AnalystService ##& T L £,
@ HPLC & D5 T Error 23E U728, 518, L EIZIE U T HPLC fHEEHE L 77,
% Waters 1> HPLC 24/ L TW 235613, HPLC BEE#Ei#%, @0 Service M
T Acuity Service Z fC#) L £,
@ Analyst® TF software & FFEES S FIF £,

% LL_E D771k Hardware Configuration C X 720 /2 £ Analyst Software 73 (F i [ Z {2
B LARVWEAIE R 7 7V ORML 2 ~HEA T ZE W,

113 b TNORHL 2

X NI TR OFETHILZ2WGAIE, LTOFETRHEL TS EEN,
D  FFTAORHL 1 DFHET Analyst® TF software, AnalystServices Z#& T L £,
@ arva—X—%FHEE%, Analyst® TF software Z &L H LT £,

% LLEOFHET Analyst Software 23 IEF IZEE) L2 WIGEIX N7 7 OxL 1 O
¥ ¥ T EE Analyst® TF software, AnalystServices % #& T #% . Analyst® TF
software Z FHELE) L T 7230,
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IIJ\\ 1_.|- *‘I‘

12 HAHER

12.1 Reference Table DFEEE « VERK
%  Training CTIIATWVEH A, E——

Galibration | Resoltion
New
fw Positive
. . Reference:  [PPGs Pos. Galibration Ref |
O Analyst ® A = =2 —/3=715 Tools -> Settings ->
¥ Neeative
Tuning OptiOIlS. . 75_/&%?}_\] L jz ‘g‘o Reference: [PPGis Hee. Calibration Ref. =
: : NS ete Delets Eference
@ BAV 7= Tuning Options D ¢ > K7 LT, @D“Sm | |
Reference N & &L £7, I P RN

(® Reference Table Editor C. New 7R ¥ o CHRIZT
— T NVEAERT D0, Copy R¥ > CTHEAFDOT —7 V% 2 — LT Name ([Z4HI &
DT CTHmE L £7,

Reference Table Editor &|
Mame: |CsI_ALILTL'-e'S_Reference j New | Copy | Delete | (+ positive T Negative Calibration Valve Position: |A -
Reference Ions for TOF M5 Calibration: Reference Ions for M5/MS Calibration:

{(Product of 829.53933 Da)

Precursor Use for CE for DFP for Retention s

Fragment mfz A
Use | Gompound Name | "nr7 (hg) | MS/MS | MS/MS | MS/MS | Time (min) iEa || e e | ©a) | -
[ = |c= T3z O0488 | [ TOD00 | B0000 o.on — 15713350 E
[ —— raptide s ahialoe FTTATF] = W TaTaTe FaTaTaT Fa¥Te 7 =3 18612860
3| P |ALILTLVS peptide| 82053933 & 45000 80.000 0.00 ]\ = 21613900
& T T B 22717540
5 — [ 5 | > 26816660
B — i B
£ . N T _ N
O TOFMS fi7—7/v [ s Productlon 17 —7 /L
£l — 3 —
[ — A 0 SERTTTIA
i1 — — 1 — 51234430
B — — B — 53Z33H 0
[E = = [E = BO7.41 780
T4 — — T4 = 52642830
[ [ [ [ = T2440670
I3 — — [ = 31152880
T [ v [ SRR
Retention time is only used for non-CDS configuration. Retention Time Tolerance: +/- |0.000 sec

oK | Cancel | Help |

@ TOFMS T & L7AbEamH D 1{bEM D Use for MS/MS (2T = » 7 T,
MSMS DX % U 7 L—3 3 A U NGRIRL MSMS JIEDSAEA A LET,

¥ MS/MS TH 20U EDOXFY Y T —var A4 2@ RUselZF = 7))L E
TO

X IR OEANIZ CDS 2T 534518, 4 Lo Calibration Valve Position [Z¥AE A k
JL %545t L7~ Valve Position Z 18R L £ 97,

® OK %Z# L T Reference Table Editor 7 1 > KU Z AL £,

® Tuning Options 7 1 > K7 C, Update Std.7R % > Z#f L 7-t4. OK Z## L T Tuning
Options 7 4 > R ZA L £7,
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12.2 CDS DEMEIZDWT

€ CDS DTA AT NRAL TS L KR THIT . Auto Calibration 735
WT25E603HY £, TOHEIE. Fitllrnd L 51 Purge 1TV E 77,

D Navigation Bar ™ Manual Tuning % % 7 /L7 U = 7 L, Tune Method Editor [Hi[fi &
EE) L9,

@ Polarity IZI13 53079 2 M4 2 B Y, |[CDS Purge|%#f L £ 7,
¥ 1@, Calibration Valve Position {3 Positive Mode : A, Negative Mode : B 97,

Ramp Parameler [ EditRamp.. | [MS Method v| [/Use  [Stan Syiinge| [ CDS Inject| [ CDS Refi(] [ COS Purge |
| sourceseas | Compound | Resoiution | Detestor | MS | Advanced M5 |
: Declustering Potertial (OPY [ oo =
& Method Wizard = TOF Masses (0.
Calision Energy (CE) 100 = Scan type: TOF M5 ~|  TOFMasses [Da)
T& Buid Acauisition Methad =
Buld pequisition Batch Accuration e ;- 0.249966  (secs) irc {100 Hax: (1000
& Explore
& Open DataFie Polary . Display Moo Conterwidth
@ Positive
&) Open Compound Database ) Negative Center (Da)|  width (Da)
A Crmnanion Snfuss \. i} 1

CDS Inject:
A& &4 L | Calibration Reference Table T
X E LT TR AR R LB CDS Inject flowrate T
FRE L7 il CHEERIR 2 B A L E T,

CDS Refill:
CDS Refill/Purge flow rate TixE L 72l T, &
WBRORFTEITVET, WBHFIL, 1000uL/min TZ
HI A3 IH0 £ AL

CDS Purge:
N—=VEMEEITWE T, S—TEEIX, CDS
Refill/Purge flow rate TEXE L7t T, BfES
Vo DETE LTV DIEEOHEH, =Dk, &
\ZE T AR OM TR OEEEZ Z N ZFH 2 [T

XOKSIORENNY 9, -
CDS FHRFDERE R

= CDSZAPCIZVu—7~HAL, ¥V 7L — g AL TWSEHA, APCI T 4
b4 %728, Gas2, TEM OMEN LT HLE T, GS2° TEM A 0 Tl A A Ak Z 0 £8
ho —filE LT, GS2=50, TEM =550 72 &', EH 54, APCI DA A AL Al RE 72 5ufil & A
NLTLEE N,

. ESI Yu—T%FHTAEA. BT VT AR, XMBT UE=ULREDNNY 77—
EUSINUTZEBEDIE ) N, BEN LS BRE LA A AL IREcE 9,

= APCL ESI & b2, HAIWIZATL—DFHNRH 572, HPLC Zji LTIREETT v —7 DR
UvaEEHAIRERENETOLNENHY £,

FRIZ ESI 06, CDS WA EAT 286, Moo —rnra—7R Yy a OBz

ZIFHZENHVET, ZNOLOE—I BRI FIBMHEHENLWEESIE, ESI Ve —T7% 4 7

A AFLISH L TIESIT TATL &N,
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12.3 Library ~®D%4% (LibraryView® Software)
IDA CTHUE L 72 MS/MS % LibraryView % i > T8k d % LTI,
LibraryView® Software % B & £,
— &7 VUy7 L., BT OIEMEREADILET,
¥ bEW4A L Formula 1340 T A LTS IZE 0,

¥ Training Ci3b&#4 Training-Reserpine, Formula: C33H40N209, fifid =2 %
gk L FJ, Mi&E=UT TT Training\Data\Mol Files ® Reserpine gz A iV E 97,

%

o)
@

)

Training-Resarpine
[Trainina-Reserpine |

cas [soses ]

........

MS Spectra # 7% 27 U v 7 LET,
Save Changes D A v —YNHET DO T Yes#27 U v 7 LET,

Edit Mode, #s%= AddSpectra% 7 U 7 L, BT 57 —¥ 77 AL
(Training Tl Data\02_MasterView (Z& % 04 Reserpine IDA) %% L £7°,

Name O =% 7 U v 7 LE7,

Xk L7V MS/MS % Mass, RT D1
Wa IR L £,

Edit Mode

File: 04_Reserpine_IDA.wiff

(©] Name WIff File Name
DA] 1.000 dill 04_Reserpine_IDA wiff

Training Gl Mass: 609.3, RT: 2.95min ZE&R L T 7230,
Add Spestram =27 U v 7 LE7,
@ Save 227 U v 27352 L THREESNET,

*

© o
TIC (sample 1) - 1.000 dil1, Period index 1, Experiment index 1 Backaround Subtraction [

Open *.wif file

File: 04_Reserpine_IDA wiff

Mass RT | cE || ohie
& 5 5¢6 ‘F
5 4 2ho |

H [ |

g 3 | N I

[ [ \
] 28 \ . Mo AT\ I\

[\ s s \
166 i) 22 . ﬁ,.&;k\’ -
N s ¢ b
05 10 15 20 25 ip 35 40 45 50 S5 &0 65 70
Time, min

Add snactram (€ [ B X

5000

Added Spectra
KN:uu\reu Spectrum: TOF Pl of m/z 609.3, RT=2.95min, CE=45

Intensity, cps.

6000

4000

2000

18

o

174.01
1877

128.11 | o,
h

‘JHT‘ 2

8 o
| s 400 o
§ %0
£
= 2000 Ao 4320
707 206.13 1818 577
100 150 200 250 300 350 400 450 500 550 600 650 700 7SO BOO @S0 900 950
m'z, Da
Acquired Spectrum: TOF Pl of m/z 609.3, RT=2.95min, CE=45 C i

07,

285.10
338,18
==

.28

2
24820

s
2.1 T i

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Time, mins

9

0



12.4 MasterView % F|f L 7= MRMHR O EBFEAT X Vv~ ROIERR
MRMHER DEE X YV v RYERKIE MasterView 24 [ U 7= J7ENMER| T,

(D) PeakView @/ — /L X—_> MasterView 7> 5 New Session %2 7%4K L. MRMHR CHy
ST —2 %&£,

%  Training CTl% 03_MultiQuant 7 #+ /L4 ® MRMHR_STD4 Z{HH L £,

Precursor Ion DIER D HBEKDIFE

O & H 7 LBV T Name : {54 . Mass (Da) : Precursor lon @ m/z i,
Width(Da) : 18 (1 0.02 : £10mDa) # AH L £,

x  TOMBEN D> TV DH%EETE Formula 77 A2 AT L, Adduct 717 A
A A % ANJjL %9, Extraction Mass (Da) 7 7 MIB#EFHEINE T,

* Excel PHab—&R—A KRB TExET,

— @ Mass (Dz) @ Beracton | with | Fragment %ﬁtﬂ”ﬂt Expectd
aminoheptanoic acid 146.11756 146.11756 0.02 0
amino-dPEG 4-acid T Do THWDHEEIZIAT] 5981 0.02 0

clomipramine 31516223 315.16225 0.02 0
amino-dPEG 6-acid 354.21224 354.21224 0.02 o

|} _ amino-dPEG B-add_ _f{_ _ _ _ _ | L2467 | = Ap2ed6s | _ 002 |, 0
reserpine 609.2806 609.2806 0.02 | 0
~amino-dPEG 123-aad |~ T T ] g18.38953 |~~~ T " BiB3ess3[ om” | 0
Hexakis(2,2,3,3-tetrafluor 922.0098 922.0098 0.02 0

® Process hZ %7 ) w7 LTCE—7HHEITWVET,

Save MultiQuant Method As Text 7R & >/ Ed 27Uy s L, ARt CRFELE
7

@

@ MultiQuant ¥ 7 h U =7 ZiEE L, Y —/L/3—@ File -> Import -> Quantitation
Method form Text (2 T@THRAFL/IZT 7 A /L AZZEIR L, Open 7 U v 7 LET,

®

Select Sample B A3 F R SNDHDT, REY T La 1 OFRL, OKZZ U »
7 LET,

*  Training TI% 03_MultiQuant 7 # /L4 ¢ MRMHR_STD4 % fl L £,
® OTHRELIIHEREMRLET,

Components l Integration & Regression ] Outlier Settings]

| Experiment:|1 TOF MS (100 - 1000) | |

Row | IS | Name | Group IS Name Start - Stop

) [C] ' amincheptanoic acid aminoheptanoic acid 146.1076-146.1276
1 2 [] | amino-dPEG 4-acid amino-dPEG 4-acid 266.1498 - 266.1698
EE [T | clomipramine clomipramine 315.1523-315.1723
4 [C] | amino-dPEG 6-acid amino-dPEG 6-acid 354.2022 - 354.2222
s [] | amino-dPEG 8-acid amino-dPEG 8-acid 442.2547 - 442.2747
N 5} [T ' reserpine reserpine 009.2707 - 609.2907
7 [C] | amino-dPEG 12-acid amino-dPEG 12-acid 618.3595 - 618.3795
| 8 [] | Hexakis(2,2,3,3-4etraflu._. | Hexakis(2,2,3,3-tetrafluor... 921.9998 - 922.0198
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Precursor Ion / Fragment Ton DR 2 & & LiI-545

O & H 7 LTV T Name : {LEW4 . Mass(Da) : Precursor lon @ m/z ff,
Width(Da) : #& (51 0.02 : =10mDa), Fragment Mass : & &|Zf# 35 Product
Ton ® m/zfEZ AT LET,

@ ProcesshHF &7V v LTE—7HHEITWET,

*

Extraction Experiment (#) I3 F &)

@ LD ~@DEAEEITVET,
@ OTHELIIFRLERELET,
MasterView T Fragment Mass 77 7 AIZ AT L72ALE&#1E. MultiQuant | Tl
Experiment 1 TOF MS 7> & Precursor lon {5 #23FR724 1, 7>V 1T Experiment X “X

TOF PI of XX (Z Z CiX Experiment 7 TOF PI of 609.3) (2, E&IZMHEHT S
Fragment Mass DAY 3, ZORS DO MS E®E2 7T 5121, FASTHE

*

WS nET,

%  Training Cl3 Reserpine @ Product Ion m/z195.065 % Fragment Mass 77 7 A2 A /)
LE7.
Extraction Width Fragment | EXiraction Expected
Name Formula Mass (Da) | Adduct Mass (Da) (Da) Mass (Da) rE;E:E”ment RT (min)
aminoheptanoic acid 146.11756 146.11756 0.02 0
amino-dPEG 4-acid 266.15981 266.15981 0.02 0
clomipramine 315.16225 315.16225 0.02 1]
amino-dPEG 6-acid 354.21224 354.21224 0.02 0
— —amino-dBEG &add J - — — — _ | 44226457 |- — — — = 49226460 | WL _ - - — — - 0
reserpine 609.2806 609.2806 0.02 195.065 1 0
amino-dPEG 12-acid 618.360953 618.36053 0.02 0
Hexakis(2,2,3,3-tetrafluo 922.0008 922.0008 0.02 0

WABMLUET,
Experiment:|1 TOF MS (100 - 1000) |
Row | IS | Name | Group IS Name Start - Stop
| [ amincheptanoicacid amincheptanoic acid 146.1076 - 146.1276 |
2 [[] | amino-dPEG 4-acid amino-dPEG 4-acid 266.1498 - 266.1698
EE [T clomipramine clomipramine 315.1523-315.1723
| a [[] | amino-dPEG 6-acid amino-dPEG 6-acid 354.2022 - 354.2222
s [[] | amino-dPEG 8-acid amino-dPEG 8-acid 442.2547 - 442.2747
s [[] | amino-dPEG 12-acid amino-dPEG 12-acid £18.3595 - 518.3795
7 [[1  Hexakis(2,2,3,3-tetraflucropropoxy)ph... | Hexakis(2,2,3,3-tetrafluoropropoxyph... 921.9998-922.0198
=GR 7 TOF PI of 609.3 (70 - 1000) -
Row | Is | Name | Group | ISName |  start-stop |
1 [[] | reserpine reserping 195.0550 -195.0730
=

® 4 Experiment DN % filEid % . File > Save As CEEA Vv RERFLET,

® File > New Results Table |Z CENTT 57 — X %I L, Next# 27 U v 7 LET,
Choose Existing Method |25 =~ 7 Z/F, Open h¥ %27 U v 27 LTO®T
BIFELIZAY v FEEIRLET, OpenRZ %227 VU v/ LTCHTOBEEICEDY
Finish "% > %27V v 735 LERT — 7 PER S IVET,

92



® o B

LC &fDiEM, BEE -ExionLC™ DH&
Sciex LC SystemZ# 27 U v 7 L9,

Binary Gradient ® Tab C Flow Program 5 ® - « - #27 U v 7 L CEB L, &H
SR AT LET,

MBS U T, Compressibility settings, Autopurge settings (Z DWW T -« - %
7V v 7 L, REELHEEITVET,
¥ Training TIX FEO X I AT LTS ESNY,

o

Acquisition methad ENELRE e A fosampler Column Cven

=@ Acquisition Method

System Controller

il=m] AD Pump Binary Gradient
. Mass Spec 10,000
iod 10.000

Stop time: 10,00 min ~Flow program @
A
[B.Conc JACo - Compressibility settingp—&~ ¥ | @
8 nc . nc
100 ~ Autopurge settings g
—/
) YV

Binary Gradient

Autosampler Column Oven System Controller

ilmm] AD Pump Binary Gradient

Stop time: 10,00 min [ Flow program
op time: A ® \
@ Flow program Simple
[1&.Cone (A Cone ‘preg P
100 Time Flow AConc | B.Conc B.Curve
1 0.2000 95.0 50 o
30
2 5.00 0.2000 5.0 95.0 o
&0 3 6.00 0.2000 5.0 95.0 o
%
4 610 0.2000 95.0 50 o
40 B) N
>| 10.00 0.2000 |95.0 |5.D |D |
‘ \k Y
N
0 0.00 200 4.00 min 600 83.00 10:00
® \ [ Compressibility settings
Flow: 0.2000) mL/min Compressibility settings
Alonc 950 % Use pump settings
B.Conc 50 % B.Curve o [ Autopurge settings
Pressure limits:
Purge order Mobile phase name Purge time
Pelinimum: 0.0| MPa M aximum: 66.0( MPa
/ 1st: Nane - 5| min
2nd: Mone - 3| min
Init conc-replacement 5| min

@

MS OHIERRE & LC ORI OMER A 1TV E T,

MS ORIEREH 2 A H 3 555413, Mass Spectrometer 27 Y 7 L, Duration |Z
B REEZ A LTS &N,
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® KEIZJG U T, Autosampler @ Tab TR ZFHE, EHELET,
%  Training TIIZE L EH A,
«  =— RNL Uy var BT 58A1EL, Rinsesetting TREZIT> TLIES WY,
HHJ®D Rinse Type #1852 & T, FEMERENAIREIZR D 97,

Binary Gradie Column Cve n Controller

ii AD Autosampler Direct injection
| Autosampler ~ Sample rack settings
rInjection settings [ Injection settings
sampling speed: 50| ulis
Control vial needle stroke: 32| mm
~| Cooler temperature: 15| =
Ajir gap valume: 01| pL

r Rinse settings B . o
Acquisition cycle time optimization

Rinse type: External only -
Refer flow channels.. Pretreatment start timing: Cff -
extemal P— : Pretreatment overlap time: 0.00 min
Before and after aspiration, Dip
Rinse mode: time:ls -

[ Rinse settings

Rinse pump, then Port, Time:2s

Rinse pump . Rinse settings

method:
Rinsing speed: 35| plis
Rinse volume: 500 L

@ ‘/[Z‘gczﬁ; ET Column Oven @ Tab Gradient ystem Controller
"C‘%'ﬁi%aﬁﬁg‘ N LZE9, ﬂ AD Column Oven Column Oven

* Column Oven Z{HH T 24,

bd lumn Oven ~ Advanced
COlumn OVel’l L ?.I ‘y 7 %z)) \j‘\ _ﬁtj:ntemperature: 40 ¢
{J]]l}_._‘ ﬁi_’ L/T < 71; é l/ A Temperature limit{Maximum}: 160| =C
%  Training Tl 40CIZRREL £, et
Valve L Mone Mone  ~
* OVen 0) Wﬁ/§}1/7 %fﬂ%u’?ﬁ]j— 5 % Valve R: Mane Mone =
/El\kj:\ %ﬁﬁg%?ﬁ‘o T < fi é I/ \o Ready check: On
@ Injection 7 U v 7
L InjeCtiOIl Volume Acquizgition method sutosampler
%{_)]\jj Li‘@‘ =M Acquisition Method
° E| @ Mass Spec 10.000 min Injection Yolurne: [ul] 57
* Training TIX 5 é{_} B- @3 Period 10,000 min
N LB LEMS
]\jjb—(< f:é : ,.15ciexLCSystem
A .t Equilibrate
A | :L“ Injection

Menu Bar ® File 75 Save Z 3R L, Method Z &7 L ¥ 7,
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12.6 LC%&fmiBM, EE - Waters #:8 HPLC (Acquity I-class) D3F4&

D Navigation Bar ® ACQUITY Method Editor & % 7 /L7 U v
Method  Editor E i & 3. H BIF £,

@ A=z2—/3—0 File -> Open Method 75, HHJ?D Method

7 L. Waters

(Training TIX IDA) ZER L THHE £77,

@ Run Time ([ZHIEFRH A2 AT L

i‘jAo

@ Training TITAHK D X 5 IZA

HLTL S, BTG

ACQ-PDA | aco-cm | Aco-FTi | Acq-esm |
ACOUITY PDA eA Detector

General I 2D Ehannels] Analog Dutl Evenls]
IV Lamp On

L. ACQ-PDA % 7 CPDA ®

RIEEATOET,

® ACQ-CM 7 %7 Y v
L, LIS CTREZ
LTLIZENY,

A —
X IE

©® ACQ-FTN (Sample Manager

FIN) 27 %7 Vw7 L,

— M T —OREE

K

%  Training TIEX D X
RELTLZSNY,

7
L%

bRl

IV Enable 3D Data
A Range:

Resolution:

Sampling Rate:

20 ~| points/sec

I Interpolate 2nd order filter (340nm) Region | Interpolate B56 nm Line Region
I~ Use UV blocking filter (below 210nm)

Comment:

190 nm  to
12 v| nm

Filter Time: Constant:

800 nm

A& Explore

2
ACQUITY Console
[T ACQUITY Method Editor

et

|7 Formula Finder

b PeakView

Exposure Time:

INolmaI L‘ I

ACQ-PDA ACQ-CM | acQ-FTN | ACQ-BSM |
ACOUI'[Y Column Manager

upLeY

General I
- Temperature.
Colurnn: [ Alam Band:
v C + ‘T
Column Selection
Walve Position: Equilibration Time
|Eolumn 1 LI 01 min

Extemal Valve 1:

Extemal Valve 2:

sec ] __j msec
Negative Absorbance Margin: |-0.07 AU
Hun Time: |- min

Mode
& Column Selection ¢ Advanced

2|

I Shutdown all calumns

External Valve 3:

lNo Change _vJ

Comment:

|No Change LJ

|Nu Change L]

ACQ-PDA ACQ-CHM | AcQ-FTH | ACQ-B5M |

Acoui

upLee

General I

Temperature
Column:

v| T

Column Selection

Walve Position:

‘L’}/ Column Manager

[ Alarm Band:

s

Equilibration Time

|Eolumn 1 LI

Extemal Valve 1:

|01 min

Estemnal Valve 2:

ol
Run Time: |7.5 min

Mode
@ Column Selection ¢ Advanced

2|

I™ Shutdown all columns

Extemal Valve 3:

]No Change _vJ

Comment:

INo Change _Z_J

[No Change ~|

95

B



@ ACQBSM ¥ 7 %71V v 7 L,
ERFR OMERZITWVE T,

%  Training TIZ FRID X 9 I

77T NOKRMEANTIL, AT1tE. MS OH|

BIEL T AN,

A [E &7V v/ THIET, FROZ T 7RRRSNET,

ACQ-PDA | ACQ-CM | ACQ-FTN  ACQ-BSM ACQ-PDA | ACQ-CM | ACQFTN ACQ-BSM
A QUITY Binary Solvent Manager Jinary Solvent Manager
General | Analog Out | Events General | Analog Out | Events
Solvents Pressure Limits Seal Wash: ? 100
Al »| |01% Formnic Acid » W Low: |0 psi 50 min
B1 = |Acetonitile v High: |15000 ps %
| 5 =
Gradient < .
y T Flo - m | Time Flow Al
/1 & (,::) | (ni.h:vh) l %A ‘ %8 Curve ! » B‘ (min) \ (miimin) FoA %8 Curve
1 0.400 93.0 1.0 Gradient Start 1 0.400 1.0
2 [4.00 0400 1.0 99.0 6 % Atinjection 2_|400 0400 10 99.0 6
3 |5.00 0.400 1.0 99.0 6 3_|5.00 0.400 1.0 99.0 8
4 |510 0.400 98.0 1.0 1" Before injection 4 |510 0400 99.0 1.0 1
5 |7.50 0.400 99.0 1.0 11 After injection | S 750 0.400 99.0 1.0 1"
=
=
= — | u ‘ —
4 { Comment
Comment: E ‘

A = =2 —/X—0 File -> Save &R L. HAJD Method

HFELET,

© A==2—/S—ODFile>Exit 1 ER L., WEHEELTLET,

Build Acquisition Method % 7 Y ~» 77 L File A == —® Open 75 HAYD
Y K (Training Gl IDA) %BH &, ACQUITY UPLC System %= 27 V v 7§ 5% &

LC RN FRSNET,

Analyst - [Acquisition Method: D:\nalyst Data\Wrojects\APl Instrument\cquisition Methods\W.C Test]

750
'»J
Gradient
. Aty
" Befor
After

(Training TI% IDA) 2k

A

Mcle ede view Acqure Tools Explore Window Script Help

AFEHESR & @B 2+ [acquire Mode

WM BAAELOR LA FOM YT X

~| ‘D [API Instrument

Jex@m0O®

&8 Configure

Zix
Acquitition m:ho%
= (W Acquisit lethod

8 Secusity Configuration
&8 Hardware Configuration

& Report Template Editor
af® Tune and camu?/
A Instument Optinization

<4 Manusl Tuning
*9 Acquire (1)
K Method Wizard
T& Build Acquisition Method
[T Buikd Acquisition Batch
A Explore
23 Companion Software
ACQUITY Console
[ ACQUITY Method E ditor
1 Formula Finder
B Peskview

1= & Period 4.001 mins

ﬁ TOF M5 (+)
&

= 4P Mass Spactrometer 4.001 mire

% Injection Volume (% Batch {ERKIRFIZER E L £ T,

Software Application Propeties
Run Time: 750 min
ACQUITY PDA Method
PDA Detector Type: UPLC eLambda 800 nm
Lamp On
Sampling Rate 20
Filter Time Constant: 0.1000
Exposure Time: Auto
Negative Absorbance Margin: -0.07
Interpolate 656 nm Line Region: No
Interpolate 2nd order filter (340nm) Region. No
Use UV Blocking Filter: No
3D Channel:
Range: 190 - 800
Resolution 12
Initial Switch 1 No Change
Initial Switch 2 No Change
Pulse Width: 1.0
Rect Wave Period: 02

peints/sec
sec

msec

AU

nm

Batch Script: I Select Script I
| sample Hame| Rack Code Rack Position Plate Code | Prate Position|  Vial Position | DataFile | Inj.volume ()|
1 |Samplentt  [Sample Manager 1 | ANS1-48Yial2m_Halder 11 [1 |TEST |10.000 |
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12.7 LC4AEmiBi, fEE - CTC PAL Autosampler Z i+ 554

* ﬂ"‘_‘ ]\ “ﬁ’ g 70 ? —® y‘} @%uﬁg('é—o Acquizition method

(O CTC PAL Autosampler 7 U > 7 L £,
@ Injection Volume (Z{EA®EAEZ AT L ET,
« VUUURBAEBARVEIICLTLLES h [t

= acquisition Method
@_ Mass Spectrometer 5,001 mins
-l Period 5,001 mins

W - ,.1 Shimadzu LC Svskem
o

Available Cycles THaifr A Vv RZEIR L £77,

Syringe CIEEICE VT HATWEHT Y P D
HEZBERLET,

MBS U T, Cycle Auguments DINFZ A H L E T,

®
@

®

CTC PAL Autozampler B azic Properties ]

Loop Yolume1 [p); {100 Actual Syringe () |29
Loop Yolume? [pl); (100 Injection Yalume [ |5.000 @

Available Cpcles @ Cucle Arguments

1 Equilibrate
i Inkegrated Valco valve

|.-’-'n.irSandSyringeElean3? ®) ﬂ Parameter Walue
- Pre Clean with Salvent 1 1]
=gz Pre Clean with Solvent 2 ]
| 25u @ | || |Frart air volume gun 01
n Fear Air Yalume (i) 1|
Degcrption
| Filing Speed (plis) T
Eject Speed (pliz) 25
Meedle clean washl cycles 1
Meedle clean wash2 cycles 1
Injection Speed (pli=) H
Inject to L Wl
Post Clean with Salvent 1 1
Post Clean with Salvent 2 1
“alve Clean with Solvent 1 1
Walve Clean with Solvent 2 1
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OV FR—FDZREN®

Atz —— - YAy I R/ T TV r—va PR — MIET,

TR OEES (TripleTOF® System) & 2 U 7 A B2 BIEZ L EEW,
Tel: 0120-318-551 Fax: 0120-318-040

E-mail: jp_support@sciex.com

O+ A4y FL—o  ITEEO S RNe

AR — DX —T D TR A "D, AT T U A, V7 v T OMHAERE, £
L—= 7 EE A cE £, BIESTHEMALSIEE N,

Home > %7 — bk > FfY R — NEE - > —/L > B EHFIEICBE T 2 #hi

http://sciex.ip/support/support-tools/movie-manuals

Home > Support > SCIEXNow > Training > Course Catalog

http://sciex.com/support/training-front/course-catalog

R ORERTE E3, BWAMB L OZOFiE ETOMMITHREE A,

For Research Use Only. Not for use in diagnostic procedures. The trademarks mentioned herein are
the property of AB Sciex Pte. Ltd. or their respective owners. AB SCIEX is being used under license.

FEAZ2 BRSO PRI A R ICB L QIS T B O~ =2 T L BT THER S T2 E 0,
© 2018 AB SCIEX.
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