Agilent MassHunter
Workstation Software

EESh

Agilent Technologies



=
2
© Agilent Technologies, Inc. 2017

RIBXEFEFRRESUE, RE Agilent
Technologies, Inc. EEFEEMBEIFH,
AEUETER. U5 (B8FF
&R TR, B EERINT S
AFMEVEAEBS

FHERHS

(G3335-97152

h A
201749 A
XEENR

Agilent Technologies, Inc.
5301 Stevens Creek Blvd.
Santa Clara, CA USA 95051

RAHEITHE
AREERERAERT Agilent

MassHunter Workstation Software- &=
S F2FRY B.O7.xx SLE S ARA .
MRIENARIEREE IR, ELEER
FHR{4Z| feedback _Icms@agilent.com.

R LER

AVEARE B RE, £
RERRAPMEEY, MLHITE
o ttsh, FERZREALTHIRA
EEA, Agilent 3 A F LI AL
BENEMESTMEE MR
4Bk, SIFELNRTEHEEN
SR —H AR A0E AR R
B TEREHR, ERASMITE
FHRZG LS HERISBm~E
HISRIR, EMAIBARTLREIR
5, Agilent NEIBERTE. WF
Agilent SHPZET T 2B E
W, HPgRATHARIERE
RS IXLEZFONSE, MUY A
BRERAE

ARV

AR FTR R AR / SRR ARYE
WA AT, REERIBILIGFATERRK
HATRERAHES.

R FIBR 5 A

EEBAFZIRNF . FTFEIBBUATHIER
HFRFEAREIENF N EIEBERMAR
AKRAPHATLAF . Agilent IR1E
FAR12.211 (AR #12212 Gt
B F1 GHFERG)
DFARS252.227-7015 (3 AR¥E — 7
S50 LA DFARS 227.7202-3 (Fglit&E
WA ST B ST P ERFD 3k
REREGMBARKE S ALt E Ml
AT

REFEH

URTRERTRER . {REREE
BERMEEDSE. KUURIE
Kfelil, MRPITAHER
ERIETRIRME, ATRESIA
mBAERERYE. RIFES
TREBMHATTE RIS
, BUFENZZIIMDRTR
4RI THRAE -

a5

“EE” ARRTHEERKE.
RESGIRENMMELR, R
TRESRAKMUEIRE, MRHNIT
AYEREBRITTRE, THE
SSBASHLERET. BRiE
ERLEMIFTEMiEHA%
fr, BUEFERM “EE”
FERAT R THRAE

Agilent MassHunter Workstation Software - £ & 324 7EIE/E


mailto:feedback_lcms@agilent.com

(AEBIem ) 1RHLZED RG], g ET T
e n] L & g bt R i s fE AL PR DrugsOfAbuse #l LC-QTOF
Pesticide (fif T %54 [ Data 032 ) w6 RAE M BdE#E1T
XLEZ ST,

1 REMEE—HREL MRM iz H

TEMEZR 2T, A R R AR A SRR B b B SR . BT
L EEEY), e B R A 4E . AFIEH T Agilent
6400 Z %] =HE YA LC/MS R4iA1 Agilent 7000 £ 51 = & JU1}%
 GC/MS R%:i.

WEFEE—HRER Q-TOF BIETH

FERLZR ), A AR AR B SO i B AL R . e BTk
CLR AR &Y, A BRI R AP E R

3 KREEESR

TESLER 2, OB A AR 3 SO R IR S AL S B, B e
MAR, B LR S H 3] Microsoft Excel (44,

N

4 FERTIRIHMEER
A FH e 25 50 i B TR AT DUSE 2 B M VAl s B SR IRAS T HE R Y
SEREER,

S EHEERS

TESLER 2T, B 48 e FRAR AR B iSRG 78 Microsoft
Excel 5 B .

6 &%
AR A BRI T R
T 8 5T R H EAR

SEESHT B.09.00 ALRELF 7 S AT Quant-My-Way i F S 244
ST B bR . B P S AN 2R AL T 2 = 0 B.08.00 Rt
IR P Ftm, T HRAGEDERAL T — AN 2258 . Quant-My-Way H

Agilent MassHunter Workstation Software - &2 24734 B 165 3



U R AR IhAEX, T EAR AL Tk R A fE X
CTTESE AL . ST LIk 8 22 B 42 B 7 5t i S T el bk /
Quant-My-Way Jf] /7 71 52 1 B b

YRS e B AR R, B RERBUE M EE LA
FRERR, MRS, fE NI bR 8 E =5
WIFEFPI,  RGUE AT M ik A 38 AT BB A1 — L D g ik A7
EhE

AL L FERR P AT ] — AN, KRR BT SRR I s LR
T R 045 34 3% 1) PRl e 5 46 S 00 AT F P 800 2R 0 — B
ARABIEF IR RS P . (22, AemMafis
Quant-My-Way Ffi /" L1 S i 0 5 4 g8 7 i A7 X BB 0%, I

Y NE NE NE N4

Drug Quant Drug Quant Drug Quant Drug Quant  Drug Quant

(GC) (M5) (QQQ (Q-TOF) (TOR) (GC) (Qua...  (M3) (Qua.. (QQQ)(Q.. (Q-TOR) (.. (TOF)(Qu..
== R B
A e W (W (R
Environme... Environme.. Envircnme.. Environme.. Envircnme.. Environme... Environme.. Envircnme.. Environment Environme..
Quant (GC)  Quant (MS) Quant (QQ.. Quant (Q-.. Quant (TOF) Quant (GC) ... Quant (M5... Quant (QQ.. alQuant  Quant (TO..
(Q-TOF)
'
- 2 2 2 2 !
QQaQ Q-TOF TOF GC MS QQaQ Q-TOF TOF
Quantitati... Quantitati... Quantitati.. Quantitati.. Quantitati... Quantitati... Quantitati... Quantitati.. Quantitati.. Quantitati...

Agilent MassHunter Workstation Software - &St AIERE



FHRHITIX RS Z Al

TR T8 A TR 25 ) Ja, 1800 A0 R ) B8 SO AR S5 1 PC

.

o IR E5ERER A MassHunter Quantitative Analysis
Software Supplemental %35, A4 X E45 ] B 7 B8 SCF
& H ILE MassHunter/Data/QuantExamples 7.

o UNFRARTEHERIN K MassHunter Quantitative Analysis
Software Supplemental %35, T AJ DU 22 34 i P R 50E
(Supplemental/MassHunter/Data/QuantExamples) & il 2| & PC
EHAEATALE .

Agilent MassHunter Workstation Software - &2 24734 B 165



Agilent MassHunter Workstation Software - £ & 324K/



BHx

%31

%32

%33

%34

#3515

WEMEE—HREL MRM HIECH
£ 1. R EFHLLIE 11

1% 2. WE MBS E 14
% 3. EBWRLEY 17
FH4REEE 20

%5 5. WERNEE 26

155 6. DITFREFHLALIE 28

WEMEE—HRER Q-TOF FIECH
£55 1. R EFHLAIE 31

155 2. R EMIBFHTTE 34
1% 3. & EBRLEY 38

S 4 IREEE 39
{155 5. S FIRTEHEALIE 41
KREEELER 43

£ 1. FEHALIBRLE R 44
%2 EREREORE 48
155 3. SHANFTENLE R 55

FERA= T REIFMEER 57
£55 1. ARKIEMZEINE 58
1% 2. T2 HRH 61
1£55 3. N EEHE 76

EREERS 81

Agilent MassHunter Workstation Software - E& St B 5

29



Bx

87
TREEIEE
EEFE
FTSHIRTEE
HEALTRHR 5T -
WA
HEHIA
HEHIRIE

88
92
93
R 95
96
98
99

Agilent MassHunter Workstation Software - £ & 324K/



Agilent MassHunter Workstation Software Quantitative Analysis

° o Y lh\*ﬁ ﬁ

00 @ ‘).o-'§§§]1
.’:’. 1B BRI E— LR MRM BEEST
. [ ] : [ ] . 14:

EF 1L ILEFHLE 11
£5% 2. HEMLIBEFH G A 14
£% 3. WEBmKLEH 17
EFH48EEE 20

% 5. RER DR 26

£55 6. AR TFHLALIE 28

FEARZR ], RO —HERE B S B e B 575, K8 DrugsOfAbuse
ﬁﬁl#(% W CIFARHEATIX LRSI 2 H 7 (55 b 00 ) AT, JF TR
AT HRAT R BIME S5

o WHEMATEER, WY (Rldefhil. nf-EHE. BIEEPR A
MDMA) [ A FIRE & RIS 1 508 S04

o MR foe e IR LA I B 1 L R T T
o WHEHAWLEY.
A B S AL S MRM B % A (1% B 24
BWEBEMEEYIRINR.
o WEITIEIER D
B R IEFE E’Jéﬁﬁuo
B E VBT AR O 2k
o SERMALIIFRAEGE R

Ag|lent Technologies 9



1

10

WEMEE—HREN MRM BiE T4

BATRERE DTN BFETIAE T — DR, BAARPHIEE LT =51

PR — TR ] SRR .

VELHULI — dn R RGO Bh sl A HE P 4R 22 ST e, 15 A T IR S TR
B APEARRITHI L8 P A, (B2, KRR Quant-My-Way 1]
JUFE SR S 2 A ORI PR, IR DL G R BRI P IR

VERE — B BX SR AT TR SRR S P RS D BRI R A AR

Agilent MassHunter Workstation Software - £ & 324K/



WEMEE—HLREN MRM BiESCHE 1

£5 1. R EFMALAE

FERLAE S5, GORBLE MBI, Horbh B = A RARE i DL LN 251
CRWRE . AT-REL LA A MDMA) #IERE dh R EE SO

P2 4R pd i3
1 -t EREEHE o ERSEEQNERF, FRTRE - BUUEZTSEE “Fie” RXE

HiE. tmiiﬁﬁummﬂﬁogg FHFER > Agilent >
M DrugsOfAbuse {4 ik E ’ MassHunter Workstation > E &
ER B HHE . MRBEXRFERIZER, WSET 431 (000Q) SRifENZFER
BB A BN R, WE 1 ER. - 7EAMIE 000 BIERT A ER AE
iii_test_01, EAF “ji” ke,

RREHNERETFE,

BB Agilent MassHunter Quantitative Analysis (=)= ]==]
File Edit View Analyze Method Update Repert Tools Help
N = HJ | 5| GE AnalyzeBatch | @ i Layout B B2 BB E [Al Restore Default Layout
Batch Table - x
Sample: ] & | Sample Type Compound: @] @ 15T EE: e v E
Sample
\ ) | S |Name|Data F\IelTypelLevellr"mq Da(e-Timel
Compound Information + X [Calibration Curve - %
[ale ¢+ & =i @@= [A]FE L& L [ale ¢ BBl e
Chromatogram
107 gx102
0.84 g 08
024 2 08
074 0.4
064 02
054 0
0.44 0z
0.3+ 0.4
024 06
014 08
04 -1
0.1 0.2 03 04 05 08 07 08 0.9 -20 -60 -40 -20 0 20 40 80 20
Concentration
Tllem

& 1 LN+

Agilent MassHunter Workstation Software - &2 24734 B 165 n



1 REMEE—HREN MRM g T8

P! TE4EER bt i3
b BEHXH > HEMLE. REE - MRRERRANGE, BT
FT R AL EAE . TEEHHERERATR, &
¢ FSTEXMHFTN\ BHIER EEAERHE.
\DrugsOfAbuse\ .
d BAHANE L% ii Test 01, 9 Restore Default I‘_aynut
EsEaE, + 7£ Quant-My-Way A AR E K
MENEDF £, BEHRERIN
HmE.
2 1% DrugsOfAbuse TR RIET - ROIEIFFIE#ER. BEMEEXE - HFE, RE=IHEERHT
BHmRMEHACE FERIARIMEIHEAL T ¥, —MRZEA, AITNET

FI#IER B BIRRIESTH, HIb
HABRTIBAZ. HETEERK R QC # 5.
IE. QC FfkFtESH. F2E 2.

Add Samples P
Batch Folder: D:\MassHunter\Data"Qua. .
File name Sample name *
CMAMBIk_01.d Blark-1
CMAMCal_L1.d Calib-L1
CMAMCal_L2.d Calib-L2 A
CMAMCal_L3.d Calib-L3 3
CMAMCal_L4.d Calib-L4
CMANMCal_L5.d Calib-L5
CMAMQC_L2.d Qc-L2
CMAMQC_L4.d QcC-L4
CMAMSam_01d Sample-1 il
et __nay eiin :

[ Browse to Copy Samples...

]
[ Translate MSWS Samples... ]

oA

12 Agilent MassHunter Workstation Software - £ & 3 TR



WEMEE—HLREN MRM BiESCHE 1

TR

TELRiERR

E

i3

BB Agilent MassHunter Quantitative Analysis - DrugsOfAbuse_B0S00 - iiii_Test_01 ===
: File Edit View Analyze Method Update Report Tools Help
P 0 v | B3 | GE AnalyzeBatch | @ | Layout [ EHE A Restore Default Layout
Batch Table - %
i Sample (&[], > LBl Sample Type: <All> =~ Compound: [¢ - [=] ISTD: S AR N e
Sample
M | 7| Neme Data File Type |Level| Acg DateTime
Blank-1 | CMAMBIk_01.d | Blank 5/1212006 1:48 PM
Calib-L1 | CMAMCal_L1d | Cal L1 [512/2006 151 FM
Calibl2 | CMAMCal_L2d | Cal L2 [5/12/2006 1:54 PM
Calib-L3 | CMAMCal_L3d | Cal L3 |5/12/2006 1:57 PM
Calib-L4 | CMAMCal_L4d | Cal L4 [512720062.00 PM
Calib-L5 | CMAMCal_L5d | Cal L5 [51220062.03PM
Qc-l2  [cMamMac 124 |ac L2 |5/12/2006 2.06 PM
QC-L4  [CMAMGC L4d | GC L4 |5/122006 203 PM
Sample-1 | CMAMSam_014d | Sample 5/12/2006 2:12 PM
Sample-2 | CMAMSam_02d | Sample 5/12/2006 2.15 FM
Sample-2 | CMAMSam 034 | Samele 5/12/2006 213 PM
Compound Information Calibration Curve - %
fale t A0 m[A]E LS A e t B @ e = Weigh: 50 [laeee
Chromatogram )
x101 g x102
084 5 0g
0. 2 os
0.7 044
084 024
0.5 04
04 0.2
0.34 04|
0.24 -0.64
0.1 0]
0 T T T y T T T T -1 T T T T T y T T ;
0.1 02 03 04 0.5 06 0.7 0.8 09 4o ) o ) ) 2 P 80 20
Concentration
Modified 11 Samples (11 total)  Tiaflicm

] 2 AEEEUNNE SR AR LIER

Agilent MassHunter Workstation Software - £ & 3 Hr#EIEE

13



1 REMEE—HREN MRM g T8

£55 2. R EMAEHGE

AP AR 55 5 B e R4 5 e YA FEE R i PR LE 8008 S i BT 8 BT ik

P2 4R pd i3
© MREEHI MRM BUREIZH A o EAAGETEARSKERN - EREBHAMEESHES,
Eo RIEfRHF, WTEFR. MERERER®, LEFE
ZAEABEYREREME Y
BFLEmEE.

fig Agilent MassHunter Quantitative Analysis - Drug

i File Edit View Analyze Method Update Rep
i ) [z [d | 53 | GE Analyze Batch | @) i Layout:
: Batch Table

i sample: & £|| Sample Type: <all> = c

Sample

(T % Name Type Level Acg. Date-Time

Blank | Elan 5/12/2006 1:48
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Calib- | Cal |L3 5/12/2006 1:57
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Desktop CMAMCal_L4.d 1271072013 2:56 PM  File fol
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I
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“Agilent MassHunter Quantitative Analysis - [New Method]

| File Edit View Analyze Method Update Report Tools Help
F 0 & || Ba | (= AnalyzeBatch | @ §  Layour (i B B B [Al Restore Default Layout
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[E° New Method from Acquired MRM Data Sample
New Methed from Acquired Scan Data Name | Data File | Type | Level | Acq. Method File | Acq. Date-Time
New Method from Acquired Scan Data with Library Se [»]CMAMCal L5d | CMAMCal_L5d | [ [ |
New Method using Manual Setup Quantifier
(B Open Method from Existing File Name 15 Transition Scan Type Frecursor lon Froduct lon RT lon Polarity
Amp 1/1362->914 MRM Target 1362 914 2102 Positive
Open Methed from Existing Batch. [ [ Amp-d5 114112934 MRM ISTD 1411 934 2.078| Positive
e Coczine 1[3021>1820 | MRM Target 3041 182.0 2,449 Positive
Cocaine-d3 1/307.1->1850 MRM ISTD 307.1 1850 2.450| Positive
¢ MRM Compound Setup [ [ MDMA /134251633 | MRM Target 1942 1633 2.263 | Positive
T MDMA-d5 1[1992-> 1643 | MRM ISTD 1982 1643 2.269| Positive
® Meth 1/1501->1183 MRM Target 150.1 1183 2.233( Positive
B ISTD Setup Meth-d5 115525923 RM 15TD 1552 523 2233 Positive
2 Concentration Setup
FE Qualifier Setup
4 Calibration Curve Setup
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z e [ [Weth-ds 115525923 | MRM I5TD 2233 1000 000 Winutes

% Concentration Setup
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New Method using Manual Setup Quantifier
- N TS Transiti Scar T ISTD Compound N ISTD Flag | ISTD Conc. [ Time Ref Fi
(% Open Method from Existing File. =me fEnetien " Eld L = nc. | ime Relerence a0
» [ Amp 1132914 MRM Target Emeds =
Open Methed from Existing Batch Amp-d5 1] 141.1-> 934 MRM ISTD <None> ]
[ Method setup Tasks | Cocaine 130151620 | MRM Target <None> & &
[ [ Cocaine-d3 1[2071->1850 | MRM ISTD <None>
. MRM Compound Setup MDMA 1154251633 | MRM Target <Nane>
MDMA-d5 1]1992->1643 MRM ISTD <None> ] =]
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A Fetention Time Selup Weth (150151183 | MRM Target <None> ] ]
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| File Edit View Analyze Method Update Report Tools Help

F 0 & || B2l GE AnalyzeBatch | @ Layout B E BH B (A Restore Default Layout

Method Tasks + X |Method Table
New / Open Method Nl Level Name prefix: 2 of Levels: 10 Create Levels | Time Segment 4 | <All> ~| % | Compound: [&] Meth-d5 - =
[E° New Method from Acquired MRM Data Sample
Newi Method from Acquired Scan Data Name [ Daarie | Type [ Level | Aca Method File | Aca. Date-Time
Hew Method from Acquired Scan Data with Library Se CMAMCal_L5d | CMAMCal L5d | [
HNew Method using Manual Setup . |Quantifier
- N TS Transiti Scan E ISTD Compound N ISTD Flag| STD Ca Ref Fi
(2 Open Method from Existing File o L L 2 L Tponw - Dt e Rsicrence o
Amp 1122814 MRM Target Amp-d5 @] &
Open Methed from Existing Batch. Amp-d5 114112934 MRM ISTD <None> Fi 50.0000
S ‘ [ Cocaine T[2061> 1820 [MRM Target Cocaine-d3
Cocaine d3 7307151850 | MRM ISTD <Hane> 50.0000 =
J{ MRM Compound Setup MDMA 11932251633 MRM Target MDM&-d5 @]
MDMA-d5 1185251843 | MRM ISTD <Hore> 500000 &
Retention Time Set
AL Retention Time Setup Meth 1]1501-> 11593 | MRM Target Meth-d5
=% 1STD Setup ] » | Methd5 1[1852 5923 MRM ISTD <Nare> ¥ 50,0000
% Concentration Setup
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WEMEE—HREN MRM BiE T4

B4 EEEE

VAR S5 BB I oA TR i B B S A
o KIEZ)

o EMET

o RIEHZEME

2 =2 iR

1

HE—MAMUNERMIE a EEFHBGEESE > MRIEH
K5l mANERA.
7 Quant-My-Way i A R E 87
iR b, RIFRIERMZ > M
KREHAEERT.
REREFERTEINEEETT
EIELE
b W FEF—PEEETF, BBRIAK
EEXCATNMRANBIEERRE
L1-2.5000
L2-5.0000
1L3-12.5000
L4-25.0000
L5-125.0000

P ) SS] L= Analyze batch ) ;o Layout B B ] LA (¥ Restare LEraur Laynur
Method Tasks + % Method Table

Mew / Open Methad |{ Time Segment: 4 | <All> ~ ® | Compound: [$] Amp - [®] | FReset Table Yiew
Method Setup Tasks | Sample
. MRM Compound Setup Name Data File Type | Level Acq. Method File | Acq. Date-Time
| CMAMCal_L5d | CMAMCal_L6d | | | |
| A Petention Time Setup
i
E2 I15TD Setup Cokior - T
o Name Ts Transition Scan Type Units Dil. High Conc.
3% Concentration Setup [Amp ‘ %2594 | WRM [ Target [ngimi ‘ ‘
F Qualifier Setup O
# Calibration Curve Setup Level | Conc.  Response| Enable Type Cal. Path | Calibration STD Acquisition DateTime | Level Last Update Time | Level RSD | RF
B icbals S K] 1.0000 [V | Calibration €17/2014 3:09 PM
" 2 | 20000 [¥]_ | Calibration 61772014 3:09 PM
Save / Exit 13| 30000 ¥]_| Calibration 61772014 3:09 PM
= 4| 40000 ¥]_| Calibration 61772012 3:09 PM
& valdate (5| 50000 7| Calibration 177201 3.0 FM
B Save 2| 20000 v _|ac G772014 303 P
4 | 40000 ERES | 611772014 3:09 PM
Save bs... =
GQuantifier
Ed et Name TS5 Transition Scan Type Units Dil. High Cone.
Manual Setup Tasks & __| Amp-d5 | 114115934 | MRM [15TD [ngimi ‘ ‘
Outlier Setup Tasks Calibration
= = Level | Conc. |Response|Enable]  Type Cal. Psth| Calibration STD Acquisition DateTime | Level Last Update Time |Level RSD| RF
vanced Tasks Iis [ 5con] [~ [ Colibration | I [en7morazcerm | I
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REMEE—HRELN MRM im0
54 REES

1

TR £k Pt i

2 BRERINFKESHZIEHME a B2EHE> SHKRERMNT ...
a4, 7£ Quant-My-Way AR &+, 7%
“EEBRT” khBTHAE, RE
EEEHKERFZ ..
R EREFBRERMNBITE
iE.
b Bieik, RELEHE.

Copy Calibration Levels To FI=E]

Select Compounds:
Name TS RT Transition ISTD Aag Cmpd. Group
Cocaine 2445 |304.1-> 1820
MOMA 2.269 194 3.3
Meth 2239 | 150.1-> 1193

¢ KHAZEESTERETHERD T
HEPERENMERERED.

Agilent MassHunter Workstation Software - £ & 4T3 EEE
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1 REMEE—HREN MRM g T8
FHLEEEE

TR AR iR

d FEFER, WRENERLEY
(BIZ=AEtRA. ATFE. BEXR
B&F1 MDMA) BIRIEIRBEIRE -

i They greaet: dm. 1e EC e FESET RE T S T T

! eyl ..{mumm.}zwmu

1
B | Faas [..Ai PE| mn.ﬂ Faghd A7 Luin FRI AT -
I | ! 1

TR

| P I nreduprn.a{mnu... 0l Eedall. |
4 ] 1
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REMEE—HRELN MRM im0

E54 REEE

T

TELRiEER

iR

REEMBEFMRIE

iiiE5
.IQE,
.

a EHEREMEST, REEMNET
REREEMBTRES

. BELE N MRM R&ES 20T,
BEMEREHEFRESH.
EOESENERES, BT
EYINEESEFIN, TFHEM
MRM BFIHEEREMESFo

: Edit View Amalze Method Update Repert Tools Melp
P00 i b G L3 ansyeetacn | @ i Layour () [E B B0 (B (R Mesiore Detauit Layous
T |

| Mew | Open Method

15 Mew Methad rom feoueed MAM Dats
Hew Methed from Scgused Scan Dot
Mew Mathod from Acguted Scan Dats with Libeary S
Mo Mathed uning Marusl Satup

[ Opon Mothed from Exsibng File.
g Mathod from Eximbng Rasch

| Hethod Setup Tasks

AL RN Corrpeund Sansp

L Pesention Time Sewn

i IS0 Sebp

[ Ghobals Sehp
| sawe | £xn
B valtete
W Sove
Save .
B o
| Manual Setop Tasks

I

| Outher Setup Tasks

| Advanced Tasks

Meshad Table - X
Level Hame Prefic: L #of Levet: § Covate Levels | Time Segment: 4 | sdllz - % | Compound: Hel Amp -l | Reset Table View
Serehe =

Name Dasfie | Trpe. | ievel [ oo Metod fis | acq. Oste-Tame |
[ £3 | CHANCH L5d 1
| Duarsife
Name [ 15 [ Toesses | sean | Type | mecwserion | Prometion | uncesmmy
=" = et e i - %3] 1.4 Rtawve
Qusifer
awuwlm | Froductlon Traration [ | 0 Sum
| DR FENIET
Lantrher
Hacra 15 Teaowison | Sean Ty Pracussc Production Unzectsiety
= urgeh 1) 14113534 MAM ISTD E 1 334 Flutve
Guakher
Precorscrlon | Production Transiticn | el Resp. | Uncerssinty | Ares Sum
11 Ta44] W11 1248 4| 200 1
— [
Name [ 15 | Toesisen | sean | Tyse [ Precursc [ Presvetien |
Sl [ Cocare 1 131020 | MM | Tarpet | E" 1820 Retatve
Quaifier
P-mhn | Prodction | Tiaesson | Rl Resp. | Urcerssmty [ ven Sum
| 220 30412820 38 200
uantrber
Hacra 15 Teanision Sean Ty Pracussc Production Unzectsiety .
= Cocama- 1) 307131880 MAM ISTD EI 1350 Relyton
uakber
_ Precmcelon | Prodution | Trarssin | el Rasp. | Uncersmnty | Aves Sum
%11 50| 307.1-5 850 37 200 1
— [
Name | sean | Tyse [ Precursc [ Presvetien |
Sl [ oma I 1] 121633 | A | Tarpet | Ezl 1633 Rekaive
Quabfer
Precsscelon | Prodetion Toestion | Aol Resp. | Uncerusnty | Ares Sum
=] LETH| 13631882 103 3
uantrber
™ TS Tenmition Sean Ty Frmcurs: Product ko Unceetainty
= MOML-g5 1198731643 MAM ISTD 5]‘ 154 3| Relaton
Guakher
Precurscrlon | Production |  Transiion | Rl Resp. | Uncerssnty | Aves Sum
= 1963 1354) 19975 154 | 23] 00| 1 1
—— i
Name | sean | Tyse [ Precursc [ Presvetien |
ol e | 10150121193 | mAm | Tarpet | Ell 178.3] Retaine
uakfer
Powuwlm o Prodetton [ Traesien | Fel Resp. | Uncorssmty [ ves Suem
] N4 1500 914 93] 200

4 Compounds (4 oeal) 4 ESTE (4 tol) Tiaem
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1 REMEE—HREN MRM g T8

£ pid i

b EFEREMEST, RERIEMLZ
wE.

¢ XTENERLEY, HCFRS
E i asEH .

B Agilert MassHunter Quantitative Analysis - [New Method]

© File Edit View Analyze Method Update

Report Tools Help

O & |5 (= Anayzetatch | @

Layout: [ [ B (A

Restore Default Layout

Method Tasks
‘ New / Open Method ‘

[5 New Method from Acquired MRM Data
New Method from Acquired Scan Data
New Method from Acquired Scan Data vith Library Se...
New Method using Manual Setup

(% Open Method from Existing File...
Open Method from Existing Batch

\ Method Setup Tasks

/L MRM Compound Setup
A Retention Time Setup
= ISTD Setup

2% Concentration Setup

+ X |Method Table
Level Name Prefix:| L #of Levels: 5 Createlevels |  Time Segment: 4 | <All> ~| % | Compound: [@] Meth -
Sample
Name DataFile | Type | Level [ Acq. Method File | Acq. Date-Time
CMAMCal_L5d | CMAMCal_L5d | | | |
Quantifier
Name TS Transition Scan Type CF CF Origin CF Weight
Amp 1]1362-5514 MRM Target Linear Force None
Amp-d5 114112834 MRM ISTD
Cocaine 1)3041->1820 | MRM Target Linear Force Nene
[ | Cocained3 307.1-> 185 R ISTD
[ | MDMA 1947 -> 163 R arget Linear Force None
MDMA-d5 199.2 -> 164 R ISTD
¥ | Meth 150.1-> 115, Rl arget Linear Force [+ [ Nene
Meth-d5 115622823 MRM 1STD —
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WEMEE—HLREN MRM BiESCHE 1

SH]R JELRRER iR
4 WIETSE. a fEfRE/BET, BREEHELUIEIE - GSALERSRESEELEN
FERE. R IESE IR -
b ERWIGEER, BHHE.
¢ BER7E /B >EH.
d ERRZFEREM Mt ETET
EELHBAERE RRTHILSERN
FTHLE? BriaEf. - S

Apply Method

, Woukd you ke to spoly this method to the batch?
L]
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1 REMEE—HREN MRM g T8

£5 5. WERDF

B ¥4 ER pE 2
1 BEIAABERCA MS-MS.  a 2753 > RISz F10. MassHunter £ 2 5 HrBIZRIATR 9
7£ Quant-My-Way B P REFHAG 250K Agilent ZiSUFE FRUFA 5 25
FEIE L, BidRE. A Agile2 TEHIRNE. ESS
b BEHAE>ERES>BS8E BRI A2 ASBREXA
®’E. MS-MS #15788, LUETREEES

£ Quant-My-Way IR AEHHE  EPAMBUENESRSRNE
EEDFE, EFRAES >R R

SBHRE .
¢ TERERY, BHNTRSBESL
—_— M EIHE -
Name Diata File Type |Level| Acg. Method File Acg. Date-Time
| Calib-L5 | CMAMCal_L6d | Cal [ L5 | APClautotune.m |5/12/2006 2:03 PM |
Quantifier
Name TS| Transition Scan Type RT Int. Int. Parms.
= b | Amp | 1]1262->914 [MRM  [Target | 2102|8gile2 [ | |
Qualifier
Precursor lon Product lon Transition Rel. Resp. Uncertainty Int. Pai
| 136.2| 1194 1362-> 1194 | 265] 20.0]

d A ThSEEEE MS-MS,

Integration [~ 7|2l
Integrator | General | Universal | Specinum Summation | Peak Fiter
Integrator:
[Ms-ms -
Parameters
OK | Reset |[ Defaut | [ Camcel |[ 2ppy |
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REMEE—HRELN MRM 730

TR

AR Pt i

e BHLWEA.
f BLME.

Quantifier

Name Data File Tvpe |Level| Aca. Method File DateTime
[CatibL5 | CMamMcal_L5d [Cal |15 | aPc - | 5r12/2006 2.03 PM
s

MName Ts Transition Scan Tyvpe RT Int. Int. Parms

=% [Amp [ G362 =912 | mMrmM | Targer | 2102 [R5
Qualifier
e Product 1on i Rel. Resp. st e
I 1362 119.4] 1362 =119.4 | 266 Z0.0]

2 REFLTE.

Name TS| Transition Scan Type AT Int Int. Parms
= [ Amp-d5 [ 11217 ->834 MEM [isTo zo7a| msms | |
Qualifier
Precursor lon Product lon Transition Rel. Resp. Uncertainty, Int._ Parms
I GE1 1244|1411 > 124.4 [ e8| Z0.0]
Quantifie
Name Ts ansition Scan Type BT int Int. Parms
= IC | 1l 304.1 > 1e2.0 | MRM [ Target 2445 | msms |
Qualific:
Precurser lon Product lon Transition Rel Resp. Uncertaint, Int. Parms
I 3041 85.0| 304.1 ~82.0 [ e Zo.0
Quantific
MName TS| Transition Scan Type RT | Int. Int. Parms
=1 | Cocnineaz | 11307 1> 1850 | MrM Fistn s asnlimsms | 1

a 7R /BHT, BERH,

b ERRIZAERMMMEIETIET
EELEHBAEETRERUSEN
TR 7 IR SR
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1 REMEE—HREN MRM g T8

£55 6. DR FHALTE

FEARZG T, BB, RERIFER.
P2 4R pd i3
1 DiitaE, RESMAY o BETAELTHNSHRLEEGE - 518, AIIREFHEEESE
HIZER. (6= anabveeatch | FFEGHESLIR 34T BEHE,
£ Quant-My-Way BRREHTHE - HIE, BFEER -1 R
TiEm+ £, BHSRE. F)RIEMRA (Amp) FIEIR .

b fEXFREIHR 1 NEEHS.
¢ fEXARE T AT MRIEFRFERIRR

ic.
Sample: @] Calib-L5 ~ | Sample Type: <All>
Sample Amp I"J'Ie’r_..:
{D I | Name Diata File - Type ELE“'."ElI Acq. Date-Time Exp. Conc.| F
| | @ | ¥ |Blank-1 | CMAMBIk 01d | Blank 5/12/2006 1:45 PM
BEERT » ¥ | Calib-L1 | CMAMCal L1d [ Cal L1 |5/12/2006 1:51 PM 2.5000] 2.
HR ' ¥ | Calib-L2 | CMAMCal_L2d | Cal L2 |5/12/2006 1:54 PM 5.0000] 2.
CalibL3 [ CMAMCal_L3d [ Cal L3 |5/12/2006 1:57 PM 12.5000] 2.
CalibL4 [CMAMCal L4d [Cal L4 |5/12/2006 2:00 PM 25.0000] 2
» Calib-L5 | CMAMCal_L5d | Cal L5 |5/12/2006 2:03 PM 125.0000| 2.
EEHE i QCLZ_ | CMAMQC L2d | QcC L2 |5/12/2006 2.06 PM 5.0000] 2.
~ Qc-l4 [CMAMQC L4d [ QC L4 |5/12/2006 2:08 PM 25.0000] 2.
N O | ¥ | Sample-1 [ CMAMSam_01d | Sample 5/12/2006 2:12 PM ]
' Sample-2 | CMAMSam_02d | Sample 5/12/2006 2:15 PM 2
Sample-3 | CMAMSam_03.d | Sample 5/12/2006 2:18 PM 2
2 {RTFHEALER. a BEXH > REHLE.
7£ Quant-My-Way i AR EHRE

miEmE, BaRERLE.
b BEIH > XAHREAEIR I SCEAHE
(SN
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Agilent MassHunter Workstation Software Quantitative Analysis
. MEKiem

00 @ @0 %532

° WEMEE—HRER Q-TOF HiE L

"

EF 1L ILEFMHLIE 31
£5% 2. HEMLIBEFH G A 34
£5 3. EBRKEY 38
EFH48EEE 39

£5% 5. o ARERLE 4

ARG, Bk Ry—MRER) Q-TOF ik ik B e ik, bzt
i L) LC-QTOF Pesticide 4 SCAF3E %4521, I T W[ $04T S AL S

BEE AR, A S % R RO RE L AR I B S
AR5 e vt R A IE AR BT 7 770
BE AR A

A B S TR R S VI P T A B 2
BWEITENE BPER

B R IEFE E’Jﬁﬁuo

BE E VB AR O 2k
SE LA FIF ORAF 45 R
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2

30

WEMEE—HRER Q-TOF FIECH

BATRERE— DTN FETIAE T — AR, BRI HIEE IR =51
o PR — IR E UL B IR
o VEARUCH] - WRIE R B B A R B SR, X SRR U

0.
o TR - BRSBTS SR ) AR P BRI ERR AL AR S .
FHRBRIEZ AT ...

i {RFs LC-QTOF Pesticide S 14 I 2234/ 5 _F 1) Supplemental/Data/Quant
Examples/Q-TOF S f4:3J¢ 52 il 1)1 /\?FEJ:E’JI#?EEP 2R B 58 R A
MassHunter Quantitative Analysis Software Supplemental Z¢%%, 4 X4
> B 5 BB SC 4 B2 H B AE MassHunter/Data/QuantExamples .
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WEMEE—HREN O-TOF HiEXH 2
£5 1. g EHMLIE
FEMATS GO E M B, Hh 80 B 0 AR IR i B B S A
AP HIVFZAES 5455 1 S AL
P E4AUER prt i3
1 E—MLIERBEEER o ERINEENNIEF, BRERE - LATBEEE “FR X2
k. EHERSHT (Q-TOF) ElfFR. th§9F2RF > Agilent >
M LC-QTOF Pesticide 32 {43 | MRREXERZER, e MassHunter Workstation > =
IR B RIE . ERBRATE, WE 4R, 43#f (Q-TOF) RiFIEHZFERF .
Bt R R A
jii test 01, Erh “i” Fx
TR EFE.
BB Agilent MassHunter Quantitative Analysis (=2 EoR|)|
.‘_:-_?‘ ,:nm; h'a;:ze_n;\,:ss—;::h Pda: efaoyout‘o [A] Restore Default Layout
Sample: ] ¥ ple Ty mpound: [&] @] IS @ LR R e .
\ Sample
\ @ | v |Name|Da!a F\IelTypelLeue\leq Da«e-'rime\
Cglﬁi \n:rrr\;&tionA o4 T E 4 - x C%ﬂ:ﬂ C;We — — . x
Twmoa'hzmm g x102)
o £ ool
4 BN S
Agilent MassHunter Workstation Software - &2 24734 B 165 A



2 REMEE—HREN O-TOF HE\EXH

SH]R JE4miER pot i3
b BEH > FEHLE. - MREKERRINGG, BT
7£ Quant-My-Way A P REFHIE TEEHHRERNER, R
THET R b, BHH@itaE. ERAEMALAIE.
RGUIG ST T RE M SLIRN IR AE Restore Default Layout
¢ fﬂ?(ﬁ_iﬁ%\’@ﬁy‘gf * 7& Quant-My-Way f AR E 8
O pestcidens MEATF L, LHERIRIA
d IARALIRICHZ dii_Test_01, 9 = D
EREME. °
2 4% LC-QTOF Pesticide 3Lk - ARG R RFMBERINEE. fiE - FIE, AOEMIEER.
HIER B iR 2 b2 EERBHR. RTREFXEHR
AINEHEACEE

HAAEEFBAZ. WETESH
fh. 1HBMA 5.

Add Samples P

Batch Folder: D:\MassHurter\Datza"\Qua....
File name Sample name
Leek_Spike_5.d Leek_100 ppb
Pepper_Spike_5.d Pepper_100 ppb
Solvert_Cal_4.d Solvent_5 ppb
Solvent_Cal_6.d Solvent_20 ppb
Solvert_Cal_7.d Solvent_50 ppb
Solvent_Cal_8.d Solvent_100 ppb
4 n L3

l Browse to Copy Samples ]

[ Translate MSWS Samples... ]

e
L
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REMEE—HREWN Q-TOF BIExXH 2

TR

TELRiERR

iR

File Edit View Analyze Method Update Report Tools Help

=™ AR EE Analyze Batch | @) Layout: E E E E @ Restore Default Layout
Patch Table - X
Sample; 1 - & Sample Type: <All> v|| Compound: [&] v [=] ISTD: B S AR B =" i
= =
Sample
@ |= Name Data File Type |Level|  Acg. Date-Time
Sclvent_5 ppb Solvent_Cal_4d Cal 1 414/2011 8:53 PM
Solvent 20 ppb | Solvent Cal 64 | Cal 2 411472011 9:26 PM
Solvent 50 ppb | Sclvent_Cal_7.d Cal 3 41472011 343 PM
Solvent_100 ppb | Solvent Cal_8d | Cal 4 4/14/2011 5:58 PM
Pepper_100 ppb | Pepper_Spike 5.d | Sample 41152011 9:45 PM
Leek_100 ppb Leek_Spike_5.d Sample 4/16/2011 5:28 AM

ICompound Information « X |Calibration Curve - X
E’ ++ 1 & grete j o | [ [ ﬁ ah & A \E’ ++ 1 ; [ [=] | Type: ~| Crigin: | Weight: ;
|Chromatogram
x101 : % 10 2:
02 % 05
0.7 o 044
06 0.2
0.5 04
044 -0.2
0.3 -0.44
024 -0.64
0.14 -0.84
0 - : r r T T T T T -1 r T : ; T T T r y
01 02 03 04 05 08 07 (1X:4 03 -80 -60 -40 -20 0 20 40 =) 1]
Concentration
Meodified & Samples (Etotal) Twlicm|
5 EEZAE ML IER
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2 REMEE—HREN O-TOF HE\EXH

£55 2. R EMAEHGE

SRR 55 5 B e KR4 5 8 I it e SO AL AR BB B B e BT . RS
o, BATRAE A —ASRIERE S, IR PSR E B, DR A B SN
7

{145 2 HETR K BANTF P, 1b4h, MassHunter FFIR4E T — AN HBH

%, S PRR, ALl AN ' A, R R e A FE R
IRE, AT KER A . fEH3T71EF, MassHunter 24341
Bk, HMERBENERID 238, WEemeR. BRE 1. gE 1
FILREAIT (8] B2, 1% A0 S B AR BRI S BUE 78 2 B 7 R PTG E
It E Bl 77 v W R i e 7 R B BT 7 AR TR]

sest, e CEF 30, K AE WE AL R &, MIMAINEE PERE
TR EY . BREAER, ES BRI,

P2

Eo

EARRA pd i
© MREEHY Q-TOF HiEGIEHTS o EAAGETEARSKERN - EREBHAMEESHES,
; RIEARHE, WTEFRR. MERERERM, LEFE
EAFEYSNREREREY
BFLEmEE.

Batch Table
[ Sample: ﬂ Solvent_... = ﬂ Sample Type:| <All> ~|| Compound: [¢a]

Sample
@ | ¥ Name Data File Type |level| Acq DateTime
Solvent_5 ppb Solvent_Cal_4.d Cal 1 41472011 8:53 PM
Solvent_20 ppb | Solvent_Cal_6.d Cal 2 41472011 9:26 PM
Solvent_50 ppb | Solvent_Cal_7.d Cal 3 41472011 943 PM
Solvent_100 ppb  Solvent Cal_8.d 4 4/14/2011 9:59 PM

Pepper_100 ppb | Pepper_Spike_b.d | Sample 4/15/2011 9:45 PM
| [Leek 100ppb | Leek Spike 54 | Sample | [4n62011528aM |
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REMEE—HREWN Q-TOF BIExXH 2

TR

TELRiERR

iR

6

b BEHEE > REBUIRIGERSE -
L
1£ Quant-My-Way AR ESRG -
BRI L, BB
FEEEERENEELNTIF,
& 6 FiR.

HEE, B 6 BiRAARENR
.

MRRETERANGR, HEEH
TEEZHHRERINGR, R
BRET—SEIBHEE.

Restore Default Layout

1£ Quant-My-Way A A E @8y
MEER < £, BHRERA
wE.

[ File Edit Wiew Analyze Method Update Report Tools Help
: 23 | (= AnalyzeBatch | @ ! Layout: B EH BB BB Al Restore Default Layout
ethod Tasks | - X |Method Table - X
Wﬂcﬂm{l | Level Mame Prefix: #of Levels; 1 : Time Segment: 4@ | <.. v = | Compound: [&] - [ ;
Method Setup Tasks Sample ] N
Compound Setup Name Data File Type I Level I Acg. Methed File | Acg. Date-Time
€. Retention Time Setup » | Solvent_100 ppb | Solvent_Cal 8.4 | Cal [a | TG_Pesticides__ [4n14/2011 959
=2 ISTD Setup
:2 Concentration Setup
F Qualifier Setup |
,'5;.' Calibration Curve Setup ZSémuIeIﬁiormation - x
& Globals Setup IE o 1 % | Max#of panes: 2 -|i Signal: <None> -l alf P
| o | +TIC Sc_:ar! (*-»*) Solvent_Cal_8d z
2 2 x107 1 x10
Wali 2
|&F Validate 3 2 06
= 15 0.4
I8 Save 1 e
Save As.. 05 E,‘
” 1 2 3 4 5 & ! 8 9 10 11 12
Ed Exit Acquisition Time (min)
Manual Setup Tasks |Compound Information - X
Outlier Setup Tasks @» t ARaid Iﬂlﬂﬁ_ﬂlﬁ A
Advanced Tasks Chromatogram
<10 ¥
06
04
02
" 05 01 05 02 035 03 035 04 02 05 055 05 055 07 075 08 035 09 035
0 Compounds (0 total) 0 ISTD (Dtotal) Twiiem|

73 RYREIE
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2 REMEE—HREN O-TOF HE\EXH

T

TELREER

iR

FE Qualifier Setup

;42’ Calibration Curve Setup

¢ AHREREOS, B XY

o RIEMEEFERR, HERREE

4.82 LRI BIEIER)HER, ABEE AL LFHRERGER, W
A ERZFNEREEEE.

F B HIREURIEE

d BEHERKRHET 396.0966. iR
HZE, REREHEBLEY.

-l alf 2

Sample Information
B’ Glabals Setup P2 et @ @ B Max#of panes: 2
| save / exit +TIC Sean (= -> =) Salvent_Cal_8.d
a Validate % Kw;_
Save c 24
Save ds... 14
Ed &t 03

T 27238 2% 3 34 32 33 34 35 35 37

3839 4 4142 43 44 45 46 47 48

49 5 51 52 53 54 55 56 5.

Manual Setup Tasks Lcquisition Ti
" + Scan (4.804-4 804 min, 1 scans) Sclvent_Cal_8.d
Outlier Setup Tasks g a0e] 1964052 :
Advanced Tasks 3 034 53 | Copy Ctrl+C
5 o
054 W@ | Auto Scale
+ X - Auto Scale
0.4
418.0772 4+ | ¥ - Auto Scale
024 376.1331 i
@, | Previous Zoom
LY VAR T YUY PR L . . — L, L B | Nextz
17500 20000 22500 25000 27500 300.00 32500 35000 37500 40000 42500 4 o |EEEEOM o 5
New Compound Mass:
Compound Infermation Mew Qualifier I
\E\" t &I & g [ =] ﬁ-ﬂlﬁ R 4 Search Library
Chromatogram Search Library Settings...
| 1og Y g
. - = =3
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REMEE—HREWN Q-TOF BIExXH 2

T AR Pt i

e EERDPEMANEHEEERBR. - BUUEEZIEEET.
ETHNSBRRMNEMEFR, - Ee=fARkrERERERD]
FIZEMERERDPRIFEDR EWm/.

f ZERXERFHEENRIZE, &

HIET AU B RIBET TS A%k

g B 4180776 EFIZEF (Ee
L=/ . ARBEHZAE,
m\}:ifﬁgﬁﬁiﬁﬁ¥ S 2 kB8 7 ANSTE hn 7T N o

¢ File Edit View Analyze Method Update Report Tools Help
0 & A Ba | (= AnalyzeBatch ~| @ i Layout BF E EH Al Restore Default Layout

[

Method Tasks ~ X |Methed Table - X
New / Open Method i TimeSegment 4 | <All> ~| = | Compound: [&| TriBenuron-me... v [=] Reset Table View
Method Setup Tasks Quantifier —"
Compound Setup MName T8 Transition Scan Type Precursor lon Product lon Uncerta
. - . L
J'TC Retention Time Setup (=3 b TriBenuron-meth . 1 356.0868 Scan Target 0.000C 3960968 Relative
@ 1STD Setup Qualifier =
N . 1 Precursor lon | Product lon ‘ Transition | Rel. Resp. | Uncertainty | Area Sum
. Concentration Setup [l 0.0000] 418.0772| 4180772 [ 268] 200 [ 4
‘ﬁ Qualifier Setup | J af o -
-;{ Calibration Curve Setup
Sample Information - X
" Globals Sewp {2 e 1@ [ % | Maxsofpanes|2 ST aS)
‘ Save [ Exit | +TIC Scan (™ -> =) Solvent_Cal_8.d
& Validate g st_ x101
2
= o L6
9 Save 24

= :TM N I"HI“"M‘I‘\Iﬂ||‘|L||‘Il‘l||\‘||||Ill\lwlli||\|I|‘|||I\|II|||III|‘||| ;

272828 3 313223343536 273839 4 414243 4445 45 47 48 45 5 51 52 53 54 55 56 57 58

Manual Setup Tasks Acguisition Time (min)
- +Scan (4.798-4 798 min, 1 scans) Solvent_Cal_8.d

Outlier Setup Tasks g 08 96,0968
Advanced Tasks S g4

&4

24

4184772
24 376.1331
n L ‘ul L L
T T T T t T f T T T
320.00 340,00 360.00 330.00 400.00 420.00 440.00 460.00 480.00 500.00

Mass-to-Charge (miz)

Compound Information - X

2le t AxiM T EE[ATFNE A

+ EIC (396.0968) Scan Solvent_Cal_8.d

B 108 4,812 min.
5

=
=]
o 08

79 4 41 42 43 44 45 48 47 48 43 5 51 52 53 B4 55 5§ 57
Acquisition Time (min)

1 Compounds (1 total) 0 ISTD (0 total)
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BREAEREES > (RERE
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FEETF L, EESERETSE >
REERTERE .

b 7EAEM RT BLETIF, @A

0.2
¢ 7EAM RT TEFIF, WA
0.2

© BALEBENML YIRS
BIEFE

Method Table
i Level Name Prefix; # of Levels:| 10 Create Levels @ TimeSegment 4= | <All> v | = Compound: [#] Tribenuron-me... | [=
Sample
Hame Dat File | Type | Level | Licg. Method File | Licq. Date-Time
Solvent 100 ppb | Solvent Cal Bd | Cal |4 | TG_Pesticides__ | 414/2011 .59
Quantifier
! Name | 15 | Transition | Scan | Type | RT Left RT Delts | Right RT Deliz l RT Delta Units
“.{ » [ Tribenuron-meth _ | 1] 396.0966 | Scan | Target | 4513 0.200] 0.200 fMinutes [+
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1 SIENNRIESRA . a TEFFEHEAIEE
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b SFEF—NPEEETF, HERIAK
EEXATNMRBISEFRRE .

L1-2.5000
L2-20.0000
L3-50.0000
L4-100.0000
Method Table
Time Segment: 4= | <All> - =5 Compound: [#8] TriBenuron-me... = |[%] | Reset Table View
goe 3 : . :
B Name_ A Data F_\Ie_ T‘,'Pe :!_evel - Acqg. Me‘mod _File ADq__Dat?}_Time
| Solvent_100 ppb | Solvent Cal 8d | Cal |4 | TG_Pesticides TOF_3Hz_DD.m | 4/14/2011 3.59 FM
Quantifier ) )
b TS TieE | £ T T
B | TriBenuron-meth | 1] 2360088 [ Scan | Target | ngimi
Calibration
Level : Conc. Response Enable
1 25000 Fl
2 20.0000 ]
3 50.0000 ]
kil

» ENNN 00 0000
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2 REMEE—HREN O-TOF HE\EXH

TR

AR iR

2 WIEFHRFRE.

i File Edit View Analyze Method Update Report Tools Help

HR =" |

a BEHRE/BE > BIERIESE - SAUERBRBEFEREMN
wE, EfTSEIESE IR

23 | (= Analyze Batch @

i Layout fFl R

B = Al Restore Default Layout

Method Tasks ~ X |Method Table -x
[ New / Open Method [l Time Segment: ¢ [ <an> +| ® | Compound: [ « @] ResetTable View
[ Method Setup Tasks I sample =

Compound Setup Name DataFile | Type |Level Acq. Method File Acq. Date-Time 7
JC. Retention Time Setup 3 ‘5
£ 1STD Setup Quantifier

Name TS Transition Scan Type Units
[## Concenation Setup ‘ 5| TriBenuron-meth_ | 1| 3360062 | 5can | Target | ngimi
F Qualfier Setop Calibration i
+# Calibration Curve Setup ey —— Tx
" Globals Setup P2 e 1@ 8 R Mackof panes 2 BRI
[ save 1 Exit |||+ 1C Sean = = =) Solvent Cal 84
& Validate 077998 29 3 31 32 33 34 35 36 37 38 39 4 41 42 43 44 45 46 47 48 49 5 51 52 53 54 55 56 57 58 . x107
Acquisition Time (min)

+Scan (4.808-4.808 min, 1 scans) Selvent_Cal 24

Save s g e 8 rEEE 4180776
Exit " . ‘

Manual Setup Tasks

Outlier Setup Tasks

Compound Information

Advanced Tasks

33000 24000 350.00 26000 37000 38000 39000 400.00 41000 42000 43000 44000 450.00 46000 470.00 48000 49000 500.00 510.00

fale 2 A0 0 EBIA

Mass-to-Charge (miz)
Agilent MassHunter Quantitative Analysis =

- X

Chromatogram
x108
02
06
04
0.2
0

uow Method validated. No errors or warnings found.

0.05

01 of o2 o o3 0% o0& ods o5 ob5 08 08 07 05 08 08 03 0%

Method Error List

Category  Message

1 Compounds (1 total) 0 1STD (D total)

EREIEHRRE, BHEHE.
EfRE /BHT, 2HBH, AR
R R LA R RO H b S TR i
BETHE, AEEEREEERL
FENATHAE? fRne R s

Eo
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REMEE—HREWN Q-TOF BIExXH 2

£55 5. S A RFHEALIE

ARG T, SR A e AR, RIERFLER.

P2 4R pit s

1 SHHAE, RESMEY BEIEEPHNIRHLERR
E’JQE% = Analyze Batch FFIAHEALIRM .
EEEHS, E¥ERE £ Quant-My-Way A PR EFHIETT
ﬁ;&z SRR, R L, BHOWHLE.

file Edit View Analyze Method Update Report Tools Help
0 & @ | Ba | G= AnalyzeBatch ~| @ ¢ Layout fF B3 EE B (Al Restore Default Layout
Batch Table - x
Sample: ¥ Solvent_100 ppb v ] | SampleType: <All> ~ || Compound: [#] TriBenuron-methyl ~| (=] ISTD: La IE] w F e =
Sample TriBenur. TriBenuron-methyl Resulis Qualifie-
® ¥ Name Data File Type  |level|  AcqDaleTime |Exp.Conc.| RT | Resp. |Mi|Calc. Cone.|Final Canc.| Accuracy| Ratio] MI
¥ | Solveni 5ppb | Solvent_Cal_4d | Cal 1 (41472011853 PM 25000] 4.822] 11es38([] 3ei74] e« [NEEE 277 (00
Solvent_20ppb_| Solvent Cal 64 | Cal 3 |4/1412011 926 PM 200000 4819| 510747|[]| 182655 182655| 913 265|[]
Solvent 50 ppb_| Solvent Cal 7d | Cal 3 (471472011543 PM 50.0000| 4812| 1377585|7]|  502062| 502062 100.4| 250([]
3 Solvent 100 ppb | Solvent Cal 8.4 | Cal A AT S P 00,0000 | 4 8131 27348601 || 1002108 . 100 2108 . 00,2 268
Pepper_100 ppb | Pepper_Spike 5.4 | Sample 41572011 5:45 PM 4734] 2024725|[ || 740516 740516 237|[C]]
¥ | Lesk_100ppb | Lesk Spike 5d | Sample 4116/20711 5:28 AM 4742| 1827722|[F]]  ©6.7926| 667926 | 211 [
Compound Information + X [Calibration Curve - x
Rle s AN EEATEL (L &ass [ig Dia)e 3 [ EB opeltnr -] ol -] weigns|n.. | 570 [ec]ec]
+ EIC (356.0968) Scan Selvent_Cal_84 TriBenuren-methyl - 4 Levels, 4 Levels Used, 4 Faints, 4 Points Used, 0 QCs
2 %108 ss2 9 108 | y =27139.001725 *x + 15038.046552 e
g min. a {R"2-098311717
[SEEE % 2.6 Type:Linear, Origin:lgnore, Weight None
0.8 I 24
08d 224
- 2]
0 1.8
0.6 164
0.5 144
0.4 12
0.3 iy
-1 0.2
0.2 64
0.1 pad
o4 0.2
0.1 “
452 464 485 488 47 472 474 276478 48 482 4aBaafe afs 45 4S04 aB6ad8 5 ) i 2 3 4 5 60 ) 0 1o
Acquisition Time (min) Concentration (ng/ml)
Processed  Solvent_100ppb  TriBenuron-methyl & Samples (6 totsl)

2 REGHAIE, a BEXH > REME.
7t Quant-My-Way F§ A R EHAYE
TUAT R E, BiREHLE.
b EFHICH > RFHATE L S
IR,
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Agilent MassHunter Workstation Software Quantitative Analysis

. ® . BIRIEE
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5 1. AR IBRLE R 44
° %2 FEREREORE 48
155 3. SHAITENLER 55
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J& K EdE 5 3 Microsoft Excel DA F Y AT BN HE
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£355 1. MSEHAIEREGR

SR 55 U B B e S R i AL 54, LS AR B R rh AR AR AL B 5 R 4
oo AZAT IR VLB IR SR & R i T

P2 4R pit s

1 FIRESI 1 FEIENMALIE o EBREENWER, BREREE - AEFHNENRENSTHAR.
34 iii_Test_01.batch.bin. THEEBSITER B . XEBRAGE, 883K
b #H T EchavdTHntabsE (] E.
B RITHHSE R IEIE.
1£ Quant-My-Way AP EE S RIE
THEf b, BEHITHHLE.
c HEE\ BHER\
DrugsOfAbuse, SAFE T
iii_Test_01.batch.bin

:© Hile Edit View Analyze Method Update Keport lools Help

=" RREE LE Analyze Batch | &) Layout: ﬁ E E IIL! Restore Default Layout

Batch Table - X
Sample: @] Blank-1 = 8] | Sample Type: <All> ~| Compound: [@&]| Amp -|[=] 15TD:| Amp-dS @F@] R =R N <l e
Sample Amp Method Amp Results Qualifier... | Amp-d5 (IST... | Qualifier...
@ w Mame Data File Type Level Acqg. Date-Time Exp. Conc. | IPM Int. RT | Resp. | M| Calc. Cene. | Final Com.lﬂocuracy Ratio| MI| RT | Resp.|Ratia| MI
K] Blank-1 CMAMBIk_01.d | Blank 5122006 1:48 PM MS-MS
¥ | Calib-L1 | CMAMCal L1d | Cal L1 |5/12/2006 1:51 PM 2.5000 MS-MS 2141| 658 33187 3.3187| 24.3 2.128| 1397| 259
¥ | Calib-L2 | CMAMCal_L2d | Cal L2 |5/12/2006 1:54 PM 5.0000{ [C] |MS-MS 2140| 1058([C] 57433 5.7433] 115.0 [CI] 2.128] 1298 259([C]
Calib-L3 | CMAMCal L3d | Cal L3 |512/2006 1:57 PM 12.5000| [ |MS-MS 214| 27|00 136808) 136808 1094 O] 2.121] 1377] 2630
Calib-L4 | CMAMCal_L4d | Cal L4 |5/12/2006 2:00 PM 25,0000 MS-MS 2022| 4552 267561 26.7561 107.0 1990 1304| 288
Calib-L6 | CMAMCal_L5d | Cal L5 |5/12/2006 2:03 PM 125.0000| [[] |[MS-MS 2101 18605[[C1] 124.4844| 1244844 996 [C1] 2.076] 1053[ 26.4[[C]
Qc-l2  |CMAMQC L2d | QC L2 |5/12/2006 2:06 PM 5.0000( [C] |MS-MS 2142| 1006|[C] 52293 5.2293] 1046 O] 2.131] 1356] 31.1[[0
Qc-l4 | CMAMQC L4d | QC L4 |512/2006 .09 PM 25.0000| [ |[MS-MS 2135| 4716|[0 278039 27.8039 112 O] 2.121] 1196] 31.1[0
1] Sample-1 | CMAMSam_01.d | Sample 5122006 2:12 PM MS-MS
Sample-2 | CMAMSam_(2.d | Sample 5/12/2006 2:15 PM [C] [Ms-MS 2143] 1004|[0] 48977 4.8977 309|[C1] 2.130] 1445] 25.7([C]
Sample-3 | CMAMSam _03.d | Sample 512/2006 2:18 PM [ [ms-MS 2105] 2590([C] 142183) 142183 25.3[[1] 2.089| 1284 29.8[[7
Compound Information ~ X |Calibration Curve - X
fale t Axid @ EBIA]TE L& A [@]e ¢ Li@ B Typel. +| Oigin k. +| weight/N.. <] 157D [Qe]ee
+ MRE{‘{W_JE.Z-> 91.4) CMAMEIk_01.d Amp - 5 Levels, 5 Levels Used. 5 Peints, 5 Peints Used, 2 QCs
2 9 %107 | y=7.083492 7 x
3 14 2z TR"2=0.99942480
8 g Type Linear, OriginForce, Weight-None
0.54 T 16
o«
0.8+ g 144
- =
0.7+ 2 124
0.64 1
0.54
0.8+
04
0.34 0.64
024 0.44
0.14 024 /
0 04
o r T r T T r r T T r - T T T r
12 13 14 15 16 17 18 1% 2 21 22 23 24 25 26 27 28 28 V] 02 04 06 08 1 12 14 16 18 2 22 24 28
Acqguisition Time (min) Relative Concentration
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s
Do

- BRERATE, HEN—MER
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EHHRERIAEE.
Restore Default Layout

+ 7t Quant-My-Way F§ A R E AV
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- BEREERAIIRE, FEMLER

BORHERNE LeHhagE, R
[F BT HRERIANT

- EREHEMER, HREHAYE

-

o

BETEEAR “BR /e
E” EiF A e s RmE

o

BB EAOE T AR R T—
MEREL |, BRRGR R
EHIRER.
REXCAPEETORHTL.
BIREIF] Cal-L5, it ER
o T B hE E—AMERERR
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IR IR R E O S 4£5 Calib_L4
TR R TIE, UBEETWL.

BHETIAZPHT—MEWE L
—MEAYIETL, BRIRGRRA
FHHAET.

Compound: 4] 1: Meth > [=]
b KEHAAER. HEYESNKIE
BhZe s O P EYEZ1L

¢ BHUAYIIRFZLHE TS,
d BFAFE.

- A ERELR FREF,
THEER. MRGEQEAD
BWHE, el “FF% 2 EX
ZREOME” (F48 7).

- ETHAERTSZE TR

‘XML EMERE O
BILE Z A,

- ETHERUR B MR

ZIEMEALAMER PN ELL.
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5 WEZMLAINILE
EE Cal-4 HREANEBMLE
YRR EG BT
ERERMEUEYNERE,
BEEFTRESER.

a BT AE#SpERteE
FKNEPEREMLEY
/ ¥mERR, UBRRE
Bt &M EEER.
TR BT E > HEBRGR
> EMLEY / BRAE.

1£ Quant-My-Way Fi A R E FAIAE
Fikln+ E, EFHLERTE >
EMLEY / HRRE.

B Cal-L4 TR, I THEWE
BEOPEMLAYINRERE =

Fto

ELTSMEY / HRER
RMEMLEMREIER AT, 5
ERATEM—EY. WRELTS
MEAEY / BRAERN DA
RPARMI, INEUFRBEHR
RERNMEEY / HRLEER
F.

B Agilent MassHunter Quantitative Analysis - DrugsQfAbuse_BO500 - iiii_Test 01 (=@ =]
i File Edit View Analyze Method Update Report Tools Help
P 0 & || Bz | = AnalyzeBatch | @ ! Layout: EE EY B8 [ Al Restore Default Layout
Batch Table - X
i Sample [§] Colib-ld  +| (] | SampleType: <Alls  ~| Compound: [@)] Cocaine <[] TD: Cocaine-d3 @g} 21K R R R
Sample Cocaine Method Cocaine Results Qualifier... | Cocaine-d3 (... | Qualifier..
T | T | Name Data File Type |Level| Aoq DateTime |Exp Conc |IPM|  int RT | Resp. |Mi|Cslc. Conc |Final Cone | 4ccuracy | Ratio | MI| RT | Resp. | Ratio| M
@ | ¥ [Blank-1 | CMAMBEIk 01.d | Blank 512/2006 1:45 FM ] [MSMS 2433 20| 118235  11.8235 1] 2403] 15 E
Calib-L1_| CMAMCal L1d_| Cal 1 [512/2006 151 FM 25000 [] |MSMS 7453 5189 ][] 23087 23087 523| 37|[| 2452| 20045] 40|
Calib-L2 | CMAMCal L2d | Cal 12 [512/2006 154 FM 5.0000] [] [MSMS 2454] 9716 |[] 22602 42682 854| 39([| 2453| 20508] 40|
Calib-13 | CMAMCal L34 | Cal 13 [512/2006 157 FM 125000] [ |MSMS aasal 351g7([]|  115607) 115607 25| 39|[laesal joms| 44|
Calib-L4 CMAMCal_L4d  Cal L4 512/2006 2:00 PM 250000 W MS-MS W 252511 252511 2448 M
Calib-L5 | CMAMCal L5d | Cal 15 |512/2006 2:03 FM 125.0000] [] |MS-MS sy 199967 ]| 1250768] 1250768]  1001] 38|t 14401] 37|C
QC-2  [CMAMQC_L2d | QC 12 |5/12/2006 2.06 PM 5.0000] [[] [MS-MS 2453 9246 | 22831 42831 857 35|[1| 2453| 19848] 44|
GCL4 | CMAMGC L4d | GC L4 [5/12/2006 2:09 PM 250000 ] |MSMS 7455| 485R2|[]| 245377 245377 982| 40|[]| 2454| 17834] 38|
7] Sample-1 | CMAMSam_01.d | Sample 512/2006 2.12 FM [ [M5MS O O E
Sample-2 | CMAMSam (24 | Sample 512/2006 2.15 FM [ [MSMS 2460] 9735 43735 4373 36|[C1] 2459| 20081 36|
RS o TrTY ey e—— e 5 10 DL e S aae T ama romeal wnanan oe EF Y Ry e
v [ = PigY: =1 - A
¢ EREIRNEEERKE

YIREMEEER, 58
HFILAEEGNERLER
hERAMCEY / Hm
E¥x.
7£ Quant-My-Way i A R E A1
BT+ E, EEHLERSGS >
BAMEEY / HERIRE.

d REFE, BEHESYIIRE LN
BTE Sk, REETFAREA.
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ERRIEFRHE ko BETHEREBRIIEE.
RERRITARMRER. b JERR < 2B > FikiE, FHiEPR
ESIiEiE.

E Agilent MassHunter Quantitative Analysis - DrugsOfAbuse_B0500 - iii_Test_01
[ File Edit View Analyze Method Update Report Tools Help

[ ') & [ | Ba | L= AnalyzeBatch | @ : Layout: [ B E Al R
Batch Table

Sample: &) Calib-L4 = B| | Sample Type: <All> ~ | Compound: [@] A

Compound Group:| <All> 3 B | ~| ISTD:

| <> =

@ ¥ Name Data File [ Sample me Exqg
9 Blank-1 CMAMEIKk_01.d

¥ [Calib-L1 | CMAMCal_L1.d

! 4| Cal
¥ | Calib2 | CMAMCal_L2d -
Calib-13 | CMAWCal_ 134 | 1=
» Calib-L4  CMAMCal_L4 d M
Calib-L5 | CMAMCal_L5.d [C] DoubleBlark 1

QC-Lz | CMANGC 24 | | L MatmeSpie
QCLE | CMAMQC L4.4 | | ) MaticSpikeDup
%] Sample-1 | CMAMSam 014 | ) MatrixBlank
Sample-2 | CMAMSam_02.d| | [ TuneCheck
Sample-3 | CMAMSam_03.d| | [C] ResponseCheck
7] <Unassigned:

c BEWHE.
HAIRRRN R B ST FENRIERR
=

d BFEHRERTRIIRPHETE

e BE<2>, RERTFHE.
REBIETRESIRIEH ERAE
MR,
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Agilent MassHunter Quantitative Analysis - DrugsOfAbuse_B0500 - ii
: File Edit View Analyze Method Update Report Tools Help

Test 01

Calib-LS

5/12/2006 2.03 PM

125.0768

0O & || Ba | (= AnalzeBatch @ | Layout BF EH BB B (Al Restore Default Layout

Batch Table - X

Sample: [#] | Calib-L4  ~ (8] | Sample Type: <All> ~|| Compound: [#]| Cocaine ~ [#] 1STD:| Cocaine-d3 LoBR B e
Sample Cocaine Method Cocaine Results Qualifier... | Cocaine-d3 (1. | Qualifier...
@ | ¥ | Neme Data File Type  |Level Acg. Date-Time Exp. Conc. | IPM Int. RT | Resp. | Mi|Calc. Conc. | Final Conc. | Accuracy | Ratio | MI| RT | Resp. | Ratio| MI
| |9 [ ¥ [Blank-1 |CMAMBIK 01d | Blank 5/12/2006 1:48 PM [C] [MS-MS 2433 20([1 11.8235|  11.8235 [C]] 2.403 15 Ol
Calib-L1 | CMAMCal_L1d | Cal L1 | 51202006 1.51 PM 2.5000] [C] [MS-MS 2453 5189 23087 23087 92.3]| 37|[C]] 2452] 20245 4.0([0
Calib-L2 | CMAMCal_L2d | Cal L2 |5/12/2006 1.54 PM 50000 [C] [MS-MS 2454 9716 42682 42682 854] 39|[C]] 2453] 20506 4.0([0

Calib-L3 Cal L3 | 5/12/2006 1.57 PM 12.5000 [C] |MS-MS 11.5607 [ 19625| 4.

B

RIEFZHIERIATD

XARIEMZE O
BHME > BOKE > RERR.

1£ Quant-My-Way F P R F AL B3£I
+ L, ®&FBA / REHRE > RED

&
B

B, REEHRE.

G5 B R T RS S FIE.
575 BT 4 2 AN B R R A

Qc-l2 | CMAMQC L2d | QC L2 | 512/2008 2.06 PM 5.0000] [C] [MS-MS 2453 946([0 42871 42831 857| 35|C] 2453] 19446] 44[O
QC-l4 [ CMAMQC L4d | QC L4 | 512/2008 2.08 PM 25,0000 [ [MS-MS 2.455| 48582([M] 245377) 245377 932| 40|C] 2454] 17834] 338[O
¥ Sample-1 | CMAMSam_01.d | Sample 512/2006 2:12 PM [C] [MS-MS ] =
Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2:15 PM ] |M5-MS 2.460 9735 43735 43735 36|IC]| 2459 20051] 36|
Sample-3 [ CMAMSam_03.d | Sample 5122006 2:18 PM MS-MS 2446 24341 10,9239 10.9239 39 2445 20472| 36
‘Compound Information « X |Calibration Curve - X
e t A=A 0 & =4 EDE @] t i@ B Tpell. -| orgnlF. +| weight|N.. ~| 10 [ec]ee
+ MRM (304.1 -> 182.0) CMAMC... | 304.1-> 1820 ‘T > 220 + MRM (2.339-2.568 min, 37 sca. Cocaine - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 2 QCs
£ x104 2449min.{ < x1027]Ratic = 53 (1014 %) 1820 B 101 |y =55807791x
H 2 1 27" {R"2=099985845 .
a 1 < 0754 = Type:Linear, Origin:Force, Weight None
0.5 : 05 2 '
2 oz = 4
0 0 , s |2
i z2 25 i 2 25 100 150 200 250 300 |& g
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz)
+MRM (207.1 -> 185.0) CMAMC_. | 307.1->185.0 , 307.1->85.0 + MRM (2.400-2.557 min, 26 sca. 064
2 x102 2443 min. < %1027 Rafio = £2 (1147 % 2 %104 185.0 0]
s 4 2 ] N
a T 075 o34 0.24
24 Zz 05 5] .
< 0254 1 o]
0 = oo 1. .
2 25 2 25 100 150 200 250 300 " 0 02 04 06 08 1 12 14 16 18 2 22 24 26
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz) Relative Concentration
Processed Calib-L4 Cocaine 11 Samples (11 total) Twlicm
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B2 LR ped

5 FAAFNENTS. a BETAEEDHIREBRIAGS.
7E Quant-My-Way F 2 R & AL Bl E IR
L, aHBERAGR

b BEME>EO/E > BR/HER.

7£ Quant-My-Way f /3 T A4 B 1E T3
+L, EFAR / ®#ERE > ARG
B
ARG E ARG RXNEIE.

BB Load Layout ==

() [ « pesktop » DrugsOfabuse 80500 » ~ [ 4| [ Search 2|

Name Date modified  Type Size

E Documents CMAMBIK_01.d
CMAMCal_L1.d
f- D= CMAMCal_L2.d
%] Recent Places T
1% Computer CMAMCal_Ld.d
B Pictures CMAMCal_L5.d
B Music CMAMQC_L2.d
(B Recently Changed CMAMQC L4.d
B searches CMAMSsm _01.d
Public CMAMSam_02.d
CMAMSam 03.d
QuantResuts
] Batch_Table_Plus_Compound Informat...
Folders -

File name: + [ Layout Fies r"quantiayoutr ~

¢ BEHAERIUESMIER, REEE
17
WE, HREAOWME 7 FR.
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B2

AR AR

*

HREN

% ilent MassHunter Quantitative Analysis - DrugsOfAbuse_B0500 - iiii_Test 01
¢ File Edit View Analyze Method Update Report Tools Help
) & | B3| (= AnalyzeBatch | @ | Layout: B B E Al Restore Default Layout
Batch Table - X
Sample: [#] Calib-L4  ~ [B] | Sample Type: <All> ~ | Compound: [@] Cocaine = [®] ISTD: Cocaine-d3 El
Sample Cocaine Method Cocaine Results Qualifier... |Cocaine-d3 (1... | Qualifier...
@M | v | Hame Data File Type |Level| Acq DateTime |Esp Conc. [IPM| Int RT | Resp. | Mi|Cale. Conc. |Final Conc. | Accuracy | Ratio| Mi| RT | Resp. | Ratio| MI
O | ¥ |Blank-1 | CMAMBIk_01.d | Blank 5/12/2006 1.48 FM ] |Ms-Ms 2433 20[1] 118235 11.8236 O 2403 15 O
Calib-L1 | CMAMCal_L1d | Cal L1 |512/2006 151 PM 25000 MS-MS 2453] 5189 23087 23087 923 37|[]| 2452| 20245 40
Calit-l2 | CMAMCal 124 | Cal L2 |512/2006 1:54 PM 5.0000 MS-MS 2454 9716 42682  42682| 54| 39|[| 2453] 20808 40
Calit-L3 | CMAMCal_L3d | Cal [E] 5000 11,5607 19625| 44
CMAMCal_L4d 0000 :
Calib-L5 | CMAMCal L5d | Cal L5 |512/2006 2:03 PM 125.0000] [] |MS-MS 2443] 199967 |[C]| 1250768 125.0768] 1001 38|F1] 2448] 14401] 37
GCL2 | CMAMGC 24 |GQc 12 |512/2006 2:06 FM 5.0000] [ |MSMS 2453 9248 |[] 472831 4283 857 35|[]| 2453] 19446 44
GCL4 | CMAMGC L2d |ac 14 [512/7006 208 FM 250000 [] |MSHS J455| 4a5e2|[ || 745377 245377|  987| 40|[ || 2458] 17834 389
[+ Sample-1 | CMAMSam (119 | Sample 512/2006 2:12 PM ] [MsMS [l [l
Sample-2 | CMAMSam_[2.d | Sample 512/2006 215 FM MS-MS 2460|9735 43735 4373 36|[1| 2459 20051] 36
Sample-3 | CMAMSam_13.d | Sample 512/2006 2-18 FM MS-MS 2446 24341 109258 108299 39|[]] 2445] 20472] 38
Compound Informtion - X
ifa]e t A= o = = [AlFEW][E] A
+MRM (304.1 -> 182.0) CMAMCal_L4.d 304.1-> 1820 , 30415 820 + MRM (2.339-2.568 min, 37 scans) (304.1-> ) CMAMCal_L4.d
2 104 2448 min = x1027 Ratio =39 (1014 %, 2 105 182.0
] ] 2 ] 3
3 4] < 0754 3 1
Z 05
051 3 0254 054 204.1
0 T o | 80 -
1516171818 2 212223 242526272829 1516171818 2 212223242526272829 " 8D 100 120 140 160 180 200 230 240 260 280 300
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z)
+MRM (307.1 -> 185.0) CMAMCal_L4.d 307.1-> 185.0 , 307.1-> 85.0 + MRM {2.400-2.557 min, 26 scans) (307.1-> ) CMAMCal L4d
2 %103 2448 min £ x1027 Ralio =42 {1147 %) 2 %104 85.0
H 2 ER
S 4 < 075 S 3
2 vy 2]
2 0254 ; 071
P £ 11 es0 .
15161718 19 2 21222324 252627 2829 1516171819 2 21222324 2526272829 80 100 120 140 160 180 200 220 240 260 280 300
Acqguisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z)
Processed Calib-L4 Cocaine 11 Samples (11 total) Twliem
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B2 AR AR pE:
6 SIZEME 8 (5 5370 Fimiy a MEMRANRE (BRHIELTHRER - HAERFHMHESE

whE. AR o REELM.
1£ Quant-My-Way F P R F AL B3£I
L, aHmERAGR.
b ERIEREZE OB P R AR,

REIEFRENEIRIE.
Calibration Curve ]
| Hide

L ot od |
IE\. i i | Eloating

lamn-Rlevds Rl

¢ ARATUAMERE OMREE, R
[Rik R RS IEAE .

d FEHOKXND, UESE 8 hrHE—
.
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B2 L5 AR ped i

 File Edit View Analyze Method Update Report Tools Help
O & || Ba | (3 Analyze Batch | @

Restore Default Layout

Batch Table (] Compound Information =
Sample: ﬂ = = ﬂ Sample Type:| <.. ~|C.. ~ : L2 AR =i : \E‘ o 1 & e E-l ﬂ [ (= | AFE|h|E| A
e +MRM (3041 -> 182.0) CMAMC_. | 304.1-> 1820 . 3041->820  + MRM (2405-2531 min, 21 sca.
2,102 2453 min 102 —47(a7gl 2 1041 182;
@ [7 [ Hame Data File Type  |Level| Aca. DateTime | Exp g"w E E"w -+ Ratio=3.7 (37.3%) 5*101
O | ¥ |Blank-1 | CMAMBIK 014 | Blank 5/12/2006 1:48 PM s 14 £ s o
3 Calib-L1 | CMAMCal_LTd | Cal 1 [5/12/20061:51 PM | 051 2 0.5
Calib-L2 | CMAMCal 124 | Cal 12 [5/12/2006 1:54 PM 0 : : : : T ¢
Calit-L3 | CMAMCal L3d | Cal L3 |5/12/2006 1:57 PM 1 o225 ooz 25 160 150 200 250 300
Caib 2 [CHANCA (24 | Cal T TEm3P00e 200 Pl = Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (mz)
Calib-(5_| CMANCal (54 | Cal 5 |5/12/2006 203 PM 721 | | +MRM (3071 > 185.0) CMAMC | 307.1-> 1850 , 307.1->850 |+ MRM (24002557 min. 25 sca
QCL2 | CMAMGC 124 |GC 2 |5/12/2006 206 PM £ x102] 2453min. £ 3102 Ratio=40(1087%) 2 x104] 185.0
QC-4 | CMAMQGC_L4d | GQC L4 [512/2006 208 FM 2|8 4 : 2 4
0 Sample-1 | CMAMSam _014d | Sample 5/12/2006 2.12 PM 2] 2 05 2]
Sample-2 | CMAMSam 02 d | Sample 5/12/2006 215 PM 0 = g oL »
Sample-3 | CMAMSam 024 | Sample 5/12/2006 2.18 Pl i I s T T o 180 120 200 250 3bo
1Kl m ] v Acquisition Time (min) fcquisition Time (min) Mass-to-Charge (miz)
Calibration Curve

@ e 1 i @ ® Type|Linear +| Origin:|F.. ~| Weight|n... +| 157 [@efice
Cocaine - 5 Levels. 5 Levels Used, 5 Paints, 5 Points Used, 2 QCs

4 41077 ¥ = 5550778 %

2% 1R J0 90085040

1.3+ Type:Linear, Qrigin:Force, Weight:None

Relative Respon.

0 02 04 06 08 1 12 14 18 18 2 22 24 26
Relative Concentration

ERATFRER “RIEMLZL” f1 “UWEMER" &0

e AUAMIEREONREEFARES,
REERFNEEIE.

fEREOKRDN, UES
B

9 hpmE—

Agilent MassHunter Workstation Software - &2 24734 B 165 53



B2 LR pad i

© FIIE EQIT VIEW ANalyZE MEINOO UPOate Keport 1ools Help
P & | Ea | GE AnalyzeBatch | @ ( Layout B B EE B [Al Restore Default Layout
Batch Table
¢ Sample @] G ~ ] SampleType:| <. = Co ~ R 200 L <
Sample
@ W MName Data File Type Level Acqg. Date-Time Exp. Fallbm c""e” . X
Q| ¥ |Blank-1 | CMAMBIk 01d | Blank 5/12/2006 1:48 PM EE“ $+ oi[® B Type L. ~| Orgin:F.. ~| Weight|N.. ~| ISTD
» Calib-L1 | CMAMCal L1d | Cal L1 |512/2006 1:51 PM : Cocaine - 5 Levels, 5 Levels Used. 5 Points, 5 Points Used, 2 QCs
Calib-l2 | CMAMCal L2d | Cal L2 [512/2006 1:54 PM 9 1071y =5550778"x
CalibL3 | CMAMCal L2.d | Cal 13 [5M12/2006 1:57 PM 1 £ 14 R°2=-058885846 |
CalibL2 | CMAMCal L4d | Cal [ [512/2006 2:00 FM 2 g 1. Typeinear Origin:Foree, WeightNene
Calib L5 | CMAMCal_L5d | Cal L5 [512/2006 2:03 FM 2 £
QCL2  |CMAMGC 12d | QC L2 [5M12/2005 2.06 FM Ea—.
QC-L4  |[CMAMQC_ L4d |QcC L4 [5M12/2006 2.09 FM 2 H
[*] Sample-1 | CMAMSam_01.d | Sample 5/12/2006 2.12 PM .
Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2:15 FM 0.8
Sample-3 | CMAMSam_03.d | Sample 5/12/2006 2.1 FM 0.84
el 1, 3 0.74
0.6
0.54
Compound Information 0]
fale t & a3 0 @ = AFENR L 034
+MRM (3047 -> 182.0) CMA_| 304.1->1820 ,304.1->820 |+ MRM (24052531 min, 21 0.24
2 x103] 2453min. | 2 2102 Ratio=27(97.8 %) | 2 x104] 1820 0.1
H =71 i
3 4] 2 0754 s 1 °]
5 05 0751 e e e e e e e e e e e
051 = o5l 054 0 02 04 06 08 1 12 14 16 18 2 22 24 26
o 0254 Relative Concentration
04 =0y ol 'Y
T T T T T T - T T T
2 25 2 25 100 200
Agquisition Time (. Acquisition Time (.. Mass-to-Charge (m...
+ MRM (307.1-> 185.0) CMA.| 307.1->1850 ,307.1->850 |+ MRM (2400-2.557 min, 25..
2 %103 2453 min| 2 %1027 Rafio = 201087 %) 2 x104] 180
H E 14 R
24 2 0754 S ]
H
2] = 059 2
3 0.254 b
gl ——— i —— ol Lo
2 25 2 25 100 200 300
Acquisition Time (. Acquisition Time (.. Mass-to-Charge (m...

5 9 WEXNEHEO

g EREMZE ORI P RATAEE,
RIEEMRFNE EIE.

h BULEYERED, EHENNTE
ES TR Er BRI E R EIR R

71 EftiE (F%RE) AR - EEFEUESRKE.

IR DA ERIEMEED, AEHEEN
SYREEE0, X REERIZERKA
wmh.

MRAHWERINEOGE, REMZMLT
EM, MAHHE S HRIEMSE O
B, REREBEAN. REERE
RZE R EEENETHNE.
BRIEMZIEZEEMNENETA.

Agilent MassHunter Workstation Software - £ & 324K/




155 3. FHFAHTENER

W25 >0 U I AT R 45 5 HH 1) Microsoft Excel SCfF, PR U] Fi SO A 4T Bt AL
R EE RS,

P2 4R pit s

1 SHHAIETH jii_Test_01. a

BREHAERE O, BFREHME - di- ARRFEFEE
BRRE O AVRREA= .

b BFHXH > B > Sdi%k.
7£ Quant-My-Way AR E&EH, &
£ N \
HABREOPRELE, REE
2
Bt
B ==l a1 N —
¢ IBEHRMXHIENBIRER.
A Ny
d 3N iii_Test_01.x1sx{EAS
HIXHH,
e BH{RTE. Excel X My
Documents\iii_Test_01.xlsx E 13T
7.
Agilent MassHunter Quantitative Analysis - DrugsOfAbuse_BO500 - iii_Test_01 ===
t|File| Edit View Analyze Method Update Report Tools Help
(| '3 MewBatch... Cirl+N B Restore Default Layout
B & Open Batch ... Ctrl+0 - X
i| el SaveBatch Cul+S  [4a] Cocaine ~ [=] ISTD: Cocaine-d3 @E} R 2B B
N |EeEEs Cocaine Method Coceine Results Qualifier.| Cocaine-d3 (I | Qualifier.
Close Baich Exp.Conc. [IPM]__ Int | RT | Resp. | Mi]Calc. Conc. |Final Conc. | Accuracy | Ratio| Mi|_RT [ Resp. | Ratio|MI
0 Add Samples... | 1 [Ms-ms 2433 20[[C]]  11.8235] 11.8235 O] 2403 15 O
I N — 2453| 5189|(]|  22087]  223087| 923 37|1| 2452| 20245 40|[]
0 P Expogiibles 2454 ore|[C||  42em2|  42em2|  854| 39|I]| 2453| 20506 4.0[[]
[ ig Page Setup.. Ecp ics.. | | 2459] zs1e7|C0| 11.5607| 115607 925 39|[1| 2459| 19625 44|
55| prnt culep ooTTTTMS WS | 2449| 50649|[C][ 252511 252511  101.0] 3.8|01| 2448| 1s0es| 42([
A= 1250000( [ [MSMS__ | 2.448| 199967|[]| 1250768 1250768]  100.1| 3.8|[1| 2.448] 14401] 37([]
1] Print Preview.. 50000] [ | [MSMS | 2453] 9246|[]|  42831] 42831 857 35([ || 2453| 19446 44| |
| Botch Properties. 25,0000 [ ] mimg 2455| 4953([ ||  245377) 245377| 982 40[[ || 2454] 17834| 38| |
| | 1:CA.500_updated\DrugsfAbuse_BOSO0Vii_Test_01.batch.bin ] [MsMs 2460 735|[ | 43735 4373 361 1| 2453] 20051] 36[[]
L 2: Ci\...op\QTOF\Verapamil-targetedMSMS\iiii_Test_01.batch.bin MS-MS 2445] 24841 105299 10.8259 35|[1] 2445] 20472 36
2; Ci\..0500_updated\DrugsOfAbuse_BDS00Ni_Test_ 01 batch.bin
4: C\...updated\DrugsCfAbuse_B05004DrugsOfAbuseDemo.batch.bin
Exit

10 SHER

2 BERRT Excel PHIHLAIELE a
8, RFIRY Excel. b

ETEHAMRSEEHNAE.
SERkfE, X Excel.
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LR ER

Pt i3

@' =) = ii_Test 01 .xlsx - Microsoft Excel
Home Insert Page Layout Formulas Data Review View MASSHUNTER REPORTING Add-Ins Acrobat
=% cut - = B 5 | T T D
Microsoft Sans Ser - B = Wrap Text General - = = L [ I [
23 Copy - iz =5 o =4 =
Paste B 7 O~ = M 8 Cent = $ - 9 » | %0 ;080 Conditional Format  Cell Insert Delete Form
- < Format Painter = e e ¥ 9| Formatting - as Table = Styles = - - -
Clipboard Font nment Mumber Styles Cells
Al hd e | Sample
i s D e | F] G H 1 1 |k L M N ol P |a R I
1| Sample Amp Method Amp Resuts (136.2 > 119.41p-d5 (ISTD) Resufl41.1 - 124
2 Name Data File Type Level | Acg. Date-Time Bxp. Conc RT | Resp. | M| Cale. Cone. | Final Conc. | Accuracy | Ratio | MI RT Resp. |Ratio| MI
3 Blank-1  |CMAMElk_01d  (Blank SEEEESLooaEn #H FALSE B
a Calib-L1  |CMAMCal_L1d  |Cal L1 |HREHHERRREE 25| 2.14| 657.86(#%( 2481804 2481804 99.27216( 243(FALSE | 2.128| 14116| 256|HHF
5 Calib-L2  |[CMAMCal_L2d  |Cal L2 |snmsRsmes 5| 2.14| 1073.4|#4| 452750484| 49275048 985507| 33|FALSE | 2.128( 1304.21( 25.8| &
6 Calib-L3  |CMAMCal_L3d  |Cal L3 |HrsR 125| 2134 2686.4|##| 12.5596955| 12.505659| 100.7976| 26.6|FALSE | 2122 138259| 262(#HHH
7 Calib-L4  |CMAMCal_L4d  |Cal L4 |smnmsRsmns 25 2.02| 5138.7|#4| 25.3646582| 25.364658| 1014586 28[FALSE [ 189 1350 278|287
3 Calib-Lb  |[CMAMCal_L5d  |Cal Lo | HeamEsRaRs 125| 2.102| 15277| &4 124.634283| 124.63428| 95.70743| 27.1|FALSE | 2.078| 1003.49| 264(#55
g GC-L2 CMAMQC_L2d  [QC L2 | AREHHARRRE 5| 214 1010.9)##| 4.41037325| 4.4103733| 88.20747) 276|FALSE | 2.128( 1352.25( 312| &4
10 QC-L4 CMAMQC_L4d  [QC L4 | SR 25( 2134| 4721.2(#58( 26.3121136| 26.312174| 105.2485( 25.8(FALSE | 2.122| 1196.84] 31.1|#85
11 Sample-1  |CMAMSam_01d  [Sample SEEEESLooaEn 2027| 38431 #% FALSE o
12 Sample-2  |CMAMSam_02d  [Sample HRFAEILoRATY 2.14] 1004.9|#4| 3.94583625| 3.9458363 30.8|FALSE | 2.128| 1478.28| 25.1(##7
13 Sample-3  |CMAMSam_03d  [Sample e 2.102| 2550.7|#4| 13.0294532| 13.029453 253(FALSE | 209( 1291.64( 296| &5
1 Excel A #EAL IR

TSR AL S VERH
?EE’\J?TEI]%‘& .

(-9

£ Excel #, BFHICH > 3TED.
WEITENFEE O, BIRTIURRE
BARXNER.

B3 > FTER,
X—J-ﬂf:A%{nn_.\EEJ/q«% a-€o
MRAEFHITES) 4, FRENH
> (REHLACTE,

1E Quant-My-Way ff AR EHHIE
THEIF £, B{REMOEE.
BExH >R,

Tt AT LANSTEDFRETAZ 74T ENHEAL
BR, HERBTITEIRRREF S
BO3ZH > STENSR AT,
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Agilent MassHunter Workstation Software Quantitative Analysis

. ® . LB )
°® [ ) °
[ ) o

00 @ ‘).o-.§§§]4
000,  FESATEITHsR

£55 1. AR IEMZLINE 58
° 155 2. T2HIR 61
FE 3 WNERE 76

FERCZRST TR, R = T A3 B PP A4 D 3R 45 S HE ) 2 R 2R

o HZAE BT, R TR E LM AL S, R DT REAE S i R g R
o ESHR Ay, K BCE E S Hu ] PR I 5

o BRHEM R, T E AR Sy RS I H i v A 4 R E

FEAZR ] Hs A A DrugsOfAbuse fitACHE . W] F = S PURRAFHdE SO Q-TOF
K SO A TOF B ST AT M R R 55

HATRERE— DTN BFETIAE T — DR, BAARPHEE LT =51

o PIR — RS HE U B B

o VEARULI] - W SR A B BB R ATZ D4R B S IR, T8 X L TR0
M.

o TR - BB SR TR SRER ) RS P IR ERR A AR S .
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4 FERA=ATRIHMEER

£355 1. BERIEHEUS

BEAE S5 Ul B T P A B W R E G P R A T B L Rl DL o st Ak

H,

P2

4R

pit s

1 MRFE, TTHAHLECH
iii_Test_01.batch.bin.

2 EHRRIFMAARERE R
B, HEXHELS.

(4 & d | B2 (= AnalyzeBatch ~| @
Batch Table

Sample: & C.. ~| 8] | SampleType: <All>

b

File Edit View Analyze Method Update Report Tools Help
Layout:

~|| Compound: [@] Amp

ERHMEENNER, BRTRE
LHERSH (000) EiF [ -
BEHT BT L
B RITF AR RHEIE

1£ Quant-My-Way B A EE S RIE
TUATR b, BEHITFHHLE.
REEE \ FHIERN
DrugsOfAbuse, SA/E& T
iii_Test_01.batch.bin.

R HLIERRE BN EY
ErEN, HEAMETHERLE
MARIEMER. 1ES N TEFHIE
HIERSY

- thALlBg BE “FFR” e

FHIF2RF > Agilent >
MassHunter Workstation > E &
434 (QQ0Q) SRIFEHZIER .

- MRARERRAGR, HEEH

TERFHRERAGR, &
REATFFHEALIE

Restore Default Layout

7 Quant-My-Way B AR EHH

HEEDF L, BHkERA
wha.

| Compound: [@] Amp

ISTC: | Amp-d5

518 Calib-L1 1T I B TTAE LA R
fREY, UEBREREHRSR, T
iR

- BEBHENBTRATERL

& (& HHEE UK.

S| j———

B E A Restore Default Layout

B s - (B2 [@E W e E

x

Sample Amp Met Amp Results Qualifie | Amp-d5 (IS_ | Qualifie
@ 4 Name Data File Type Level Acq. Date-Time Exp. Conc.| RT | Resp. | M| Calc. Conc. | Final Conc. | Accuracy| Ratio| MI| RT | Resp.| Ratio| MI
Qv | CMAMBIK_01.d | Blank 5/12/2006 1:48 PM I ] [
» v 3 f CMAMCal (14| Cal [1_|5/12/2006 151 FM 25000 2140] _ 658]) | 3761 3.17¢) [ERE B+ 3 (11 2.128] 1412 256
v CMAMCal_L2d | Cal L2 |512/2006 1:54 PM 5.0000] 2.140] 1073|[] 56092 5601 tier(s)
[CalbL3 | CMAMCal L3d | Cal L3 |512/2006 1:57 FM T25000| 2.132] 2686[[]| 132478 132418 1Amp Accuracy value = 127.0is outside the allowed range [80.0, 120.0]
H H = = =
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FER=AILREHMEER 4

PR AR iR
¢ EREMZEOP, HRR[KEHN HENEERES
2, BERER /Y. - 3B - SEBIHAI S LET RS
EFEERHIMEAUIESFRL X=0, Y=0).
% R? (&, . BB - TEFIHEN S LERR
= (X=0, Y=0).
— B AN E
E—— | = _ . X - WA RUR A AR
l?‘ o 1 - [@ [®]  Type Linear * || Crigin: Ignore v Weight: 1fy » ic
—é‘l;-05Le:{elaTgé_:é;a'l;l(afaD?ZF;c;S;a 5 Points Used, 2 QCs - 1/Y - 1%6}%:—&’ 1/Y F_\L:_Fﬁ :}:ﬁ*&
: 'T":?L‘:L[?.riiars%sr‘!fir'lﬂmre Weight:1ly Mo BDFRIGRDE Y ERH
— Wi, FEIRHEMR Y BRI,

3 DiTHtALIE, HRETHAIER a S5 T ARSI ERR
FhELER . (= aralyzeBatch , WASTHRHEALIR
1£ Quant-My-Way ff AR EFHIE
TET R E, BHSITHGE.
b SHritIERE, KEMLSERTH
%R,

Accuracy

971
1025
103.8

992

867
108.0

4 THREMCEATRERESE a BEEHAMERTEETHNT—ME - 5IE, ZIEMBEAY Calib-L3 45
B (mRA). &=, UEEENMLEY, W MR EREEBYE TIEETEE.
A+RE. MDMA FREREXHRR .

b RETELR, HH2EHESIH

IR
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4 FERA=ATRIHMEER

2 £ AR
5 BXNRIFMAARMENS, KX a EREHMEZBSEOTD, HERAR
R itk iE. BARRBHE, BRERER1/Y.
EENEFFEREKRFRIHE
MERH LK R2 (B

b BHETEZGHoiritE
[(Z tnalyzeBatch , LASTHTHEALIR
1£ Quant-My-Way ff AR EHHIE
THAT R B, BadomiteE.
SRR, #HEAIERIEE R
R,
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15 2. TS ¥Ry

SR 55 5 B S e A 2 i DA IR TAEAT AR 0 o R 22 S U 3AT R BIME 55
o BB R
o BERUIBIME
o PR EOIEE, EEWTEAGER:
BRHEHE R
B ZH
W FR 2
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4 FERA=ATRIHMEER

E2

=2 pid i3

1 BRSFIRMEHEALER.

EHAAERNESMNE FAES
&, RiFEEHM / BERZ.
RGP ERIIIHEIE.
MIEFEF| T RFIRPIEFNEWS
*o

MNHRFIIFHIERE Int. (FR9EE
A1) F0Int. Parms. (FAHSH)
FHERERM.
EENIEFEE RN ZIRIGR
FRRSIFIER.

c HESRIGEITH 7 HEALTE
i Test_01. INRKITHF, 55
RES1HFHEE.

Columns [

Select Columns From:

Compound Method -

Awailable Columns: Show these columns in the order:

FWHM Limit High A | [Bp. Cone. ||
FWHM Limit Low Int

High m/z | | Int. Pamms.
HitlD 3
lon Polarity

lon Source = Add All >

IPM

ISTD Conc.

ISTD Flag

ISTD Resp. Limit High
ISTD Resp. Limit Low
ISTD Resp. Max. % Dev.
Left RT Delta

Library RI

Library RT

LoD

100
] n b

n

OK || FReset |[ Defaut | [ Cancsl

62
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ER=ATRTEER

2 AR iR
d MIEFEFITHFI RSP EFAEME

o

METRFIFIZRFIEEE Int. Metric

(RROME) FHEBERM.

R ik E R IIH% ZRIAF BRI

R,
BEWRE.

Columns

Select Columns From:

Compound Results

Ayailable Columns:

BL Std. Dev.
Custom Calc.
Est. Conc.
FWHM

Int. Start

ISTD Conc. Ratio

ISTD Resp. % Dev.
ISTD Resp. Ratio

Mass Accuracy

Matrix Spike % Dev.
Matrix Spike % Recoveny
Noise

Outlier Resolution Front
Outlier Resolution Rear

Purity

|
|

Show these columns in the order:

RT

Resp.

M

Cale. Conc.
Final Conc.
Accuracy
Int. Metric

0K || Best

| [ Defaut | [ Cancel
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4 FEREATAEEEER

T e iR

2 EFRIEMABRIBIATISE. a BHEMAEBRTAEZFHE—ME - HIE, ERNRSBER
&Y, TERIEMEA (Amp). MS-MS 04388, ZISBRARE
b HEMDBERSD Int. (FHEZ) 0 EMASH . XHE Int. Parms
Int. Parms (R3S HD FIRIEIA (FRASH) FAZENER.

&
Int. Int. Parms.
MS-MS
M3-MS
MS-MS
MS-MS
MS-MS
MS-MS
MS-MS
M3-MS
MS-MS
M3-M5
c WEHLERS Int. Metric (R - XLEERRTATEFKEY
¥g) FIREIAE. ZAEMBRRRIERATR Y FRE AR
Amp Method Amp Results f
Exp. Conc. Int. Int. Parms. | RT | Resp. | MI| Cale. Conc. | Final Conc. | Accura Int. Metric
MS-MS ]
5.0000| MS-MS 2140 1089([C] 48556 4.8556 97.1 Accepted
12.5000| MS-MS 2134 2673( | 12.8162 12.8162 102.5] Accepted
25,0000 | MS-MS 2022 4952|[] 2593 25934 103.8) Accepted
125.0000| MS-MS 2.101( 18605([ 1240262 1240262 99.2 Accepted
5.0000 M5-M5 2142| 1008([] 43336 43336 86.7) Accepted
25,0000 | MS-MS 2135 4716([ 26.9911 26.9911 108.04 Accepted
MS-MS [l
MS-MS 2143 10047 4.0008 4.0008 Accepted
MS-MS 2105 25930 13.3556 13.3556 Accents
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ER=ATRTEER

T

AR Pk i3

3 TEAFREF MDMA H9FRSE]  a
o b
#&E Int. Metric  (FR4#4%)
5IF0 Blank-1 ¥ @3 EREEE

EiEE,

FAKEMZESEO.
HMAESMEE T ERMEIEEL
2, UENEREEETMEMS
FaitE, BERER / BERRILE
EtR.

¢ WATLIBTHRER / B2k ISTD &
ko

d BFEMAEBERT B g b0 T—
MeAEYER, BEEREETHE
Y RA.

e 1%&#E Blank-1 1T, FRIFE2EEZ

T3 RIAY Int. Metric  (FR49>#14&)
5B —id L.
ARG B RZBIER TSR EE

N N 47, 3if
2, URFARENRS EIEE.
[ Agilent MassHunter Quantitative Analysis - DrugsQfbuse_B0S00 - iiii_Test_01 ==
i File Edit View Analyze Method Update Report Tools Help
0 I Za | (= AnabyzeBatch | @ | Layour: [ B BE B [A] Restore Default Layout
Batch Table
Sample: §] Blank-1 | E] | SampleType: <All>  ~ I Compound: [@] Cocaine /(@ | 57D Cocaine-d3 2 Al
Sample T Tocame Mehod Cocaine Results
@ Acg. Date-Time M| Calc. Cenc. | Final Conc. | Accuracy | Int. Metric
Blank-1  CMAMBIk_01d 5(12/2006 1:48 PM 20 W
Calib-L1 | CMAMCal_L1d | Cal L1 |5/12/2006 1:51 PM 25000 [C] |MS-MS 2453  5189([] 23087 23087 923 Accepted
Calib-L2 | CMAMCal L2d [ Cal L2 |5/12/2006 1:54 PM 5,0000 MS-MS 2454 9716[[F] 42682 4.2682 85.4| Accepted
Calib-L3 | CMAMCal_L3d [ Cal L3 |5/12/2006 1:57 PM 12.5000 MS-MS 22459] 25187|[C]] 115607  11.5607 92.5| Accepted
Calib-L4 | CMAMCal_L4d | Cal L4 |5/12/2006 200 PM 25.0000 MS-MS 2249] 506491 252511 252511]  101.0[ Accepted
Calib-L5 | CMAMCal_LEd | Cal L5 |5/12/2006 2:03 PM 125.0000 MS-MS 2448 199967 |[C]| 1250768 1250768]  100.1[ Accepted
QC-l2  |CMAMQGC L2d | QC L2 |5/12/2006 2.06 PM 5,0000 MS-MS 2453 9246([] 42831 4.2831 85.7 | Accepted
QC-l4 | CMAMQC_L4d |QC L4 |5/12/2006 209 PM 25.0000] [ [MS-MS 2455| 48582([]| 245377 245377 98.2| Accepted
[*] Sample-1 | CMAMSam_01d | Sample 5112/2006 212 PM MS-MS O
Semple-2 | CMAMSam_02d | Sample 5/12/2006 215 PM MS-MS 2460 9735([] 43735 43735 Accepted
Sample-3 | CMAMSam_03.d | Sample 5112/2006 218 PM MS-MS 2446] 24801[[0]] 109299 10.92%9 Accepted
el m
Compound Information
e ¢t a9 0 @ = [AEwE] A
+MRM (304.1 -> 182.0) CMAMBIk_D1.d 20411820 30413820 +MRM (2.411-2.480 min, 12 scans) (304.1 - ) CMAMBIk_D1.c
2 ¢ 2433 min < %1027 Not Found 2 x1014 1820
2 2 2
[s] 4 T 075 [s]
2z 05
3 o M 2
= ‘ i — — o
; . 22 a2 Je 2B 16 22 Fa 28 28 180 200 220 240 260 280 3
Acquisition Time (min) Agguisition Time (min]) Mass-to-Charg
+MRM (307 1 -> 185.0) CMAMBIk_D1 d 307.1-%185.0 , 307.1 -5 85.0 +MRM (2.375-2 481 min, 17 scans) (307.1-> ) CMAMBIk_01.c
8 3_| 2.403 min. =’x102:l Mot Found Exwo'4 185.0
E Il 2 - E |
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4 FEREATAEEEER

T

LR ER

Pt i

4 EHRE

Eo

f BHMAAERINET AP T—

MLEYELS @ Xk “E—MEE
" Eix B, BERREERHE
4 MDMA.

g i%#¥ Blank-1 1T, ZAS1EME Int.

Metric (FRo#4%) 7.
ARG E RZBIEN TSR ER
2, K& MDMA B4 f&itE.

a EHLERNEEME EREE

&, RERTRM / MRS,
R R RFIREE .

b MR THSIFR P EEUEWT

&

¢ NITRFSIRLERERE (2

BEARED HBERM.
ARGk E B ERIAF BRI
FR.

d BEHE.
e BFHMAIERT E&ZHaE—ML

EYERE @, BEEIRZERLE
MRAEfER.

- BEEEEETR “MDMA:
Integrator found the following
problems with the peak at RT =
2.4664: Interference Problem.”

(MDMA: F24y257E (R EGRTIE) =
2.4664 BY & ERUE B A T 5 6] -
SR, )
< IEEE, TIEeRRAREN
R IAE -
Fe - BB
BE-wE
& -BiEdk
o XLEERG R BREEIEEI AP,

LA Ll == 15
f RERFEERNS/N (EHEEED
FIhEE.
[ Amp Method Amp Results Qualifier..| Amp-d5 (IST..[ Qualifier.
Exp. Cone. Int. Int. Parms. | Noise Alg.| RT | Resp. | MI| Calc. Conc. | Final Conc. | Accuracy | Int. Metric | Ratio| MI| RT | Resp. | Ratia | MI
2.5000| M5-MS RMS 2141 658 [C] 21151 21151 84.6| Accepted | 24.3|[C1| 2129] 1397 2538([C]
5.0000| M5-MS RMS 2140| 1058|[C] 45770 45770 915 Accepted 1] 2.128] 1298| 253
125000 | MS-MS RMS 2.134| 2673([00 12.6107 126107 100.9 Accepted | 26.7([C]| 2.121] 1377| 26.3([C]
25.0000| MS-MS RMS 2022| 4952|[] 25.8545 25.8545 103.4| Accepted | 29.1{[C]| 1.990] 1304| 28.8([C]
1250000 | MS-MS RMS 2101 18605([] 124.8426| 1248426 99.9| Accepted | 27.0|[1] 2.076] 1053| 26.4([C]
5.0000| MS-MS RMS 2142 1006([] 4.0502 4.0502 81.0| Accepted | 27.7|[C1] 2.131] 1356 31.1([C]
25.0000| MS-MS RMS 2135| 4716 26.9159 26.9153 107 7| Accepted | 256 2121 1196| 31.1
MS-MS RMS
MS-MS RMS 2143) 1004|[7] 37144 37144 Accepted | 30.9|[T| 2.130| 1445| 257|[
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ER=ATRTEER

T £ iR

5 S AETHRIEMEBRIE a BEI5E > REBUIHRE S ARE
EEEM RSM B ASTM, R
BHEBARRESE. 7£ Quant-My-Way B EE A
EETRLE, BEERS.
b ERFEEHIELEERES > E

MRELIRE.
REBEFERTETRSES
.

Method Tasks

New / Open Method |

Method Setup Tasks |

jfc MRM Compound Setup
jfc Retention Time Setup
2 ISTD Setup

% Concentration Setup
F Qualifier Setup

# Calibration Curve Setup

57 Globals Setup |

Save [ Exit |

& Validate

Save
Save As..
Ed Bt

Manual Setup Tasks

Outlier Setup Tasks

Advanced Tasks

Integration Parameters Set
Signal to Noise Setup I

moothing Setup

1l Mass Extraction Setup
Isctopic Dilution Setup
Compound Setup
Compound 2D Setup
Compound Library Setup

B Demes Mmmiisi

¢ fEFERD, BELIEthiREHE
EHIM T RIET k.
BER—IIFTANIREZEE.

d 3 ASTM.
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4

ER=ATREHEER

T

AR Pk i3

RAREMANEL (RS

ERRHE) , RIEBRITH.
tEm AN EiEE: —MEL%
7, H—MELXH.

It

01| M55 | ASTH
“gak-to-Feak
Feak-to-Peak from Drift

e EREES /RE/BET, &
Eipictirl

f ERTRRERETG AR TH
5038 7 12RAY, BHEE. RREET
HEALIBSI AR

a EIFMHS Calib-L6 (SRR E .
), RAEBRETELTHEAL
aERERR.
7£ Quant-My-Way Fi AP R E A1
Bk L, EFERALER >
BRALLEYER.
HBREOHDRAER “UEPER"
Hi&.

HEE, RRAEEERTRE
ElrhaablRL, UEARINR
B

ﬁ Agilent MassHunter Quantitative Analysis - DrugsOfAbuse_B0500 - iii_Test 01

File Edit View Analyze Method Update Report Tools Help

0O G | 53 | (= AnalyzeBatch | @ : Layout 5 B B2 E'ﬂ Restore Default Layout
latch Table

Sample: ﬂ Calib-L5 ~| | Sample Type:| <All> ~| Compound: [#@] Amp - [=] I8TD
Compound Group: | <All> ~  Sample Group:| <All> - ISTD:| <All> = Time Segment:| <Al
Sample Amp Method
€3] i Name Data File Type Level Acqg. Date-Time Exp. Conc. Int Int. Parms. | Noise Alg
[1] Blank-1 | CMAMBIk_01.d | Blank 5/12/2006 1:43 PM MS-MS RMS
['] Sample-1 | CMAMSam_01.d | Sample 5/12/2006 2:12 PM MS-MS RMS
Calib-L1 | CMAMCal_L1d | Cal L1 |512/2006 1:51 PM 2.5000) M5-MS RMS
¥ | Calib-l2 |CMAMCal_L2d | Cal L2 5122006 1:54 PM 5.0000) MS-MS RMS
Calib-L3 | CMAMCal_L3d | Cal L3 |512/2006 1:57 PM 12.5000 | MS-MS RMS
Colnla lownca iag oo 14 200Dk 20000 G Tas RMS
E-_ Calib-L5__CMAMCal_L5d ? ] .
- e iy e e e L A L RMS
QCc-14 CMAMGC L4d | QC L4 |512/2006 2:09 PM 25.0000 | MS-MS RMS
Sample-2 | CMAMSam_02.d | Sample 512/2006 2:15 PM MS-MS RMS
Somple-3 | CMAMSam 03.d | Ssmole 5122006 2:13 P MS-MS BMS

Agilent MassHunter Workstation Software - £ & 324K/
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TR £ pid i

b ARBLEE—RIEE, LUTHIRE
eI

¢ BHRERBRTPBEELITIHR
MEXHEHE

Properties @

Compound Information ‘Compound Information [2)‘

Generak Fietertion time:
Background color [ Jautomatic +  Refersnce AT: No display (i)
Foreground color: Il utomatic - Recognition window: No display D
Gridlines color: Na display *  Peak purity:
Time segment boundary: No display - [] Show peak purity

Easelines
[C] Baseline calculation points
[] Nomalize quantifier

[] Criginal baselines after manual integration

Peak fil: [[175% Transparent -

Defak | [ ok | [ Ccancel

Agilent MassHunter Workstation Software - £ & 3 Hr#EIEE

69



4 FEREATAEEEER

T AR iR

d FRBMNEERNEEERIE. - BHIE, TERT “BX &
e BHENARAHNEEEELN kg, BEE&EHEK.
- Lﬁ«d‘;mﬂlgx 18 == [AFEL & &

+ MRM (1362 -> 91.4) CMAMCal L5d
2102 2101 min

3 34
32
3
28
26
24
22
2
8
16
14
12
1
08
08
04

e I L‘_“%

-0.2

12 14 16 18 2 22 24 26 28
Acquisition Time (min)

f EPEMIHEES RS EIE, ———
g BENARHAHNELSHIEELZDN etz 98 E@AFLE &

m% + MRM (136.2->91.4) CMAMCal_L5.d
o g

2101 min
3 34
32
3
28
26
24
22
2
18
16
14
12
1
08
08
04

”i J_\_&'_‘

02

12 1% 18 18 2 22 2&¢ 285 28
Acaisition Time {min)
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ER=ATRTEER

TR AR iR

7 RERIFHANEZNTE a EFRMIHEETHEETERE
Ro EAE.

b BHNMRAHNRELTIERFER

RHNE.

[plo t Ry 4 eE (AN L
+ MRM (1362 -> 91.4) CMAMCal_L5.d
2 41034 2101 min.

3 34

= RAELK
o HEA

12 14 18 18 2 22 24 26 28
Acquisition Time (min)

¢ BEREMIEETHEETERE
prid |E

d BHENAREFNREEE.

e WWRABESHEIMRAELZT
HERpeiEE.

fCompound Information

[plo st A 10 EE[AFELS L
[+ MRM (1362 -> 91.4) CMAMCal_L5.d

2 x102 2101 min

3 34

12 14 16 18 2 22 24 28 28
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4 FEREATAEEEER

TR

e iR

8 ERRIFMAARIEIRE .

a NBMIHEFELTIERE.
REE R RIERREXTIEIE.

b EFFEERFREEEEUR BRI
EBMEIEIE,

c BEWHE.

Peak Labels 3
[#] RT Move Up

[¥] Name

[¥] Calc. Conc.
[¥] Final Conc
[¥] Height

(V] Area

[¥] Delta RT

g

Display Label Names {ex. RT=2.452)

[ Display Units for Conc., RT and Delta RT

d BHEBRMMNEETHMAERE.

ME, ERENSTERESDER
HIEFRE— B i
Compound Information - X
feletpig EEATEL DErS8ashs s

+ MM (136 2000 -> 91.4000) CMAMCal_L5.d
2 4102 RT=2101
E} 54 Name=Amp
[&] Calc. Conc.=124.4844
il Final Conc.=124.4344
Height=3507
il Ares=18505
Delts RT=-0.002
S/N=100.08
35
1
254
24
154
Bdl
05
0
12 13 14 15 16 17 18 19 2 21 22 23 24 25 26 27 28 29
Aquisition Time (min)

72
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4

T AR iR

e PHRMEIHEETHIERE.
RG00% B R IEARE X EHE

f 7ABRER RT (fREERY[E)) LUSMEORR
BIEREEIRE. BRERFES
MEIEE, AELEHE.

g BHERMINFERR A ERIE
REPHIEL.

Agilent MassHunter Workstation Software - &2 24734 B 165

13



4 FEREATAEEEER

TR £ iR

9 AEMEREFA—UZEIMZE a BHEAWER (2) £k, £F - T B4V MESHA: &
HEMSEFaEE. MEFXE, QEP—KEIRIE. =2, BARERTR, A—ks
b BENAHUEXEMNENERS EMETFIERENEEEET

— N
AHERA—IE. 1§ LR
2 11
g 1054
=
& pss] |
09 |
0.5+ |
08 |
0754
074
085+ |
06 |
0554
05+
045
0.4
0.35- |
03 |
0251
024 i
0154
014 |
005+ |
0 —_—
-0.05-
014
12 13 14 15 16 17 18 19 2 21 22 23 24 25 26 27 28 29
Sequisition Time (min)

¢ EMRBMIIEETNE—LEMS
FEIEIE.
d BENAUBAEREEEFES

IMEEBFIE,
3 36
344
324
a4
284
264
244
224
2l
1.8
164
14
124
14
02
0.6
0.4
02
0 .
02
12 13 14 15 16 17 18 19 2 21 22 23 24 25 2% 27 78 29
Acquisition Time (min)
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2 AR AR
10 EFTHES. a NBMMEENFRMEFFERNT - THWET - ELE, EnENs

RRBPERBER THAHESTH  FFEENLRANTIR
KB, BHNA, THEFHNER
EEMBETFaEEP.,
b MEMIEENFFEE THKS
PEFETLER. BENRATNEN
BT BIEEPRBRTHES.
¢ BHMEXABRMYEITIEE.
d LEREBMTAATHEFHIEN
BT BitE.

1M NHECIBRMIFE Int. (FR9E8) a BHRERIANRFIR.
#1 Int. Parms. (FREE) 7. 7£ Quant-My-Way i A R @ 930

Bk L, aHEERARRE.

b AR IHCERNLEYSESR
5y, SRIEETRM / MBRFY.

¢ NEMFIRPIEE Int. (FAH2)
0 Int. Parms. (A2 (k&
W) .

d Bk, REBREHE.

Agilent MassHunter Workstation Software - &2 24734 B 165 75



4 FEREATREEEER

1% 3. WM EEHE

SR 55 U B B RS A R VAL S D R E R VT DR RGN B s B B R E AR AL
DESE S

P2 4R pit s

1 &=F MDMA HIEEEER. a BHEHIBRT AT T—ME
&1, HREERLEY
MDMA
b %£#F Blank-11T, J§J¢#RIEME RT
5, I TEMNRGIFRR.

: File Edit View Analyze Method Update Report Tools Help
0 & @ 53| GE AnalyzeBatch | @  Layout: EF HY B Al Restore Default Layout

Batch Table - X
Sample: &) Blank-1 v ] | Sample Type: <All> ~ || Compound: [@] MDMA - ISTD: MDMA 2 A8 B < z
Sample MDMA Method | MDMA Results
Acq. Date-Time Exp. Conc. Cale. Conc. | Final Cone. | Accuracy
Blank-1  CMAMBIk_01.d 5/12/2006 1:48 PM ] "] .92 .92 €
Calib-L1 | CMAMCal_L1.d | Cal L1 |512/2006 1:51 PM 2.5000 [C] [RMS ] 22824 22824 51.3| Acceptec
Calib-L2 | CMAMCal_L2d | Cal L2 |512/2006 1:54 PM 5.0000| [C] [RMS [l 46561 46561 93.1| Acceptec
Calib-L3 | CMAMCal_L3d [ Cal L3 | 51272006 1:57 FM 12.5000| [C] |[RMS 2277| 17023|[O0 11.2728 11.2728 90.2 | Acceptec
Calib-L4 | CMAMCal_L4d | Cal L4 | 512/2006 2:00 PM 25.0000| [C] |[RMS 2264| 33212|[] 24,8702 24.8702 59.5| Acceptec
Calib-L5 | CMAMCal_L5d | Cal L5  |512/2006 2:03 PM 125.0000| [C] [RMS 2271 110142|[]]  125.1668| 125.1668 100.1 | Acceptec
Qc-L2 CMAMQC_L2d | QC L2 |512/2006 2:06 PM 5.0000| [C] [RMS 2276 72530 4.8567 4.8567 57.1| Acceptec
Qc-L4 CMAMQC_L4d | QC L4 |512/2006 2:03 PM 25.0000 [ [RMS 2276 3464([C] 23.031 23.0331 52.1| Acceptec
@ | ¥ [ Sample-1 | CMAMSam_01.d | Sample 5/12/2006 2:12 PM [ [RmS 2315 476 |[C] 56138 56138 Lecepte
Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2:15 PM [C] |RMS 2280 7651|[] 5.1778 5.1778 Accepter
Sample-3 | CMAMSam_03.d | Sample 5/12/2006 2:18 PM [C] |RMS 2267| 16710|[] 107772 10.7772 Accepter
J 4 | 1 r
Compound Information ~ X |Calibration Curve - X
@ &+ 1 )& a ﬂ £| Alﬁlﬂl ﬁ .I. @ o 1 ; Type: Li.. »| Origin: F... = Weight: N.. + ;
+MRM (1842 -> 163.3) CM.. | 1942 ->163.3 | 1942 -»135.3 + MRM (2.260-2.325 min, 11 |MDMA- 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 2QCs
2 x1074 RT=2.284 min. | £ %102 | Ratjp = 150.§ [1580. 2 %101 ] 8 %1014y =6.827311"x
2 Name=MDMA4 | 2 E E 2] 2 R"2 = 0.99984076
Q 3T ale. Cone.=1.929 n| % a 15 2 1.6 Type:Linear, Origin:Force, ‘Weight:None
2Final Conc.=1.929n| 2 5 27 ]
Height=2 | = 11 T4
14 ght= K] ]
Area=] [ o4 0.5 = 124
R ——— ol |2
15 2 25 15 2 25 170 180 190 | 14
Aequisition Time (.. Acquisition Time (. Mass-to-Charge (.. 0ed
+MRM (1882 -> 164.3) CM.. | 199.2->164.3 , 199.2 -> 135.4 + MRM (2.552-2.652 min, 17.. !
2 3101 RT=2602m 2 %102 Ratio 2yt 1843 064
= Name=MDMZ F E g 0.4
S Cale. Conc: = 1.54 a 1 ’
44 Final Conc.: = 14 44 0.2
Height=8 = 4
2 re=28 2 0.3_ 1, 04
15 2 25 15 2 25 140 160 180 0 02 04 05 08 1 12 14 16 18 2 22 24 28
Acquisition Time (.. Acqguisition Time (. Mass-to-Charge (.. Relative Concentration
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T

LR ER

Pk i3

i Sample @] Sample-l ~|

Sample Typei| <All>

c REHR I NEMET ..
ELES IR EEERR,

IR

~| Compound: [@] MDMA

BR>
LURNE:Y

= [=k] ISTD: MDMA-d5

ENERR R A A

Sample MDMA Method MDMA Results Qulifier_ | MDMA-d5 (15| Qualifier
@ e MName Data File Type Level Acg. Date-Time Exp. Conc. | IPM | Noise Alg. | RT Resp. | MI|Calc. Conc. | Final Conc. | Accuracy | Int. Metric | Ratio | MI| RT | Resp. | Ratio| M
Calib-l2 | CMAMCal_[2d | Cal L2 |5/12/2006 154 PM 5.0000| [[] |RMS 2277 7433|[0 46561 46561 93.1| Accepted | 11.0|[F]| 2275 11681 230]E
Calib-L3 | CMAMCal_[3d | Cal L3 |5/12/2006 1:57 PM 12.5000| [] [RMS 2277| 1roz3|[]|  1i27e8| 112728 90.2| Accepted | 100][]| 2276 11058 24.2[[|
Calib-l4_| CMAMCal_[4d | Cal L4 |5/12/2006 2:00 PM 250000 [| |RMS 2264| 3012[[]|  248700] 248700 995| Accepted | 96|[ || 2262| 5780| 248|[C
Calib-L5_| CMAMCal_L5d | Cal L5 |5/12/2006 2.03 PM 125.0000] [| |RMS 2271| 110142|[C]| 125.1668] 1251668  100.1] Accepted | 96[[C]| 2268| 6444| 25|
QCl2 | CMAMQC_ [2d |QcC L2 |5/12/2006 2:06 PM 5.0000] [C] [RMS 2276 7253|[] 48567| 48567 97.1| Accepted | 9.6][C]| 2274 | 10838] 239|[|=|
QC-l4 | CMAMQC_Ldd | QC 14 | 5/12/2006 2:09 PM 25.0000] [] |RMS 2276 31464|[C]] 230331 230331 92.1| Accepted | 511 | 2.274| 10035| 235
™ Sample S e |
Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2:15 PM [ 2280  7651[[C] 51778] 51778 ACCEDiE gt ] 2278 | 108202511
| [ Sample-3 | CMAMSam_03.d | Sample |5/122008 212 PM | | 1 [Rms | 2267] 16mo|El|  1w07772]  107772| | Accepted

9.8[[C]| 2.266] 11385| 238[[C -~
]

et

i

Compound Information

2ot A= T 8 = [AFEME L

~ X [Calibration Curve

\E‘ o t Ci[@[® Type L. v| Orgin/foce -

s

Weight: N... »| ISTD [«QC |«€C

+ MRM (1942 -> 163.3) CMAMSa. | 194.2-> 1633 , 13425 135.3 + MRM (2270-2 334 min, 20 scans
< %102 | Ratio= 126 (12.0 %) 2 x103 1633 ngD'—
El E 2
ng N S 4 g
@
£ 059 T 14
= 054 |e
£ D-—lﬂaﬂ-nf}w-ﬂ-—w-ﬂﬂ 5 124
—_—— — oL |2
15 2 25 15 2 25 140 160 180 1
Acguisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z) 0z
+MRM (1952 > 164.3) CMAMSa 199.2->164.3 , 199.2->1354 + MRM (2.263-2 426 min, 26 scans
8 y102 (23 min 5 x102] Raio =275 (1328 %) £ x10°] 1643 081
] i ame=NDMA- E 5 2l
& Cale. Qhre=- 2 __1] G 044
1 Finsl Qbrc.=-—— g 0751 14 05
Heigi=192 £ 054 1
054 Memddonn = nnc ne

y=6.827311"x

R"2 =0.99984076
18- TypeLinear, Origin:Force, \#fsight None

| MDMA - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 2 QCs

2 BYAATRIFMANERE a BETIAETHNE—MEYER SRS HER, HFERKNE
SEE, REEHSFHLIE.

, BERGE R AYRIEE

A,

b %E#FRPAY Calib-L5 1T,

BEHFE > WEIRE 5 ARE

B,
1£ Quant-My-Way B AR E RS
FBETFLE, BEES.
d EFERESY, pHERERSE
%> HERE.
e SR ERERAE R
EEIRE N 5%

HAEERNFHEM. ETEHR

B, fERREBRENFZURIZER
wARER. MBI HHERT

£HE. ERUERXRNEEE

REERHNEIES .
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4 FEREATREEEER

TR AR iR

iz Agilent MassHunter Quantitative Analysis - [New Method]

i File Edit View Analyze Method Update Report Tools Help
E0 e 0 1 NEE | @ i Layout: 3 [ @ Restore Default Layout
[: Method Tasks x ||| Method Table x
- _— A~ Time Segment: 4= <All= > = | Compound: [$s] Amp-d5 ~ [=|| ResetTable View
ethod Setup Tas|
Sample
£ MRM Compound Setup -
A Retention Time Setup Name Acq. Date-Time Data File
2 1STD Setup | calib-L5 |5/12/2006 2:03PM | CMAMCal_L5.d |
% Concentration Setup Quantifier
F& Qualifier Setup Name on Scan Type
4 Calibration Curve Setup Amp 4 MRM Target
= » [ Amp-dS 4 MRM ISTD
5 Globals Setup Cocaine 20 MRM Target
save [ Exit Cocaine-d3 o MREM ISTD
z MDMA .2 MRM Target
& Validate — MDMA-d5 t3 MRM ISTD
= ) Meth B3 MEM Target
e Meth-d5 3 MRM ISTD
Save As. .
E3 Exit
Manual Setup Tasks
Outlier Setup Tasks
| Accuracy |
7% Qualifier Ratio
1 Retention Time
Relative Retention Time - J(_ | 3 [« >
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ER=ATREEER 4
SR PSR R
f HEFEESIIGD, BHRE /B - GHoLUSHAERIES A
>IBH, AREZNRZAERMH 82 BABERT, #m5)
MmtAERRETHE, HEEER RUEN, REREMBT,
REBESENRATHAE 7R MRERIFESAFENES, W
SR AIHEESN B P ERET.
g 1% F5 SATHEALEE. MREFSHRAAER, WEFEE
e (5 MiEe (R =iHE AR “HAIER” PREESCE T
MERRERIFMANERET T HBEFRIISATL.
@ Agilent MassHunter Quantitative Analysis - DrugsOfAbuse - jmt_test 01 =)= =)
: File Edit View Analyze Method Update Report Tools Help
=" | EE Analyze Batch : Layout: ﬁ E E E @ :
Batch Table x
i Sample: & @] | SampleType <. v| Compound: [@] 1. v : L2 3R B < :
Compound Group: | <All> | Sample Group: <All> -
<hs Qualifier..| Amp-d5 ("
@ ¥ Name Data File inal Conc. | Accuracy | Ratio[MI| RT [F
] Sample-1 CMAMSam_01.d -
Sample-2 CMAMSam_02.d 48422 3.0 [ 2130
Sample-3 CMAMSam_03.d 14.1047 253\ | 2089
[*] Sample-added | CMAMSam_added.d 1 =
Qc-L2 CMAMQC_L2d ] 2131
¥ |QC-L4 CMAMQC L4d ] 2121
¥ | Calib-L1 CMAMCal_L1d | 2129
¥ | Calib-L2 CMAMCal_L2.d | 2128
¥ | Calib-L3 CMAMCal_L3.d | 212z Y
¥ | Calib-L4 CMAMCal_L4d | 19%
Calib-L5 CMAMCsal_L5.d | 207 ~
]« [T b Lm] »
| Sample-1 Amp 12 Samples (12 total) .:
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BHERIFm. iR, REBRBRTIRE
b BEXARBELIESR | EfF, HITERET IR ERR.
LB R AR,

c BETEETHNEREES / KS
BEMNTER *, UMXERES
REEHENER.

d Rt RrEEE / REREN
TR ., UEBREHS.

e BEREEBERE wl, UER
BERHMEXEIE. o

f EREMEIRERESEE, R
REREHE.

g BHEFERERS wl, UETR
EREXTIE. o

h EFEMEMREEIEISIEE, 2
REEHE.
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o ERREERS
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1E A 25 ) b ¥4 ] DrugsOfAbuse fILACFE . W] fi ] = B UM AT B4l 0. Q-TOF

i SRR TOF s S AT M R AT 55

BATER—NE M NEEAE T —AERF, BNRPSHIEE LT =51

o SDBUR — IR ELE U H A AR
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o VR - RIRIXESTERE AT TR 4R ) R A R SRR A HARLE B

T I 9 B 45 7 35 1] 1 8 18 4F MassHunter F00EE IR o« 45 77 v 5218 FH A0

JEAE B 5 BRI 4H A NG 1) — A B AN RS AR A T R . TR R

VEIE, A LLE ] Excel B PDF #4%. PDF B & AT i b5 iR, 1t

MM AR 5 (R 2 Excel BT 20 £5. BEAh, MRBRAA 2 H T
el AT 3R PR AT e AR B T3 o
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2 EARLER AR
1 FTFFt A a ERTEENNIERF, FRERE - MRHLEEITH, WkED

iii_Test_01.batch.bin.

2 T HEAL IR AR FATE
FHRFFASER.

3 )& PDFR&G 5%,

1

T

E

=
=,

b

EREESH (000) EER.
BT AEZPAFTFHEEE (=] X
B RIT TR IEE .

1£ Quant-My-Way R EE R E
TURIF £, SHITHAHLE.
AYTZE N\ BHIE R\
DrugsOfAbuse, SA/G% T
iii_Test_01.batch.bin.

AT TR RET, BT AL E
BB S L E REE R -

1£ Quant-My-Way i AR E SR FE
TUE R £, BESHHCTE.
BHEXH > RERFLHILGE,

BHETEEPNREG ) M.

1£ Quant-My-Way A AR EFRIE
TUETF £, BHERRE.
REEE ERRE EIE.
EZUIREMNRIARECHRE
X

EREFETET, BEHERE
PUE BT & 7%

BEHERER FEFREHEERRRM
RARSHIT R ST 28

%% Z MassHunter/Report

Templates/Quant/PDF-Reporting B
®, i1%3#F DrugAnalysis.report.xml,
RIEBRTITH.
EFFZESRM2IRE T E%mE
ERRPHEIRFE S .

EELE B e LUK
DrugAnalysis_DopingScreening.report
xml,

®2.

- WATRUET B TR A

F2F > Agilent > MassHunter
Workstation > EE 4347 (000)
Kif aHZFE R .

- MRRERBRANGRE, FRE

TEEGNRERAGR, &
EBITFHALIE.
Restore Default Layout

+ 7 Quant-My-Way FJ R E ity

HEEDF £, BERERIN
wR.

- EEREDESHLIEHEE

BBHERES. EEEHRE
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- MREMHABHITTEE,

Tk Z= SR 3.
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SHMEEBRE 5

TR JELmER AR
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o
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.
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1
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. B HAMIRE . Excel 3k
EOURE R A, Fik, 1t
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* 7E Excel R&EF, MTTEANE

—EHIBRE. PDF IREGEIRM T —

NET o

© BHEALUE RSN EHER.

7£ POF &5, RE—METR
®R, B, EiwRfd, bk
FEREREBRT.

- BUEXSHIERTERBED.

FHFAEIE T Excel REHITE
W, XAEERE Excel SXEERERY
. EIRWESERR Excel XX
B}, PDFiREHEIES.
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2 e L AR
1 REFRRETE. a BEREFERBEOTH “RE - EEXALEOMERREZ
” AR, I, SARFLLTE.

b R EF A E 7 DOAm.
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EREERE 5
it TE4UEER po i3
Generate Report
Batch file:
Batch folder CiiMassHuntarDataiDrugs Ot busay
Batch fila: DO_Demo batch hin Browee

Report folder

Cf\,MassHunter\Dma\DrugsOlAhuse\Duaﬂ!Repoﬂs\DGA_Demo—EEli Bﬁfsa.._ |
Report method:

CiMessHunter\Report Templates) QuantPOF-ReportinghD0A M

| Choose... i Mew... i Exdit... |

Samples/Compounds:

[¥] All samples | Choose samples... ]

[¥] All compounds l Choose compounds..
Generate:

1@ Generate repoms now

1) Gueye report task

Start LIusue viewear
| ok || concel
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5 HHREERSE

2 AR AR
9 IRIBULFEERIRS a BIEERISIZNAARGHIAER - BUNEREERAEHRNMY
HEEFRT, AERE BN EY, JiEFE

b 7ERESR / LEWMTFER, BUHESR
BAHERITI LIRS,

¢ AMAEREOTREERES—
MR, REBREHE.

d BHEMAUSMERERFHHR

PR ELED.
e EFMUBIERRE, ARRTHRE
L R & .
Name = Date modified

Q DrugAnalysis_000_CMAMBIk_0Lpdf
ﬁ DrugAnalysis_001_CMAMCal_L1pdf
ﬁ DrugAnalysis_002_CMAMCal_L2.pdf
ﬂ Drughnalysis_003_CMAMCal_L3 pdf
Q DrugAnalysis_004_CMAMCal_L4.pdf
L] DrugAnalysis_005_CMAMCal_L5.pdf
Q Druganalysis_006_CMAMQC_L2 pdf
% DrugAnalysis_007_CMAMQC_L4 pdf
ﬂ DrugAnalysis_008_CMAMSam_01pdf
5 DrugAnalysis_009_CMAMSam_02,pdf
¥ DrugAnalysis_010_CMAMSam_03.pdf
5 DrugAnalysis_DopingScreening,pdf

A BERPEFERRBI LS
), UWERSEHER.

+ PDF RESSIRIFER, Bk, 37
B4 3R =3 BIFREUR &S 19
BIEET. WNREELE pY Excel
XHURIRE, ETRLUERERA
R ESUEEHEERD
RERHE.

s TBERNREHMIFERES
AHEF. RSB ERE
HIFRITTER

o ATAMNIEEIERY Excel 3¢ PDF 3T
HEFLITENRE .

Type Size

POF Complete Do 93 KB

oo KB

59 KB

00 KB

PDF Complete Do.. 100 KB
POF Complete Do, 100 KB
it S99 KE

G4 KB

PCF Complete Do, 98 KB
PDF Complete Do, 93 KB
POF Complete Do.. 99 KB
POF Complete Do, 166 KB

10 EERS. WS TFRME RIRE . . S, AL Windows B
EIB RIS RIT IR
H
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EERHZE

[ fFE 7R dm R A N MRM SREBHE SO (8 12) « SIM . REM T EIE
B DL Bl 5 A e .

i File Edit View Analyzs Mathod Updats Report Tools Help
i D & | Bl CE AnalyzeBatch | @ | Layout: B B E Restore Default Layout

Method Tasks « % |Method Tsble - x
| New / Open Method i Level Name prefix: #ofLevels 10 CresteLevels | Time Segment: 4 | <All> + & | Compound: [@] A. v [@] ResetTable View
‘ Method Setup Tasks ‘ Sample I
[/ MRM Compound Setup | Name [ oaiefie Type [ teel [ Aca MethodFile [ Aca DeteTime M
JC. Retention Time Setup Blank-1 | cMAMBIk 014 | Blank | | APClautotune.m | 512/2006 1:48. 2
2 1STD Setup Quantifier
% Concentration Setup Name Frecursor lon Product lon Jon Polar
2102
B Qualifier Setup 2.0 Posiive
,( Calibration Curve Setup J‘ i Lommine stonn  lene [ Teeoes S
& Globals Setwp [Sample Information - x
| save / Exit \ E]u $ % Maxc# of panes 2 ¢ Signak| <Nane> =1l alf P
& Validste + TIC MR [~ > =) CMAMBI_D1 d |
2 x02] !
By Seve 08
(8]
Save hs.. 1 08
04
E et 05 02
Manual Setup Tasks S e T P T s e P S B oo e e e S 0
01 02 03 04 05 06 07 08 08 1 11 12 13 14 15 16 17 18 18 2 21 22 23 24 25 26 27 28 29
Outlier Setup Tasks Acquisition Time (min)
Advanced Tasks |Compound Information - X

iwje s faioy @ AFELE &

+ MR (136.2-> 51 4) CMAMBIk D1 d 1362->914 ,1362-> 1194 + MRM (1102-3 102 min, 313 scans] (136.2 > ) CMAME.

L 1 S S S S S ez leme 5] e W2
12 14 16 18 2 22 24 26 28 12 14 16 18 2 22 24 26 28 90 95 100 105 110 115 120 125 130 135

Acauisition Time [min) Acquisition Time (min) Wisss-to-Charge (miz)

+ MRM (141.1-> 82.4) CMAMEIK_01.d 1411->934 141121244 + MRM (1.078-3.07 min, 319 scans) (141.1 > =) CMAME.
o gl e n fn o 4102 L paes O pt] 932 1244 141
12 14 16 18 2 22 24 26 28 12 14 16 18 2 22 24 26 28 T e 1 k0 140

Acqisition Time (min) Acquisition Time (min) Mass-to-Charge (miz)

4 Compounds (4 total) 4 ISTD (4 total)  Twiiem
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HEALTRMR DT : 45R

MZARAR BT (Amp) BT ERAF IR G R BoRAE R 14 . REHATESR . K&
IS BAVRIIE BB ZR 141~ AL 1A -

BB Agilent MassHunter Quantitative Analysis - DrugsOfAbuse_B0S00 - iii_Test_01 =] =] ]
i File Edit View Analyze Method Update Report Tools Help
0 & | 53| L= AnalyzeBatch | @ (| Layout BE BH BE B (Al Restore Default Layout
i Sample: 1] Blank-1 | || SampleType <Al>  + | Compound: [&] Amp ~ [ 51D Amp-ds P EL
Sample Amp Method Amp Results Qualifier... | Amp-d5 (... | Qualifier.
@ W Name Data File Type Level Acg. Date-Time Exp. Conc. | IPM | Noise Alg. | RT | Resp. | MI | Calc. Conc. | Final Conc. | Accuracy | Int. Metric | Ratio | MI | RT | Resp. | Ratio | M
) Blank-1 | CMAMBlk_01.d | Blank 51212006 1:48 PM RMS
Calib-L1 | CMAMCal_L1d | Cal L1 | 812/2006 1:51 PM 2.5000 [C] [RMS 2.| 658 24161 24161 96.6| Accepted | 24.3[[C1] 2.| 1397 259([C1
¥ | Calib-l2 | CMAMCal_L2d | Cal L2 | B12/2005 1:54 PM 5.0000| [T [RMS 2| 10597 48556 48556 57.1) Accepted _ 2| 1298] 2538|0
Calib-L3 | CMAMCal_L3d | Cal L3 | B12/2006 1:57 PM 12.5000| [T [RMS 2| 2673 12.8162] 128162 102.5| Accepted | 26.7|[C]] 2| 1377] 26.3([C]
Calib-L4 | CMAMCal_L4d | Cal L4 | 512/2006 2:00 PM 25.0000| [ [RMS 2.| 49527 259394| 259334 1038 | Accepted | 29.1|[C] 1..[ 1304] 28.8|0
Calib-L5 | CMAMCal_L6d | Cal L5 | B12/2006 2:03 PM 125.0000 RMS 2. 186 1240262 1240262 99.2| Accepted | 27.0 2.| 1053) 264
¥ |Qc-lz | CMAMQC 24 [QC L2 | S12/2006 2:06 PM 5.0000] [C] [RMS 2.| 1006][] 433% 433% Accepted | 277|010 2.| 1356] 31.1][0)
¥ |QCLle CMAMQC_L4d | QC L4 | BN2/2006 2:09 PM 25.0000 RMS 2| 4716 269911 269911 Accepted | 256 2. [ 1196] 311
[*] Sample-1 | CMAMSam_01.d | Sample 5/12/2006 2:12 PM [ [RMS ] [ 0]
Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2:15 PM 7] [RMS 2. 1004[[1 4.0008 40008 | Accepted | 308[F7] 2. 1445] 2577
I — I
Cogiound Information » X |Calibration Curve
. : — - ﬁ
MN17352'> 51.4) CMAMEIk_01.d + Mﬁyij 102-3.102 min, 319 scans) (126.2 -> <) CM.. p- 5 Levels, § Levels Used, 5 Points, 5 Points Used, 2 QCs
a o] 914 9 %107 |y =7.067567 " x +0.129309
14 2 i} TR"2=099959614
08l G 284 1 | TypecLinear, Originlgnore, Weight1ly
254
084 244 1]
S 224
074
5] 124
0.6 1.8 14
0.5 1.6
04 144 084
0.34 1 %: 0.6
0.24 0.84 0.4
0.6
0.1
04 021
0 024 1362 od
12 14 16 18 2 22 24 26 28 %0 00 10 1200 130 0 02 04 06 08 1 12 14 16 18 2 22 24 28
Acquisition Time (min) Mass-to-Charge (m/z)| Relative Concentration
A i
« ” “ip A =R
fitabBR” |0 HEMER” B0 “KIE#I%” B0
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A VIR SRR BT 22 SRR AE BB AR B R R E AL S, &l 16 . (il
MBI REr] I B S il B, I Hadt A7 Hes1 DAE HEAT Bod 70 H7 o
R T F RS SN B R ZELREN S, ERa M.

Compounds at a Glance

File Edit View Layout Help

JE= R |

(SR

1

s S e = | Panesi{5x5 =
Blank-T [Amp-d5] Calib-L1 [Amp-25] Calib-L2 [Amp-c] Calib-L3 [Amp-c] Calib-L4 [Amp-d5] -
2114115 334 Area= 210214115 834 Area=}357 1102 [1411 3 934 Aren=1238 <102 | 141173 53 4 Area=1377 10214115 534 Aren=1304
151410 3 1284 Arcm 311411 1244 fred 31411 - 124.4 aredfaz? 31411 -> 124.4 Areak3z P PR W
1 24 2 2 154
i
0 T T T 0 T T T T T T T T T T T T
5 3 25 s 3 75 R 15 3 25 5 3 25
Blank-1 [Ame] Calib-L1 [fme] Calib-L2 [Amg] Calib-L3 [Amg] Calib-L# [mp]
11136.2-5 914 Area= 10213625 814 Arsa=F53 10213625 914 Area= 102713625 914 Area=p673 102 | 13625 514 Arep=1552
0813625 112.4 Arean 1541362 118.4 Areafl 160 BRI §{126.2-5 119.4 Areal7 o[z s aeerens
064 1 4 ]

04 T 41 L
02l 054 2 N B
T T T 0 T T T T T T T T T T T
5 3 25 S 5 2 15 5 25 15 3 25

Blank-1 [Meth-ds] Calib-L1 [Meth-c5] Calib-L2 [Meth-cs] Calib-L3 [Meth-d5] Calib-L4 [Meth-d5]
41155.2-5 92/3 Avea=10 2103715525 823 Ares=3p57 1102|1552 -5 923 Avea=2708 1021562 -5.52.3 Area=2567 1021652 -5 5.3 Area=3751
15825 1214 Arear 415525 121 4 Area {129 1552 1214 Ares 17 o |158.2 5 1214 Aready 1852 121.4 Areal7

06l 6 3

2 0.44 4 4 4

: ﬂ% 02] 2 2 2]

0 il 2 . s o
141618 5 2224 2628 T4 1618 3 22242628 T4 1618 3 22242628 141618 3 22742628 141618 3 22742628

Blank-1 [Meth] Calib-L1 [Mleth] Calib-L2 [Meth] Calib-L3 [Meth] Calib-L4 [Meth]

34150.1-5 1183 Aveass 1102 [1501 -5 1193 Area=i 460 <108 |150.1-5 1193 Areami306 10371501 -5 1193 Areq7925
101 -5 01 Ares- 150,15 914 Area-pe

o

£1024150.1 -5 118.3 Area=338 =
150.1-> 914 Arez-gf2 1501+ 914 Area- ka1 {15015 81 4 aves-fre
2 3 . 15]
2 o 1
4 05 1
m ,| 1 025 054
T T T T T T T T 0 T T T T T T T T 0 T T T T T T T T 0 T T T T T T T T 0 T T T T T T T T
141618 2 222426128 141618 2 22242628 141618 2 22242628 141618 2 22242628 141618 2 22242628
Blank-1 [MDMA] Calib-L1 [MDMA] Calib-L2 [MDMA] Calib-L3 [MDMA] Calib-L4 [MDMA]
4419425 163.3 frea=T 10311922 =5 1623 frea=3794 10371942 5 1633 Area=7433 105 |194.2 %> 163.3 Area=] 7023 1041942 =5 1633 Area=33212
2 |1942 > 1383 dres-tt 141842 > 135 3 AreafjaT 24192251353 dreafy 15 4194251253 Areafee7 0194251353 Areafhize
0754 5 3 08
24
054 1 5 0]
E 0254 05 1 02]
o o o o

141618 2 223436128

141618 2 223436328

e

141618 2 22242628

141618 2 22242628

141618 2 22242628

r

11 Samples (11 total) | & Compounds (8 total)
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[Samples | Compounds | Organize | Outier |

Samples:
Mame Data File Type Level Sample Group g;tﬂxp Spike

CMAMSam_01d | Sample

Sample-1

4 1 +
[ aad- [ AddAi>> | [ <Remove | [ <<Removedl |
Samples shown in this order:
Name Data File Type Level Sample Group g:tﬂxp Soken by
Calib-L3 CMAMCal_L3d Cal L3
Calib-L4 CMAMCal_L4.d Cal L4 T
Qac-L2 CMAMQC_L2d ac L2
Qc-L4 CMAMQC_L4d ac L4 =
Sample-2 CMAMSam_02d | Sample
Sample-3 CMAMSam_03d | Sample
CMAMCal_L5.d
4 1 +

[ Move Up ] [ Move Down ]

[ <Bsckc | [ Net> | [ ooy |[ ok ][ cancel

16 AT BRI
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6 5%
L EEIA
K17 A SR A SOR IE I 2GR SE 0 E E . & WoR P4 T L THC 2 #rh
A
EEETFHEMHETHNESR —
i Compound Information x | |; Compound Information x
i 1 0 e = (AT WE] L [2]e t A L o = EAFEME] L [2]e A Y
+MRM (136.2-> 91.4) CMAMSam_02.d | 1362914 _119.4 ~MRM (136.2-> 91.4) CMAMSam_02.d | 1362914 1194
25102 2143 < x10 2} Raticeang - - - —p-mmmmmm oo £x10 2 2143 £ x10 2| Ratie=30.9
5 E 14 ) 3
o 24 2ot o 24 S 24
1 : ut’zgz 1 L il i e el ok
0 2% 0 0
15 7 25 ; 15 Z 75 : 15 2 25 3 15 2 b5 ;
Acquisition Time (min} Acquisition Time (min) Acquisition Time (min) Acquisition Tine (min)
+ MRM (1411 > 93.4) CMAMSam_02.0 | 1411934 1244 ~MRM (141.1-> 93.4) CMAMSam_02.d | 141.1 > 934 . 124.4
£x102] 2130 < x10 2} Ratige5 7 - - === - - - - £x102] 2130 £x10 24 Ratio=25.7
H 5 14 = e 34
8 34 2 o ]\ ””””” S5 L &
27 £ 054 24
1 B o5 14 1fIIiIziIooioopoigioooiis
0+ T 0 0+ 0
15 2 25 ; 15 7 75 : 15 2 25 ; 15 2 25 ;
Acquisition Time (min} Acquisition Time (min) Acquisition Time (min) Acquisition Time (min)
ZEBEAEMETF - BH—k& RAEEAEMEF - RIA—
17 EESMPHILIEMER
IR+ UAEIA: EREE FHERE . 8%, HTEENCE
BT ES 1 R B R BB
RN AR A, e S IR AR D A E R B T8 A
b, WIfEEETERREZET . EABF, KEH 26.5%, & HIEHEA +20%.
XA E 1 B T I TR 0 AE AR U T 31 22 ARAR W 1R € BE S 110 21.2% & 31.8%
VG N . ISTD 5 Amp-d5 [ 5E P & 1t 6 AUE 47 5E HIVE I Y
A B AR M o e ME S R e v W VE N, R E TR R K N2 R
T 1/0.265 HEAT 7 IA— k. FEATIIEI IR, 7ERE BT 26.5% A2 E 1
JE, I E TR T ARID M, SIS E R B AR b RS T
AEPTEOR 2 5 aE W, NEr ARG, BE2ENER, AR
TE RS T IXFE ] DL 7 ML _E R S Y A7 AE
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HEPRIE
HEPRIE
SE BT S A B TRIEANE B2 &M 2 T A
o HIZMEET
o JUPRIREN AT IR Bl AR R
o HE S ATH
Hh &BIF
i 2405 Bh AR AL AT e Hh 2l & ng i (& 18) .
Calibration Curve -

@ ¢ 1 5 ' [&=] Type: Quadratic | Origin:|Include | Weight:|1/x = ISTD m
Amp - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 2 QCs

2 x101]y=-0.175086 "x " 2 + 7467143 x +0.089347
2 164 R"2 =0.59995831
% 1'4 ype:Quadratic, Ongin:Include, \Weight: 15
c 1247 :
=]
2
=
o
22 24 26
Relative Concentrati
Curve Fit
Type 7| Origin 7| \weight 7| ¥ of Disabled Points W Eguation
3 1 y=7016225*x +0.120014
Linear Ignore 1 3| 1.00000000 0.0 0.0] y=7.383005"x +0.101375
Linear Ignore 1x"2 3| 1.00000000 0.0 0.0] v =6.896656 *x +0.125552
Linear Ignore Wy 3| 1.00000000 0.0 0.0] y=7.283005"x +0.101375
Linear lgnare W2 3| 1.00000000 0.0 0.0] v =6.896656 " x +0.125552
Linear lgnore Log 3| 1.00000000 0.0 0.0] v =65932345 "« +0.325703
Linear Include 1 3| 1.00000000 0.0 0.0] y=7.285005"x +0.101375
Linear Include 1x"2 3| 1.00000000 0.0 0.0] y =6.B96656 " x +0.125992
Linear Include Wy 3| 1.00000000 0.0 0.0] v =7.285005"x +0.101375
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BN “BUE”, R “B&7 A8 “JRA7, T pTR. e &b 2 fh
HAEHERIEM L N7, Horh DU s e o8 8 Al 2k o oo STos 10 e B A 1
LT 1 DU (2

it T AR AR B M2k, RO R fm RZ E MM, kR
B2 R {E0H T AT HEML %ﬁﬁ,%Fﬁ%h%mﬁﬁﬁﬁﬁ%ﬁﬁo

Bln, FIFRP RS —HSEO R T RIS . 208 R S FAHSAE . SR R?
fH 72 0.9998001477, EAMEAEF U, R FEAER T A% 4% H BN Al 280 A0 B il
2.

AT X e B e s . R SRIG = b, HERR B R N LR BR v
BAEREF (SOP).

BREER

FERIEMZH, EBREE AT W, Rl AE =H DU MS Hdlarb, Hrp
%RSD EAFFAL (& 19) . EX 8, RO 280 s ET7, USRS H
RIXEHE R EZER .

) Level: 15

Em Cluw ibration
. { Core
Calibration Curve | Rl e:m:a;]mm 25000
se:
Rel Resp
@“ 1 i [@] (W] Type Linear v | Origin: F.. =| Weight: N ISTD Q cua;‘ e o aEME aDrugsOibuse CMAMCal LS d
Amp - 5 Levels, 5Le;e\s Used. 5 Points. 5Fomts Used, 2QCs ki =
B x1011 y=7.003492"x v
2 184 RZ 0.59842480
% 1.7 Type:Linear, Origin:Force, Weight:None
g i
@ d
£ 14
2 134
124
114
1
0.9
0.8
0.7
0.6
0.5 z
044 1) 2overlapping points found. Please zoom in fo select an individual point.
034 Level: 12
0.24
0.1
0- »
014
T T T T T T T T T T T T T T
0 02 04 06 08 1 12 14 16 18 2 22 24 12§
Relative Concentration
X0.1039 Y0.866 Processed Calib-LB Amp 11 Samples (11 total)

& 19 ZIEMAALER: REBESER

P R RS BRIl 5Bl Bon il mE S, FRE SRR
PAR A e AT 5 A Bl Bon A R A S IS B
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