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1 55

VR T A T A B S R RIS T miz, 43EAT MRM 7540
B S S BT A B o R AR AR AT 1 B8 kT % CE B AT 5 3105 7 R A
FEE [ H5047

Ny

<GC/MS> GCMS-TQ8030 #l, GCMS-TQ8040

<Autosampler>  AOC-20i or AOC-20i+s

BAEE

<Workstation> GCMSsolution Ver. 4.2 or later

<File> MRM_Optimization_Tool.xIms SmartDatabase_Blank.xIms
<Other> Microsoft Office Excel 2010

HEREM:

1. %% GCMSsolution Ver. 4.0 %/ f5, MRM_Optimization_Tool.xIms
SmartDatabase_Blank.xIms SCA4f 224 7 GCMSsolution\ SmartDatabase
Jerfe BSOS R ise i, 7R 2 B e H R I H ok



2 FERAE T (Q3 &M

2.1 8% Q3 &HH#iHE

AR 7> EEAIE Q3 AT MRl fh K U7k

1) #TJF[GCMS Real Time Analysis], 7£[Real Time]4# A% fidy
(Data Acquisition) .

Feal Time

ks

AT
Data
Acquisition

2) fETEfEA S d[New file].

41 GCMS Real Time An,
4. File Edit View

DEE &
3) RPN R R T, R E .

File New

b
[ B

(71 Mew File
@ Usze Template

g MR

@ MeutralLoss5 can
g Mew Methad File
@ PrecursorlonScan
@ Product onScan(1]
@ Praduct onScan(2]
If) 035 can+MRAM

i E [\

' m | »

Comment;

[ k. ] [ Cancel ] [ Help




4) Hid MS Ebr, WEFIESE (O E TIRIEE . 85 DR BRI 28 BT,
KR IE$E Q3Scan, WM& ITFURITE], 45 INHE], event time A2l & ()
TF 46 A0 25 7R ) R == Je

[ q Sllpllrll."jﬂ: 8x
GERE-TQE03) with II

Lon Source Tenp 30 bl
Interface Tesp % ol - Datuctor Voltag @ Ralative to the Tuning Result O Abzoluts
Solvant Cul Time @ 2 Bin 0 kY
Theasheld 0 1
| |Use 15 Progrem G Frogrea Time | 0.00 min 'i.up Tint...|
Compound StartTime | End Time
Name i i
1-1 : 1000 |Q35can 0.300 1666

5) 43 #idi Sample. GC bR, WiE MM IS E.
6) 1F File SHH G FETTVE M A7, Bl 4424 Q3Scan.ggm.

[File | Edit View Method Instrument Acquisition
MNew Methad File
Open Method File... Ctrl+0
Close Method File

Save Method File
[ Save Method File As... I

Save Method As Template...

2.2 W 5 br e 5 IR A PR R
A2 AR, I 3.1 ZE57 470 Q3Scan.ggm J5 ¥R 4E .
1 BTSN, MIANFERE R, fE[Acquisition] i EhA:H ity (Sample Login)

Blbr, FEMEFE O
2) FINEE 4, SN TBCE R BRE SLIS AR AN, e e A S
4, i OK.



Sample Login -Untied B0 M % . i)

Linel

Acquisition Information

Sample Hame !

E&nﬁple ID :

| Data File - Q3Scan. QGD | =
| Baseline Data =
Data Description ! -
[ — =
Sampler
Vial & 1
Injection Volume :@ 1 Syringe Capacity : 10 ul.
Multi Inj. Times 1
Tuning File : [lJ:"\GCI'-'IS solutiontSystemiTunel_default. get I-""»

[Advmd })] [ TRE ] [ HLH ] [ #58h ]

3) CREBRAE S BORE AR B B EERESS

4) fE[Acquisition] FEhEZH, i (Download) BEEESKFR, £ GC Ml MS
#hss (Ready) WHNE HBhHFIRIEAT

2.3 WEFMMAEET

FIH 3.2 543 bRk I Q3 Scan Hds STHF A T & 4 4 I HT R 5+
1) X [GCMS Postrun Analysis] F¥x, HEN B AT A1 .

2) ¥ B FAAd [Create Compound Table] El#x.

1
1
ol i e
|I|I|| |I|
Qualitatiwe

Create
Com jeledih ol |
Table

0l
-r
Ouantitative

3) FTIF CRAE MR HE S F<Q3Scan.qgd”.




Data Explorer - Data

Froject in : @

[ ...wSamplebSampleD ata(T Qzenes) - ]

File Mame Modifie =

%2 Q3Scan.qgd 2012 ;5,| ‘

—

4) Hdih TR0 [Peak Integration for All TICSY BE#R, o il 31 i) (23 e 3k 4T

By

6) Far B4~ [Qualitative Table] Elbr, FTHEMEERE 1. £ [TIC] Kb,
TR BT A E AL & PR i U 2 o an RGeS R A 2], SRR S5 E
BT

@ Qual'rtativeTabIt_e_h!". - |

Print Edit View Similarity Search

Peak# | RetTime | Start Tm End Tm miz Area Area% Height Height¥ AH Mark
1 4769 4735 4815 TIC | 12927607 1063 | 10528764 1478 123

2 5896 5855 5945 TIC | 5101409 4189 3647760 512 1.40

3 9651 9.540 Q725 TIC | 9894188 814 5562753 7.81 178

4 10.796 10,730 10.860 TIC | 18962621 15.59 | 10491704 1474 1.81

& 11.084 11.035 11170 TIC | 7808197 6.42 | 4133907 581 1.89

6 11.545 11.490 11.570 TIC | 6B261875 515 3625210 5.09 173

T 11.589 11.570 11.650 TIC | 81130749 7489 5372793 755 170 |V
g 11.698 11.650 11.765 TIC | 11618640 955 | 6536274 9.18 178 |V
9 12106 12.060 12170 TIC | 4234178 352 | 2357694 an 1.82

10 13.151 13.110 13.200 TIC | 2107851 173 1254675 176 1.68

| v\ Spectrum Process ATIC/ T

7 i EMERT AT, M Edit H1ikdE[Register to Spectrum Process Table].

7



# ' Qualitative Table £ ‘ i * t |
Print View Similarity Search

Peak: Edit Compound Name...

Select All

Copy

Delete Rows
Delete Current Table
Delete All Peak Tables

I Register to Spectrum Process Table l

Register to Library...

Sort Table

¥ Copy Compound Name ta TIC Peak Table
8) rfiili [Spectrum Process] E#x, #E[Similarity Search]=Z #. | i%& £ [Search All
Table].

¥ ' Qualitative Table

Print Edit View Similarity Search
Spectrum Background
Ret.Time Start Tm End Tm Ret.Time StartRT EndRT Search | Report Name

1 — 4765 4775 4770 4735 4815 | Done Octafluoronaphthalene
2 — 5.890 5.900 5.895 5.855 5.945 | Done Dichlorvos

3 — 9.645 9.655 9.650 9.590 9.725 | Done Fenobucarb

4 — 10.790 10.800 10.795 10.730 10.860 | Done Hexachlorobenzene
5 — 11.080 11.090 11.085 11.035 11170 | Done Simazine

G — 11.540 11.550 11.545 11.490 11.570 | Done Propyzamide

i — 11.595 11.605 11.600 11.570 11.650 | Done Diazinon

8 — 11.690 11.700 11.695 11.650 11.765 | Done [¥] | Chlorothalonil

|_< ' \Spectrum Process ATIC / Kl

9 i RYFEFH [ Wizard (new)] Kbz,




10) fE a1 5 % M v, %4 [ Use current Spectrum Process Table) 38t [ F—4].

-

Compound Table Wizard 1/7

oy

}m [

[-@-Use current Spectrum Process Table ]

(I Integration of TIC

Thiz wizard automatically creates a Compound Table from the
spectra registered in the Spectrum Frocesszing Table. Keep in
mind that the previcous Compound Table 1=z deleted

Integration Param. .. Spectrum Format. ..

CE—$®|[F=tbwm > [ Bl

J |

ZE |

1D BEHF—257,

Compound Table Wizard 2/7

=

Currently 16 of peaks are registerd in the Spectrum Process Table.

# of Processed Feaks of Chromatogram:

KE—$m®|F—%w> [ A

J |

HEh |

12) BN —27,



-

Compound Table Wizard 3/7

e

. . + [The wizard will create the Compound
Proc| Ret.Tim Intensity — [Table from thisz Spectrum Processing
1 4770 10646102 Table. Please deselect any unmecessary
2 5805 3731314 peaks.
3 9.650 5704162 (1,000,000) 27213,356,270
4 10795 | 10604298 = ] a2
5 11.085| 4251346 0
| i] 11.545 3779006 ]
7 11600 | 5532414 4 25 "
I a 11.6895 6706369 ] '
9 12105 | 2503692 10 2.3;1 a
] 136
10 13150 | 1379164 P Y ..|. 331 358 430 é
11 13.490 5412717 - 280 473
]
[« E—$m|F—%w > [ & | [ #=E |
b A = — ——|
13) $‘T_—E‘“‘F_‘ﬁ”o
Compound Table Wizard 4/7 ﬁ
Quantitative Method: Unit: ppb
[External Standard -
Format of Concentration
Caleulated by @ hrea () Height @ Decimal @) Significant
Calibration Curwe g
# of Calib. Levels: 1| |
| Curwve Fit Type: [Linear ,] Grouping:
| Lero: [Hu:-t Forced v] Sum Cone = |
| ]
Weighted Regression:
|
< t—%®|F—%w > | EE | [ ZmE |
b e a— = — ——

10



14)7E [Compound Table Wizard 5/7]% 1, 7E[# of Reference lons]i% & 0,5
—‘i”o
e R REH AN 4R 1, # of Reference lons & 0 BIAT. #nifi (M 2 METIAR T

# of Reference lons % & 1.

Compound Table Wizard 5/7 @

First, enter the standard concentration for each lewel. Then set the amount of
internal standard te use in the Internal Standard field In the Humber of Reference
Tons field, enter zero to use no reference iom.

Concentration Ton Settings
Standard: Target Ion:
Level Conc. (OTICf COMIC @ Mo
1 1 # of Reffrence Tons:
ol

Decimal for mass:

Hone -

Default Ton Allowance:

| a0 %
Kt—#®|F—$m> | BAH | | FEE |

15) fE[Compound Table Wizard 6/7] & [, ¥ & HT A AsHE S I RTA S FHm/z.
L T
[ Compound Table Wizard 6/7 @1

Edit all fields, as mecessary. To change the
type, place the cursor in the type column and
zelect a nmew type from the drop down list in

I%: 1 =

Betention Time: 4. 770 min the field.
: 1109
(3, dmitss Type miz | Rellnten. -
Type: Targat - 1 | Target lon 272 100.00
2 | Notused [ 241 4283 | |
Compound Name s "
(@ Dctafluoronaphthal ene Set Mass Ratio ]:
(7) Set name Int.(x1,000,000) Base Peak: 272/3 358 270
{m'z  4B68.00 Abs. Inten. 0 Rel Inten,
Octafluoronaphthal ene|| > ] 272
2.5
i ] 241
] s 2] !
0.0-im ] -.--?E-”J o dR1212 258387 430 =
1 100 200 300 400 m/z

11



16) iy Esepa, Hdr [5Ed o

-
Compound Table Wizard 7/7 g

inish to create a Compound Table with 16 ID=s. Verify the
table in the Data Analwsiz window.

o cop¥ the new Compound Table to the original method file,
zelect "Sawe Method Az™ from the File meru

[ .22

(2o =% ) ®a | [ #5 ]

17) Ql@se R ams, SaT [Param) k2. #ibamF R Ed] g
R )l SV ot

ID# MName Type mJz Ret Time | Ret. Index Unit
1 Octafluoron | Target 27200 4.770 1109 | ppb
2 Dichlorvos | Tareet 109.00 5.895 1241 | pphb
3 Fenobucarb | Target 121.00 9650 1605 | ppb
4 Hexachlorob | Target 28400 10.795 1712 | ppb
5 Simazine Target 201.00 11,085 1740 | ppb
i Propyzamide| Target 17300 11545 1783 | ppb
7| Diazinon Target 179.00 11600 1784 | ppb
8 Chlorothalon | Target 26600 11.695 1798 | ppb
9 | Iprobenfos | Tareet 9100 12108 1838 | ppb
10 | Fenitrothion | Target 12500 13.150 1942 | ppb
11 | Thishencarb | Target 100,00 13490 1977 | pph
12 | Stearic acid,| Target 7400 14875 2125 | ppb
13 | Izoprothiola | Tareet 11800 15.255 2167 | ppb
14 | [zoxathion | Tareet 105.00 15,760 2224 | ppb
15 | Chlornitrofe | Target 31700 16670 2330 | ppb
16 | EPN Target 157.00 17810 2470 | ppb
17 Target TIG 0.000 0 | ppb

}g Results A GroupParam’ s | « | Tr—

18) PrAr Hudhe LA

12



3 WA T ARALALE RE GRYETE)
3.1 AIEF=WIB T HNE I vk
1) ATTF B4l T LA 4L (0 48 301 Q3Scan.qgd.

&t GCMS Postrun Analysis (Admin) - [Data Analysis - Q3Scan.qgd | o0
di : ‘o :JH-PE-{SISL ITIIE? [ nalysis - Q3Scan.qgd]l W - - - -
HE File Compound Table View Qualitative Quantitative Layout Tools Window Help Mli"i‘
= el — T Al oy ==,
FH Sk [l TER ? < ESBFE &4 b o @ LR smE
#l |Data Explarer - Data (]
TIC & MIC #1--#1 F
Praject in : @
[...\Sample\SampIeData[TQseries] '] iR der——trm Tty .- nnty : "1 D
TTER T T s oo T2sTT T d5n T T a7k
File Name Modifie =
E1Q3scan.qgd 2012/5, 1 (10,000 000) ey Max Intensity | 10,646,102
N [ = [=] = o o= Lo ax o
! EflProduct Ion Scan_C.. 2012/5, 1 8 = 8 t =8 g_g T r
| Product lon Scan_C.. 2012/5)= ] = E S 5 &2 Egé £ %
ElProduct Ion Scan_C... 2012/5, 0.0 l=ElE . = & tdge S 1 s
EfiProduct Ion Scan_C... 2012/5) 50 75 100 125 150 175
EfiProduct Ton Scan_C.. 2012/5 EventHl:03 Scan FetTime @ [4 [E3view| @ Edit
fiProduct Ion Scan_C... 2012/5; % _272/3,356270 ID# Name Type mifz -
EfPesticides_unknow... 2012/5, 100z 22552”” Dctafluoron | Tareet 77200 | [ |
.. 1 24 Dichlorvos | Tareet 109.00
EfiPesticides STDO04.q.. 2012/5, ] Fenobucarb | Tareet T21.00
. o=
Pesticides_STD03.q.. 2012/5 Hexachlorob | Tareet 284.00
i e d y 250 402 Simazine | Tareet 30100 |
EflPesticides_STD02.q... 2012/5 4 1 - Propyzamide| Target 17800 [ |=
d L C |:| Diazinon Tareet 179.00 [
11,549,173 heelveed Admi 3, g1%1,000,000 Chlorathalon| Tareet 266.00
S LI 1 Iprobenfos [ Tareget a1.00
gﬂmﬂ{:e%yggﬁﬁgldo i Fenitrothion | Tareet 12500 |
e 0.0 Thiobencarb | Tareet T00.00
Sample Walmg/L 4350 S Stearic acid,| Tarest 7400
Sample ID T I i | ™y Icoprothiola | Tareet REXT N
Deseripti yoe miz - Eoxathion | Tarest T0E00 [ =
20 200  m 3 <[ *|\Param” s £ Red| <« [ m | C
&5l ﬁ]@] EPBatch Table G Data Ana. .. |ﬁ6alibrat. . |

3) FEFRHXEES, H =Y B T4 774 “Product lon Scan.qgm 3 5
HIRAE

13



d_ Select Method File

=
e E

=
A
HEA

&

R

RTFTE (1)

s timea ) o) VA=

| SampleDatalTRseries)

M ()
fRTF2ERI (T

- @ E-

Froduct Ton Scan. gam

-

|GCMS Method File [%. qan) -] |

By

4) QR B A R S R D5 R R R A A H e Y T R I ).

P

"GCMS Postrun Analysis

N

l

XS

'0 [0c2a] Are you going to use the acquisition mode and group
\ settings of the original method?

| 2

&=(N)

wE || wm

5) {E[Select Data Acquisition Mode] & ¥ [Product lon Scan] , #fiiA[Requested
Loop Time]fI{E, BRIAE N0.3Sec, {Ht9 7] DAMLHE 75 Bk A8 .

14



8 | Creation of Automatic MRM or SIM Table [COAST] T — = I
Here, vou can create MEM, 5IM, or Product lon Scan table automatically by using a compound table.
Flease select data acquisition mode, and press "' Update Table " bullUnI
MRMASIM Mode : All Compounds of the table are measured by MEM or 51k mode.
FASST Mode : Only checked compounds in the table are measured by Scan and MAM or Scan and SIM mode synchronously. Mat checked compounds are measured
by Scan mode.
Product lon Szan Mode : All Compounds of the table are measured by Product lon Scan mode.
Select Data Acquisition Moge equested Loop Time
Max Intensity : 10,646,102 _ _ _ 0300
B 1 > E 256789 @ () MRMASIM (0 FASST §@ Product lon Scan . 3EC - | und Table
] 2 ID# Name Ret.Time miz Reflons | FASST | =
] % 1| Octafluoro 4770 272.00 0 |[E]
T 15 g 2| Dichlorvos 5.895 109.00 0 ]
4 1= o
1 B = m 3| Fenobucar 9.650 121.00 0 I =
E = E =] _ 4| Hexachlor 10.795 284.00 0 F]
] g o 2] . B 5| Simazine| 11.085 201.00 [l=
] 2 g 8 2 £ 6| Propyzami 11.545 173.00 0 I |
] S | E ® E P
N E 2 e =2 2 7 Diazinon 11.600 179.00 0 ]
] S la b =2 u " [ e] chiorothal | 11695 266.00 0 |}
] l o 2 = %‘ 9| Iprobenfos | 12.105 91.00 0 |}
st 5= T < 10 | Fenitrothio 13.150 125.00 0 ]
5.0 10.0 1.0 20.0 Thick PEWT.Y:) 4nn oo o = S
Start Time : 3.00 min [ Load Chromatogram... ] [ Update T able MEM/SIM Table
End Time (min}) miz-1 miz-2 miz-3 miz-4 miz-5 miz-6 miz-7 miz-8 miz-9 -
3 10.22 121 0 0 0 0 0 0 0 0 ‘E‘
4 10.93 284 0 0 0 0 0 0 0 0| H
= 11.4 201 0 0 0 0 0 0 0 0
6 12.03 173 179 266 0 0 0 0 0 0
= | ancn ] n " ) ) n " ) ) kTS
4 1 +
“You can change the end time and m/z of the curment row by clicking
on the araph. I ak Cancel ] [ Help
|
- —

6) I EEREL (1 45 AN TR A DR B AL E D BN 4.
7 REE, PR TR NERAL S

3.2 AIE-YE T AER

1D mideghts

Ci Open Smart Database - * P ra—— - Lél

3

J

EHEE ) . SmartDatabaze - @ ? ""‘ mv
=) =R ° tEEEEs
%5;%;@@ (= MRM_Optimization Tool | 2014/3/18 9:53
E_!]Smar‘tDatabase_Blanl-c 201473711 10:42
! i SmartDatabase_DEMO 2014/3/11 10:42
=@
=1
=3
P.L
LS
HEA
i 4 | 1]
=™
A ST ) MEM_Optimization Tool - FTFF @)
hEE STHFHER(T) [Smart Datsbasze (% xl=m) v] [ HI:8
[Tl TR AT |

15
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2) f£“Create MethodBatch”®H1, EHEM AL, s ik 4TI anim
B =Y I 51k “Product lon 75 75 i N B o 6 R H 1 ()R
RERRAR AR BERE OB (7 AR CHUR 2 16 AT B 2 R A — IRV RN FH (R 1 O
SRR AT LA FH 22 ANFE OB AR o T “ B AL BE SO/ B AN A CE FL Y
PN AR TR A AL B R

r &itEEn
BERH

CExRE

CEHRE

BB HARE

CAGCHEsolutiont Sampl 24 TRROZ0Y 2014618 pro-ion-scan. azh

Fam ple\Sam pleData(TQseries )\prodon-sc:.

[ 3~ v
[ 3 v

[ #aBESH
R

| 5 RIERE
N

[~ =
—

GE: sl “QUEAtA B AR 45, BaifE“Product lon J5 &7 i ££ 7 Hak NAEREL
A B 07 H 3% BB R Vs 7 3 ik R AR R AL T I B 3D

3.3 BT B T 13 ¥ #LER

FESKIN 08T 8 3T 3.2 WAL e 7 A B, STt R, REE

PN TR
i GCMS ST (Admin) - e 2201 4618 pio o scanagtl T

& e RO WEV) NS0 EEE) TEN S0W) EEH)

DEFE S addt FEEY & ¢ »
=l

TR C:\GCMSsolution'SanpleiTQE030

RS | FmER | w0 | FeXl | XS | AR SR BAIS | BEFD | AR | RERL

1 1 1= oFEmy  ITaT an.qgm E03V_pro-ion-scan.qgd 1 1 | ERSI 7] $TED
2 1 OFEmn  [TaT an.qgm EO0BY_pro-ion-scan.qgd 1 1 [RS8 =] $TED

3 1 0N (ITar an.qgm E09V_pro-ion-scan.qgd 1 1 (ERA11 7] $TER

4 1 OFEMn  [ITQT an.qam E12V_pro-ion-scan.qgd 1 1 (ERA1 7] #TED

5 1 OFEmMn  |ITQT an.qgm E15V_pro-ion-scan.qgd 1 1 ERA1 7] $TE0

fi 2 1] ITar an.qgm E18V_pro-ion-scan.qgd 1 1 ERA1 7] $TED

7 2 OFEMn  [TaT an.qgm E21V_pro-ion-scan.qgd 1 1 | ERE1 7] $TED

3 2 OFEMn  |ITQT an.qgm E24V_pro-ion-scan.qgd 1 1 ERAI1 7] $TED

9 2 OsREmn  [ITQT an.qgm E27V_pro-ion-scan.qgd 1 1 (ERA1 =] $TED

10 2 0N (ITar an.qgm E30V_pro-ion-scan.qgd 1 1 (ERA11 7] $TER

11 3 OFEMn  [ITQT an.qam E33V_pro-ion-scan.qgd 1 1 (ERA1 7] #TED

12 3 OFEmMn  |ITQT an.qgm E36V_pro-ion-scan.qgd 1 1 ERA1 7] $TE0

13 3 OFEMm  |[ITQT an.qam E39V_pro-ion-scan.qgd 1 1 ERA1 7] $TED

14 3 OFEMn  [TaT an.qgm E42V_pro-ion-scan.qgd 1 1 | ERE1 7] $TED

15 3 0 ITaTt an.qgm E45V_pro-ion-scan.qgd 1 1 ERA1 7] $TED

16 1 0 ITaT 1 1 (&8 | [

3.4 HLREEEE
1 #TJF “MRM_Optimization_Tool” K] “MRM Optimization” TE3,
CHEREEE SO, FTIF 3.3 RN Y E T A

16
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| = = @ alkane_24m 2014/3/11 10:42 GC/MS Data File = I
i T @ alkane_30m 201443/11 10:42 GC/MS Data File
| —p— |} cE03V_TargetComp_ProductionScan 2014/3/11 10:41  GC/MS Data File
|@ CEOBV_TargetComp_ProductlonScan 201443/11 10:41 GC/MS Data File
@ e |@ CE09V_TargetComp_ProductlonScan 201443/11 10:41 GC/MS Data File
Jz. B |@ CE12V _TargetComp_ProductlonScan 20144311 10:41 GC/MS Data File
|@ CE15V_TargetComp_ProductlonScan 201443/11 10:41 GC/MS Data File
1 e |Ef] CE18V_TargetComp_ProductlonScan 2014/3/11 10:41  GC/MS Data File
& FHEEES (C) | CE21V_TargetComp_ProductlonScan 2014/3/11 10:41 GC/MS Data File

— FIEEEE (D) |@ CE24V_TargetComp_ProductlonScan 201443711 10:41 GC/MS Data File «

5% lenovo Recove ™ ¢ | ] | O
ITEE(N): "CE24V_TargetComp_ProductlonScan® "( + [GCMS #FHEECE (*.qad) VI
180 - [ #FO v | ms |

{3820 ] =

0

1 1| CEO03V_TargetComp_ProductionScan.qgd| 1 Dichlorvos 5423 1245 109.000 1 185.000 2]
2 2| CEO06V_TargetComp_ProductionScan.qad 2 Fenobucarb| 8.243 1608 121.000 1 150.000 2]
3 3| CE09V_TargetComp_ProductionScan.qgd| 3 Simazine 9.499 1740 201.000 1 186.000 2]
4 4| CE12V_TargetComp_ProductlonScan.qgd| 4 Propyzamide 9.946 1785 173.000 1 175.000 2
5 5| CE15V_TargetComp_ProductionScan.qgd 5 Diazinone 9.975 1788 179.000 3 304.000 4
6 6| CE18V_TargetComp_ProductionScan.qgd 6 Chlorthalonil 10.140 1803 266.000 5 264.000 B
7 7| CE21V_TargetComp_ProductionScan.qad 7 Iprobenfos 10.549 1838 204.000 1 246.000 2]
g 8| CE24V_TargetComp_ProductionScan.qgd| 8 Fenitrothion 11.824 1941 277.000 1 260.000 2]
9 9| CE27V_TargetComp_ProductionScan.qgd| 9 Benthiocarb| 12.265 1975 100.000 1 257.000 2]
0 10| CE30V_TargetComp_ProductionScan.qgd 10 Isoprothiolane 14.907 2180 204.000 1 290.000 2
1 11| CE33V_TargetComp_ProductionScan.qgd " Isoxathion 15742 2217 313.000 1 177.000 2
7 12| CE3BV_TargetComp_ProductionScan.qgd 12| Chlornitrofen 17.230 2318 317.000 1 287.000 2
3 13| CE39V_TargetComp_ProductionScan.qgd 12 EPMN 19.282 2453 157.000 1 169.000 2|
4 14| CE42V_TargetComp_ProductlonScan.qad|

5 15| CE45V_TargetComp_ProductlonScan.qad|

2) ¥ MRM Transition 1 (MRM &&= & A E FX 50 MF=E 1=

SRS
MRM transition 2} |4 'I

BrETERFHmz - HEmiz | 50 — (BET - | 15 )

3) miifi “MRM &AL,
wex RN\

EFEthiTMRME P4k 80%

7£ “Result of Optimization (Graph)” [ zh4: % CE ik #iZk.
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Dichlorvos

1200
1000 s
'y

o800 A

A
0.500 \

/ \ \ )
0400
I F{
A

4k H MEM Optimization | Result of Optimization (Graph) <Result of Optimization (Table)

e 109 0079.00
il 185 00>23.00
e 185 00> 109.00

2 AT .

7 “Result of Optimization (Table)” 15 2| % 41 43 i) i 1% CE HJE N E T

FRHE.

H# 3 Smart Database ‘
e i eemn | = s
== miz CE HE £ miz CE i
1 Dichlorvos, 1245 T 109.00>79.00 ] 100.00 Ref 1 185.00=93.00 15 53.77
2 Fenobucarb) 1608 T 121.00>77.10 el 100.00 Ref.1 150.00=121.10 12 66.40
3 Simazine 1740 T 201.00=173.10 ] 100.00 Ref 1 201.00=186.10 53 34.31
4 Propyzamide,| 1785 T 173.00>=145.00 15 100.00 Ref.1 175.00=147.00 15 60.66
5 Diazinone 1788 T 304.00=179.10 15 100.00 Ref 1 179.00>137.20 18 84.83
6 Chlorthalonil 1803 T 264.00>168.00 24 100.00 Ref.1 266.00=170.00 24 70.64
7 Iprobenfos 1838 T 204.00581.10 9 100.00 Ref 1 204.00=121.10 27 41.41
8 Fenitrothion 1941 T 277.00>260.10 6 100.00 Ref.1 277.00=109.10 15 6949
] Benthiocarb| 1975 T 100.00>72.10 ] 100.00 Ref 1 257.00=100.10 12 18.85
10 Isoprothiclane 2160 T 204.00>118.00 6 100.00 Ref.1 290.00>118.00 12 51.38
1" Isoxathion 2217 T 177.00>130.00 9 100.00 Ref 1 313.00=177.10 9 42 97
12 Chlornitrofen 2316 T 317.00>287.00 12 100.00 Ref.1 317.00>196.00 24 5124
13 EFN 2453 T 169.00>141.10 ] 100.00 Ref 1 169.00=77.10 21 51.94
koM MEM Optimization Result of Optimization (Graph) | Result of Optimization (Table) o ¥3 [ I | |

4) i “yEME] Smart Database” %4, 1E#E “SmartDatabase_Blank” £#f 22

sl HE B REPESE, W2 BB NS
B %/\ ba E/‘] ﬁﬁ: ZZD (/‘JE ~T ’{TJ' é 7] IIII%\_E—L o
" [ Select Smart Database (===
@Q-| « GCMSsolution » SmartDatabase T | e 2]
S - SR - O @
] = : SAmS e
El BEAEerE =i MRM_Optimization_Tool 2014/6/17 9:30 Microsoft
A 4] SmartDatabase_Blank ] =2014/3/11 10:42 Microsoft
- =4 SmartDatabase_ DEMO 2014/3/11 10:42 Microsoft
B aun
| = BE
[l 5] ok 3
I & =5
. E
& s () |
AR (D)
 lenoun Recove T | D | E
SZMHE(N): SmartDatabase_Blank ~  [smart Database -
0 - [#Fo [« [ mm |
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SmartDatabase_Blank H 1), #H 058 SR

Ver.3.00
Instrument Type
Create Method File IT”“LI Lang.
[~ Parameter
Ret. Index for AART Ret.Index1 ~
n-alkane data file [ -
Template Method File [ .
Divide Method into 1=
Import
Serial# Type Acqg. Mode | Method No. Compound Name (E) Ret. Index 1 | Ret. Index 2 | Ret. Index 3 | Ret. Time
-] 2 62 = = 2 52 2 i
1 Target MRM 1 Dichlorvos 1245
2 Target MRM 1 Fenobucarb 1608
3 Target MRM 1 Simazine 1740
4 Target MRM 1 Propyzamide 1785
R Tarnat MBAM 1 Niazingna 1722
» M Database n-alkaneIndexTable ~ MSTableView  ¥J [l_- il _
‘ Divide Method into 1|5
Import -
MRM Transition
Serial# Type Acq. Mode | Method No. Compound Name (E)
1 ~ -] - ~|  Typel~ mz -] CE|-| Ratidv| Type -] mz v CE|-| Raticv| Type~
1 Target MRM 1 Dichlorvos T 109.00>79.00 6 100.00 Ref 1 185.00=93.00 15 5377 Ref 2 185
2 Target MRM 1 Fenobucarb T 121.00>77.10 21 100.00 Ref.1 150.00>121.10 12 66.40 Ref.2. 121
3 Target MRM 1 Simazine T 201.00>173.10 6 100.00 Ref 1 201.00>186.10 6 3431 Ref 2 201
4 Target MRM 1 T 173.00>145.00 15 100.00 Ref.1 175.00>147.00 15 60.66 Ref.2 173
= Toenat YT P n - 201 nn-izo 0 | ool _pars | 70001z on P 21e2 ] ooro | 10
b M| Database n-alkaneIndexTabl MSTableView ~ #1 m

5) sy “Import” %41, %+ Q3SCAN J5i, #EFE “Yesto All”

Overwrite compound information | 2 |
Dichlorvos has already been registered. Overwrite compound
information?
e Yes to All 0] Cahcel
FH RN R BN, SRR
Import
Serial# Type Acq. Mode | Method No. Compound Name (E) Ret. Index 1 | Ret. Index 2 [ Ret. Index 3 | § Ret. Time Cz
[ I B B
1 Target MRM 1 Dichlorvos 1245 5434
2 Target MRM 1 Fenobucarb 1608 8239
3 Target MRM 1 Simazine 1740 9.475
4 Target MRM 1 Propyzamide 1785 9.935

6) AN T IS B, 11 CAS B4, Sl se a5 W7 SCF, 11 SmartDatabase XXX X .




4 BIEE MRM 7
D) ATIFRTmEM & 405015 B “SmartDatabase. XXXX” ¥l Esi & H e oA W

Ha e, WARZ RS

e

SIRFECH ] TQ Series;] Bs I
— B!,

AART AR ZER I TERAAART ~|

n-alkane B8 X# l =
[

BRAEXH I

FEaE | 1.~]

= |
2) AART HRBEFREL “k#A A H AART” (. #1811 AART JUIEH Ret.Index1
ok Ret.Index2 %, Rz IEkeke K% O
3) WP BRI N Q3SCAN ik B TR — ik, B
# GC I MS &%
4) PR E 1 H bR 5
a) AT E KI5 Type 255 i Target fiH 5

Serial? Type lAcg. Mode | Method No. Compound Name (E) Ret. Index 1 | Ret. Index 2 | Ret. Index 3 | Ret. Time
1 Target MRM 1 Dichlorvos 1245 5434
2 Target MRM 1 Fenobucarb 1608 8.239
3 MRM 1 Simazine 1740 9.475
4 Target MRM 1 Propyzamide 1785 9.935
5 MRM 1 Diazinone 1788 9.971
B Target MRM 1 Chlorthalonil 1803 10.130
7 Target MRM 1 Iprobenfos 1838 10.543
8 MRM 1 Fenitrothion 1941 11.815
9 Target MRM 1 Benthiccarb 1975 12.262
10 Target MRM 1 Isoprothiclane 2160 14.895
;;;;;; LRl A B ™o armm o1 Tre el T —
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by s AVE B TS, R i EE B H AR L3 4T b X e
I

Divide Method into

E=

ESN

Filtering

STD Spectrum
Serial# Type Acq. Mode | Method No. Compound Name (E) STD Spectrum
v - - - - v Bt -

2 Target MRM 1 Fenocbucarb Registeredirin12801-1 X
3 Target MRM 1 Simazine Registered\rin13578-1

4 Target MRM 1 Propyzamide Registeredirin12804-1 X
5 Target MRM 1 Diazinone Registeredirin13843-1

6 Target MRM 1 Chlorthalonil Registeredirin15363-1 X
4 Target MRM 1 Iprobenfos Registered\rin13060-1 X
8 Target MRM 1 Fenitrothion Registeredirin12811-1

9 Target MRM 1 Benthiocarb Registeredirin12801-1 X
10 Target MRM 1 Isoprothiolane Registeredirin14853-1 X
11 Target MRM 1 Isoxathion Registeredirin12812-1

P M| Databaze

n-alkaneIndexTable

MSTableView ~ #J

R EJ7 I E fi2), P sl Filtering

Divide Method into

I

(i) 2l

Import

# STD Spectrum v

Serial# Type Acq. Mode | Method No. Compound Name (E) STD Spectrum
- - - - - v Bt -

2 Target MRM 1 Fencbucarb Registeredirin12801-1 X
3 Target MRM 1 Simazine Registeredirin13578-1
4 Target MRM 1 Propyzamide Registeradirin12804-1 X
5 Target MRM 1 Diazinone Registeredirin13843-1
] Target MRM 1 Chlorthalonil Registered\irin15363-1 X
7 Target MRM 1 Iprobenfos Registeredirin13060-1 X
e Target MRM 1 Fenitrothion Registeredinn12811-1
9 Target MRM 1 Benthiocark Registeredirin12801-1 X
10 Target MRM 1 Isoprothiolane Registeredirin14853-1 X
1 Target MRM 1 Isoxathion Registeredirin12812-1

» M| Database “n-alkaneIndexTable - MSTableView -~ ¥J o

ZJaHT B X B HARA > 2 HESIE R F HAUX L4 73 1) Type dRic v Target,

EHTH Type N H CGRoRAEAARA ).

H

N

Serial# Type Acq. Mode | Method No. Compound Name (E) STD Spectrum
1 Target MRM 1 Dichlorvos Registeredirin12801-1 X
2 Target MRM 1 Fenobucarb Registeredirin12801-1 X
4 Target MRM 1 Propyzamide Registeredirin12804-1 X
6 Target MRM 1 Chlorthalonil Registeredirin15363-1 X
7 Target MRM 1 Iprobenfos Registered\rin13060-1 X
9 Target MRM 1 Benthiocarb Registeredirin12801-1 X
10 Target MRM 1 Isoprothiclane Registered\rin14853-1 X
3 MRM 1 Simazine Registeredirin13578-1
5 MRM 1 Diazinone Registeredirin13843-1
8 MRM 1 Fenitrothion Registeredirin12811-1
L Tat+ahafa r—allraraPdarTahla MSTahlaWa aur $ I

* o U8 BT e R E A ST B R
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5) mith “OUEREH, BE MS RSH
e

MRM, SIM £ %

&3 A E (MRM, SIM) | 0.30 B
EA4ENE: RT. = I 0.30 4
=it " ON ~ OFF
Bl @
E#mE I 0.10 #b
HEEE: i miz - 5% miz | a5 - | 500
SHTHE : HHE RT. - %% R.T. | 30— % 5

[o] 4 | HEd | ‘

6) M OK, fR1F 715N “xxx-MRM 7”7, SEBf 3 F T JF - “ xxx-MRM”
J7 9%, AE MS SEUH kA 18 IR N 28 o s Gl WEE IR B B +0.6KV 24D,
PRAE T V304

5 WER TR

1) LIS 4 W @SR TVESCE “xxx-MRM 7 SREER:— IR B (bR ERE S, 4
MRM.qgd.

2) {THF I A, T HEERE S “MRM.qgd”.

3) fE[Postrun]ii BhA= A B (Quantitative) 45 .

Postrun

1
1
ol " e
s
Qualitatiwve

Quantitatiwve

4) {E[Quantitative]4# B~ b £ di[Quantitative Parameters], 7T & BES 5 H M.

5) fE[Peak Integration]tr%s ik B A& AR > S48 (ERFIIAL &4 ik 0
22



WA -

6) 7t [ldentification]#r%H 5 FR[Use Reference lons].

Quantitative Parameters

|Peal': Integrati-:nn| Tdentification |Qua.n+.itative |C-:nmpo1md Tahle Searr_'h|

Identification Methaod:

Spectrum Confirmation
]Use Reference Tons

© Yindow @ Band [
Window for Target Peak: 3 %
Window for Ref. Peak: = %
Default Band Time: 0.1 min

Correction of Retention Time:

@ Wo Chanze () Replace ) Aweragze

Beference Ton Mode: | Absolute
Default Ton Allowance: |30 %

Ref. Tonz Based On:

@ Spectrum Fealt Piclked

Correction of Ref. Tons Ratio:

(@ Wo Change Replace
|:|U5e Mazs Spectrum Fattern

Minimum SI: |0

Bewerze Search

7) MRS [Peak Integration] Elkx

[ we || B || #E

)

Sy

Peal

Integration

AT AT

8) fE[Postrun]ifih#: /i ¥l (Create Compound Table) &l ¥x .

Postrun

Qualitative

9) f£(Create Compound Table)# B~ Hidi(Wizard (Modify) ElFx

10) Z7x[Modify Compound Table (Assist Reference lon Ratio) 1/3]% I .

1 $[Set Reference lon ratios to exi

23

sting reference ions].




Modify Compound Table (Assist Reference lon Ratio) 1/3

)

identification result.

D Modifw Retention Index

Reference Ton

Decimal for mass:

Hone -

Thiz wizard automatically sets the retention index, retention
time, and the reference ion of the compound table based on the

In this page, the method of =zetting the retention index and the
: Retention Index

Ret. Index Faram.

Dverwrite exizting Reference Ion ratios

Set Reference Ton ratios to existing reference ions
(where no ratio was specified before)

CE—$m|[—fw > [ BH

| [

L] L] L] L] L] L] L] L

1D BdHF—2.

12) #£[Modify Compound Table (Confirm Compound Table) 2/3]% 1, iy

T

Modify Compound Table (Confirm Compound Table) 2/3

=Xl

TI#%: 1 - Edit all fields,

as necessary. lo change the

type, place the cursor in the type column and
zelect a new type from the drop down list in the

] field.
Eetention Time: 4. T3 mir
Eet. Index: 1109

Type: m— Type m/z Rel Inten.
1 | Target lon 272=241 100.00
Compound FName: 2 | Reflon 2T2=222 a7.33
OFN 3 | Reflon 2T2=172 21.08
4 | Motused TIC 0.00
5 | Motused TIC 0.00
6 | Motused TIC 0.00
K E—%$®|F—%w> [ BE | [ ZE6h

H I O S

20) fE[Modify Compound Table (Finish Assistant) 3/3] & I+, sidisem, &

PIT B 1 LA B
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Modify Compound Table (Finish Assistant) 3/3

=

Finish to modify a Compound Table with 16 IDs. Verify the
table in the Data Analysiz window.

To copy the new Compound Table to the orizinal method file,
zelect “Save Method Az™ from the File memnu.

=]

Process Results

Cwverwrite Ret.Time; Set lon Ratio(1,2);

Cwverwrite Ret.Time; Set lon Ratio(1,2);

m

Cwverwrite Ret.Time; Set lon Ratio(1,2);

Cwverwrite Ret. Time; Set lon Ratio(1,2);

Cwverwrite Ret. Time; Set lon Ratio(1,2);

Cwverwrite Ret. Time; Set lon Ratio(1,2);

A~ ]| =

Cwverwrite Ret. Time; Set lon Ratio(1,2);

e T T R o e S T T

<E—%$®| = || BE || #=E |

Reference lons].

Quantitative Parameters

21) {E[Qualitative Parameters] % H [fI[Identification]#r%E T, #H[Use

e

|Peal': Integratil:-n| Tdentification |Quantitative | Compound Table Search

Correction of Retention Time:

@ HWo Change ) Replace ) hwveragze

Tdentification Method: Spectrum Confirmation

) findow @ Band [V]Uze Reference Ions
Window for Target Peal: = % Reference Ton Mode:
Window for Ref. Feak: 5 % % Default Ton Allowance: 30 %
Default Band Time: 0.1 min Ref. Ions Based On:

@ Spectrum ) Peak Ficked
Correction of Ref. Ions Ratio:

@ HWo Change ) Replace

DUEE Mazs Spectrum Pattern

Minimam 3I; |0

Rewverse Search

| wE || mE || #E

)

22) {ESEHRL[File]rh ik FE[Save Method File], 78 5 fRA7 7534, Eiit, MRM

JHE SN e B
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