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In practice, target analysis approach

(analysing 100-400 of GC and LC amenable compounds)

MEANS THAT THE MAJORITY OF THE LOW-
FREQUENCY OR MISUSED COMPOUNDS
ARE NOT LOOKED FOR
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Target methods
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Target methods

b Very Expensive
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Target methods

b Very Expensive

Time Consuming
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Screening methods

v" Practically all applications have been focused on LC (Time of flight)

v' LC-TOF-MS (libraries containing fragments of compounds and
retention time).

v' Focused in GC (single quadrupole), commercial libraries.
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GC-TOF/MS

(full scan)

(Ability to record an unlimited number of compounds)

v GC libraries (accurate masses of molecular ions and fragments and
retention times)
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Experimental conditions

Injection volume: 2 pL OVEN PROGRAM

Mode: Splitless MM Inlet Rate(°C/min)|Value(°C)(Hold Time(min)|Run Time(min)
Inyector temperature: 280°C 60 1 1

40 120 0 2.5

5 310 0 40.5

Agilent 7200 Q-TOF GC/MS




Injection volume: 2 pL

Mode: Splitless MM Inlet

Inyector temperature: 280°C

Agilent 7200 Q-TOF GC/MS
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Experimental conditions

OVEN PROGRAM

Rate(°C/min)|Value(°C)|Hold Time(min)|Run Time(min)

60 1 1
40 120 0 2.5
5 310 0 40.5

—_

Post Run Time: 2 min

Post Run temperature: 310°C

—

BACKFLUSHING

[ CAPABILITIES

Retention time locked with constant flow (Trifluralin)




Injection volume: 2 pL

Mode: Splitless MM Inlet

Inyector temperature: 280°C

Agilent 7200 Q-TOF GC/MS
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Experimental conditions

OVEN PROGRAM

Rate(°C/min)|Value(°C)|Hold Time(min)|Run Time(min)
60 1 1
40 120 0 2.5
5 310 0 40.5

—_

Post Run Time: 2 min

Post Run temperature: 310°C

—

BACKFLUSHING

[ CAPABILITIES

Retention time locked with constant flow (Trifluralin)

Electron lonization
Acquisition in full scan at 2 GHz

lon source temperature: 280°C
Transfer line temperature: 280°C
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BACKFLUSH CONFIGURATION

2 columns: HP5MSI (350°C) 15mx250umx0.25um

Constant Flow
Column 1 =1.225ml/min
Column 2=1.425ml/min

Frort Inlet Flowpath |
Backflush technique Post-Column Details
@ Post-Column Backflush Backflush Start Time: 40.50 min
Postrun Duration: 2.00 min &
Oven Temperature: Ji0T
@ Restrictor Temperature:  310°C
Void Volumes Backflushed: 10.2 @
Y
- : _
- d B
%
« —>
Inlet Pressure Column Flow Aux Pressure Column Flow  Detector Pressure
1 psi -5.851 mL/min 50 psi 6.217 mL/min D0 psi
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Internal Reference Mass

Contral | R

ble lon Source

Tunge Masses Profile Display lon Source |Quad1.pde I Collision Cell | Transfer Optics | TOF | Detector I Aoquahon|
Mass
Enabled {m/z) Window Source Type : El+ Source Temp. 280 T 280
» 68.99466 1 Filamertt @1 ® 2 Emission 46 0.0
130.95147 1
El Cal Valve off Energy 700 eV
168.988266 1
218985077 |1 ClCalValve [ Repeller 20 Vv
2635986572 |1 IRM Off Source Body 460V
K 413.9769559 1
Gas Control Extractor ns v
4639738 |1 Gas Flow 0%
501.970521 1 lon Focus -144.0 W
613.5642 1 _“ Entrance Lens 50 v
* (3az iz tumed off and isolation valve iz closed
d ; > Get Parameter Default Range from  — to
Ramp From To Step Dwell Time |—25| | Get Ramp Defaults | | Start Ramp | | Accept |
Cloge
5 Lﬂ| New Sample(s) » %X | E v| Tools -
Name Vial Method File Diata File Type Dil. Comment Keyword Method Path
1 Metod_Leim [ | Keyword MassCal ~ | D imethods | . |
2 |Salvent_2 1 Metod_Leim | . |Solvent_2 Sample v | DL imethods | .|
3 Metod_Leim [ | Keyword MassCal ~ | D imethods | .|
4| Banco_Tomate_1 |2 Metod Leim | |Bianco_Tomate_1 |Sample v |Dimethods ||
5 Metod Leim [ | Keyword MassCal ~ | DiUimethods [ . |
& | Blanco_Tomate_2 |2 Metod..L.ei.m Blanco_Tomate_2 | Sample « | D:\Limethods

Show Faults

Clear Plots

step
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Internal Reference Mass

Contral | R

ble lon Source

Tunge Masses Profile Display lon Source |Quadn.pde I Collision Cell | Transfer Optics | TOF | Detector I Aoquatom|
Mass
Enabled {m/z) Window Source Type : El+ Source Temp. 280 T 280
» 68.99466 1 Filamertt @1 ® 2 Emission 46 0.0
130.99147 1
El Cal Valve off Energy 700 eV
168.988266 1
218985077 |1 ClCalValve [ Repeller 20 Vv
2635986572 |1 IRM Off Source Body 460V
K 413.9769559 1
Gas Control Extractor ns v
4639738 |1 Gas Flow 0%
501.970521 1 lon Focus -144.0 W
613.9642 1 _“ Entrance Lens g0 Vv
* Gas is tumed off and isolation valve is closed
d ; > Get Parameter Default Range from  — to
Ramp From To Step Dwell Time |—25| | Get Ramp Defaults | | Start Ramp | | Accept |
Close
5 .ﬂ| New Sample(s) » %X | E v| Tools -
Name Vial Method File Diata File Type Level Dil. Comment Keyword Method Path
1 Metod Leim [ | Keyword MassCal - |pimethods [ .|
2 Solvent_2 1 Meiod Leim [..|Solvent_2 Sample ~ |pimethods [ .|
3 Meiod Leim [ .| Keyword MassCal ~ |pimethods [ .|
4| Blanco_Tomate_1 |2 Metod_.L.ei.m (] Blanco_Tomate_1 | Sample - | P imethods —‘
5 Meod Leim || Keyword MassCal ~ |pimethods [ .|
& | Blanco_Tomate_2 |2 Metod..L.ei.m Blanco_Tomate_2 | Sample - |\ imethods

Show Faults

Clear Plots

step
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GC-Q-TOF DATABASE

» Many ions in the mass spectra.

» The molecular ion is not always present in the spectra.
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100ppb Tomate TIC

108 |+El TIC Scan 100ppb_tomate_rep_2_230713.0
154’ 1
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Counts vs. Acquisition Time (min)
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100ppb Tomate EIC (284.9954 Vinclozolin Parent lon)

«10# [+E1 FIC(284 5554) Scan 100ppb_tomete_rep_2_230713.0 Smooth
424
4
384
264

\yu
Molecular ion O — //
3 :/
C ]

224
2,
184
164
Vinclozolin
124
1_
084
064
044
024
0

C ]

175 17% 177 178 179 18 181 182 183 144 185 186 187 188 189 1 191
Counts vs. Acquisition Time (min)
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100ppb Tomate EIC (284.9954 Vinclozolin Parent lon)

«10# [+E1 FIC(284 5554) Scan 100ppb_tomete_rep_2_230713.0 Smooth
424
4
384
264

\yu
Molecular ion O — //
3 :/
C ]

224
2,
184
164
Vinclozolin
124
1_
084
064
044
024
0

C ]

175 17% 177 178 179 18 181 182 183 144 185 186 187 188 189 1 191

Ty 100ppb Tomate Mass Spectrum (tr = 18.186 min)

%103 |+El Scan (18.186 min) 100ppb_tomate_rep_2_230713.0 Subtract

244 2859150
22 216935.02
1249829

24 13481370
1.8

164
73,954
212009
m 138257.30 109.0045 178042
12980065 S 131076.45
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100775.88
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' 930104 e 2630011
o - 57624.9 .
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46,9683 144 559 47475 27

0.4 3343550 2776925 L \‘
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Counts vs. Mass-to-Charge (mz)
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100ppb Tomate EIC (284.9954 Vinclozolin Parent lon)

x104

42

4
28
36
341
324

El
284
26
244
224

24
18
16
144
124

1
0.8+
06
044
024

£l EIC(284 5554) Scan 100ppb_tomate_rep_2_230713.D Smosth

0

; |:|>\7D
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E 4
Vinclozolin
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Counts vs. Acquisition Time (min)
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100ppb Tomate Mass Spectrum (tr = 18.186 min)

+El Scan (18.186 min) 100ppb_tomate_rep_2_230713.0 Subtract
2859150
216535.02
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12980065 12362985 131076 45
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100ppb Tomate EIC (284.9954 Vinclozolin Parent lon)

+E| EIC(284.9954) Scan 100ppb_tomate_rep_2_230713D Smooth

; |:|>\7D
Molecular ion O “>_~7//
E 4
Vinclozolin
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Counts vs. Acquisition Time (min)
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100ppb Tomate Mass Spectrum (tr = 18.186 min)

+El Scan (18.186 min) 100ppb_tomate_rep_2_230713.0 Subtract

[C7H3CI2NO]*  [C12H9CI2NO3 ]*: 5150
[CE6HBNO2]* 1a10m0 A 1693502
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100ppb Tomate EIC (348.9257 Chlorpyrifos Parent lon)

102 |+El EIC{348.9257) Scan 100ppb_tomate_rep_2 2307130 Smooth

D'z_ Lok L HM hi

5 6 7 8 9 10 1 12 13 14 15 16 17 18 19 20 21 2 23 24 25 26 27 28 29 30 3 2 23 34 3/ 3% 37 W W 40
Counts vs. Acquisition Time (min)
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100ppb Tomate EIC (313.9569_Chlorpyrifos Fragment)

%105 |+El EIC(313.9565) Scan 100ppb_tomate_rep_2_230713.0 Smocth

4] Cl /
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Counts vs. Acquisition Time (min)
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100ppb Tomate EIC (313.9569_Chlorpyrifos Fragment)

%105 |+El EIC(313.9565) Scan 100ppb_tomate_rep_2_230713.0 Smocth

141 Cl s
1.34 I:I JIr'er
313.9569 ™

i Chlorpyrifos Fragment O y

S{;{/PKD
c N
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Chorpyrifos

194 195 196 197 198 198 A 201 202 203 204 05 206 207 208 08 7

100ppb Tomate Mass Spectrum (tr = 20.046 min)

x103 |+El Scan (20.046 min) 100ppb_tomate_rep 2_230713.D Subtract
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x10%

100ppb Tomate EIC (313.9569_Chlorpyrifos Fragment)

+El EIC(213.9569) Scan 100ppb_tomate_rep_2_230713.0 Smocth
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Counts vs. Acquisition Time (min)
100ppb Tomate Mass Spectrum (tr = 20.046 min)
x103 |+El Scan (20.046 min) 100ppb_tomate_rep 2_230713.D Subtract
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ACCURATE MASS DATABASE

### Formula Retention Time Mass Compound name
# Formula RT Mass Cpd

|C17H168r203 28,12 425,9466 Bromopropylate
|C13H93r20 28,12 338,9020 Bromopropylate F1
IC7H6BrO 28,12 184,9602 Bromopropylate F2
|C6H4Br 28,12 154,9496 Bromopropylate F3
|C13leBrCI2N3O 27,92 374,9541 Bromuconazole
|C10H8BrCI20 27,92 292,9136 Bromuconazole F1
|C13H12CI2N30 27,92 296,0357 Bromuconazole F2
|C10H9CI20 27,92 215,0030 Bromuconazole F3
Ic7H3CI20 27,92 172,9561 Bromuconazole F4
|C8H7CI2 27,92 172,9925 Bromuconazole F5
|C13H24N403S 24,01 316,1569 Bupirimate
|C11H18N303S 24,01 272,1069 Bupirimate F1
|C11H18N30 24,01 208,1450 Bupirimate F2
IC5H4AN20 24,01 108,0324 Bupirimate F3
|C16H23N3OS 23,85 305,1562 Buprofezin
|C9H9NZS 23,85 177,0486 Buprofezin F1
IC7H5NO 23,85 119,0371 Buprofezin F2
|C7H8N 23,85 106,0657 Buprofezin F3
|C7H11NZOS 23,85 171,0592 Buprofezin F4
IC8H16N2S 23,85 172,1034 Buprofezin F5

|Conﬁnue
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ACCURATE MASS DATABASE

### Formula Retention Time Mass Compound name
# Formula RT Mass Cpd

|C17H168r203 28,12 425,9466 Bromopropylate
|C13H93r20 28,12 338,9020 Bromopropylate F1
IC7H6BrO 28,12 184,9602 Bromopropylate F2
|C6H4Br 28,12 154,9496 Bromopropylate F3
|C13leBrCI2N3O 27,92 374,9541 Bromuconazole
C1NHKRRrCI20O 27 Q2 202 Q1% Rromiirnnaznlo F1

g
CJ.DI'IL“I'I‘H'UDD

Z,ulL

Ct RETENTION TIMES OF EACH PESTICIDE

240,1L007

DUpIIIIalc

|C11H18N303S 24,01 272,1069 Bupirimate F1
|C11H18N3O 24,01 208,1450 Bupirimate F2
IC5H4AN20 24,01 108,0324 Bupirimate F3
|C16H23N3OS 23,85 305,1562 Buprofezin

|C9H9NZS 23,85 177,0486 Buprofezin F1
IC7H5NO 23,85 119,0371 Buprofezin F2
|C7H8N 23,85 106,0657 Buprofezin F3
|C7H11NZOS 23,85 171,0592 Buprofezin F4
IC8H16N2S 23,85 172,1034 Buprofezin F5

|Conﬁnue
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X H9-o-|7 Database_LAPRW 221113 melectron (2).csv [Sélo lectura] - Microsoft Excel

Inicio Insertar Disero de pagina Formulas Datos Revisar Wista
= ¥ cortar

European Reference Laboratory - FV

. v = — —
Calibri 11 c A A == %] ¥~ SiAjustartexto General - % g e §(
. 123 Copiar ~
Pegar ) N & § - M- A EE = | EiE Combinary centrar = | B8~ o gop | %3 08 Formato  Darformato Estilos de | Insertar Eliminar F
- < Copiarformato = - = o = *® | condicional = como tabla~ celda ~ - -
Portapapeles P} Fuente IF} Alineacion IF} Mimero P Estilos Celdas
| Al - Je | # Compound database,,,,
A B C D E F G H | ] K L M

19 #Fields are separated by comma. Use guotes around a field that contains a comma.,,,,
20 | #,,,,

21 #The first two lines have to be comments which start with the '#' character.,,,,

22 #First line is 'Agilent TOF Formula data store',,,,

23 #Second line is "Version:' followed by a version number,,,,

24 #,,,,

25 # Additionally, comments {such as these) may be inserted on individual,,,

26 # lines by specifying a '#' character at the beginning of the line,,,,

Data base In Excel file

28 #,,.,

29 ### Formula, Retention Time, Mass, Compound name, Description
30 # Formula, RT, Mass, Cpd, Comments

31 COH17MN5S5,18.46917,227.1199174, Ametryn,

32 CBH14MN55,18.46917,212.0964423 Ametryn F1,

33 C6HOM55,18.46917,183.0573171, Ametryn F2,

34 C6HI10MNA4S,18.46917,170.0620681,Ametryn F3,

35 CS5HBN55,18.46917,170.0495, Ametryn F4,

36 C10H12M303P52,29.38219,317.0052203,Azinphos Methyl,
37 CBH6N30,29.38219,160.0505379,Azinphos Methyl F1,

38 C7H6N3,29.38219,132.0556233,Azinphos Methyl F2,

39 C7HANZ20,29.38219,132.0318139,Azinphos Methyl F3,

40 CBHG6MO,29.38219,132.04438399, Azinphos Methyl F4,

41 C7H40,29.38219,104.0256659 Azinphos Methyl F5,

47 (C20H23NO3,26.00279,325.1672447, Benalaxyl,

43 C18H20M0,26.00279,266.1539404,Benalaxyl F1,

(csv format)

4 ¥ ¥ Database LAPRW_221113_melectron < ¥J

IR M

Listo |
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iﬁ’ﬂeﬁnﬂﬁﬂn{:ﬁnﬂﬂmﬂhbm—(ﬁm x
i () Find Compounds by Formula ~| ¢} | €3 ~ (% - | MethodIterns ~ | (2 [

A Formula Source | A Formula Matching | A Positive Innsl A Negative Ionsl A H&mltsl A Result Fiters | Fraoment Confimation

Source of formulas to confirm
() These formulas:

(type 3 comma-separated list of formulas, e.g.. "CEHE, CH4™)

) Campouns exchange e (CEF) Data base in Excel file
| | -] (csv format)

@ Database / Library A
D:\MassHunter\PCDL \defautt_GCMIA_2 cev F-

() \orklist

Matches per formula

Maximum number of matches 1

Automatically increase for isomeric compounds

Walues to match

Retention time tolerance: 0,5 min

Mass error tolerance 10 ppm
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AUTOMATIC IDENTIFICATION

TOMATO

POTATO

spunodwod %

oiejod ™ 8y/3ripot

ojelod 8)/3rgs

ojejod 8y/3roz

ojejod 8y/3rot

100 -

0 -

T T T T T T T T
OO0 O0O00O0O00
AONOINTMNAN -

spunodwod %

ojewo] ~8y/3vipot

ojewo] 8y /8rpg

ojewo] 8y /3rog

ojewo] 8y/3riot

ORANGE

SPRING ONION

98ues0 8y /3riog
a8ues0 8y /8voT

98ue10 ™8y /800t

a8uel0 8y /8rps

spunodwod %

spunodwod %

uojuo
Sunds™8y/3r00T

uoiuo Suuds™ 8y /3rpg

uoluo Sunds 8y /3rlog

uoluo Sunds 8y /3roT

B % ONE FRAGMENT DETECTED

I % NOT DETECTED

I ¢ DETECTED
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AUTOMATIC IDENTIFICATION VS MANUAL IDENTIFICATION

% of pesticides detected

TOMATO

SPRING ONION

POTATO

100

90

80 -

70

60

50 1

40 1

30

20

10

0

\

A

b

10pg/Kg  20pg/Kg  50pg/Kg  100ug/Kg

- Automatic identification

10ug/Kg 20pg/Kg 50pg/Kg 100ug/Kg 10ug/Kg20pg/Kg 50Hg/Kg 100ug/Kg

B Manual identification
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NOT AUTOMATICALLY IDENTIFIED
One ion is automatically detected

Cpd |Label Name Formula Score Mass Mass (DB) Diff (Tgt, ppm)  |Diff (Tgt, mDa)
106 |[Cpd 106: Napropamide Napropamide |C17 H21 N 02 81,36 271,1563 271,1572 -3,6 -0,98
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C7H14NO 22,97 128,1075|Napropamide F3
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RELATIVE ABUNDANCES AT DIFFERENT CONCENTRATIONS
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RELATIVE ABUNDANCES IN DIFFERENT MATRICES
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TRIFLURALIN
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ACCURACY (%RSD, n =10)
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LIMITS OF DETECTION

Retention time and at least two fragments with error lower than 5 ppm
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LIMITS OF DETECTION

Retention time and at least one fragment with error lower than 5 ppm (other
fragments with error higher than 5 ppm but with the correct relative abundance)

Tomato

Spring onion

Potato

Orange

m 10pg/Kg
B 20pg/Kg
" 50ug/Kg
M 100ug/Kg




REAL SAMPLES
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Muestra
Pepper

GC-TOF automatico

GCQQQMS

GC-TOF manual

Boscalid (0.25mg/Kg)

Boscalid(0.23mg/Kg)

Tomato_1

Iprodione (0.20mg/Kg)

Iprodione(0.27mg/Kg)

Pyriproxifen (0.054mg/Kg)

Pyriproxifen (0.062mg/Kg)

Tomato_2

Bifenthrin 1F(0,12mg/Kg)

Bifenthrin (0.13mg/Kg)

Melon_1

Bupirimate (0.15mg/Kg)

Bupirimate(0.13mg/Kg)

lon 166.099 error higher than10 ppm

Tomato_3

Buprofezin(0.49mg/Kg)

Buprofezin(0.16mg/Kg)

Metalaxyl(0.060mg/Kg)

Metalaxyl(0.068mg/Kg)

Zucchini

Pirimicarb(0.33mg/Kg)

Pirimicarb(0.24mg/Kg)

Bupirimate(0.11mg/Kg)

Bupirimate(0.048mg/Kg)

Penconazole(0.091mg/Kg)

Penconazole(0.074mg/Kg)

Brussels sprouts

Boscalid(0.21mg/Kg)

Boscalid(0.12mg/Kg)

Tomato_4 Bifenthrin (0.10mg/Kg) Bifenthrin (0.125mg/Kg) lon 166.099 error higher than10 ppm
Bean_1* Iprodione 1F(0.830mg/Kg) Iprodione(1.02mg/Kg) Saturation*
Azoxystrobin ND Azoxystrobin(0.337mg/Kg) Coelution
Bean_2 Iprodione(0.36mg/Kg) Iprodione(0.25mg/Kg)
Azoxystrobin ND Azoxystrobin(0.11mg/Kg) Coelution
Bean_3 Iprodione(0.19mg/Kg) Iprodione(0.078mg/Kg)
Azoxystrobin ND Azoxystrobin(0.16mg/Kg) Coelution
Melon 2 Bupirimate(0.11mg/Kg) Bupirimate(0.08mg/Kg)
Bean_4* Iprodione ND(1.82mg/Kg) Iprodione(1.70mg/Kg) Saturation*
Bean_5* Iprodione ND(1.27mg/Kg) Iprodione(1.70mg/Kg) Saturation*
Iprodione(0.15mg/Kg) Iprodione(0.11mg/Kg)
Grape

Myclobutanil 0.041mg/Kg

Myclobutanil(0.041mg/Kg)

*These samples were injecting diluted 1:2 to obtain a correct identification and quantification and the mass spetrum show at least 2 fragments ions
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%105 +El BPC Scan E_4646 judia D

IPRODIONE

Real Sample Bean NOT DETECTED AUTOMATICALLY
"1 c=0,8 ppm
24 M« ‘0“\
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Ty
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27778 278 2782 27’84 2788 27738 279

27.92 2794 27.9¢

# Formula RT Mass Cpd Comments
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N Real Sample Tomato C7H3CI2NO 27,81 186,9592 Iprodione F3
' c=0.2706ppm /L DETECTED AUTOMATICALLY
<l Rt=27.80974 min

269 27 271 272 273 274

275 276 277 278 279 28 28 282 283 284 285 286 287 288 289 23 291 292
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The system has 2 modes of operation :

» 2GHz Extended Dynamic Range (EDR) mode

» 4Ghz High Resolution (HR) mode
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«10% +E| EIC(176.1070) Scan 20pph MixATOF_Tomate 2GEDR.D  Smooth

i ! Benalaxyl

«104 +E| EIC[206.1176) Scan 20pph MixATOF_Tomate 2GEDR.D  Smooth

T TTAT]

2GHz w10%  +E| EIC[234.1125) Scan 20ppb_MixATOF_Tomate_2GEDR.D  Smooth Fragment Molecular Experimental Theorethic Error (ppm)
) formula mass al mass
. Benalaxyl C18 H20N O 266,1542 266,1539 0,83
) F1

w103 |+El EIC[266.1539) Scan 20ppb_MisQTOF_Tomate 2GEDR.D Smooth

1 AL

254 255 256 257 258 289 26 261 262 263 264 265 Z6E
Counts vz Acguisit

¥104 +El EIC[176.1070] Scan 20ppb MixQTOF_Tomate 4GHR.D  Smoath

;:_A_/L

4104 +E| EIC[206.1176] Soan 20pph MwQTOF_Tomate 2GEDR.D  Smooth Fragment Molecular Experimental Theorethical Error (ppm)

1 formula mass mass
H Benalaxyl CI8H20NO 266,152  266,1539 0,83
4GHz o F1

#104 |+El EIC[234.1125] Scan 20ppb_MisDTOF_Tomate_4GHR.D  Smacth Benalaxyl C13H16N 234,112 234,1125 -2,19
y L F2 03
0 Benalaxyl C12H16N 206,1174 206,1176 -0,81
£10% +F EIC[266 1535) Soan 20pph_ MG TOF_Tomate 4GHR.D  Smaath F4 02

Benalaxyl C11H14NO 176,1073 176,107 1,67
% F5
=

254 255 25F 257 258 258 25 261 262 263 264 EG JEE
Counts ws. Acquisi
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#1011 +El Scan [25.987 min) 20ppb_MixdTOF_Tomate 2GEDR.D  Subtract B en al a)(yl
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CONCLUSIONS
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» 15 real samples were processed with the developed method, results were
compared with those obtained by GC-QQQ-MS, from a total of 22 positives 14
were correctly identified automatically, and three pesticides were not identified
correctly by GCQTOF because the high concentration saturate the detector, five
pesticide were not correctly identified because the some of the ions showed
errors higher than 10 ppm.

» This work is a first approach to the accurate mass database for automatic
identification and quantification in GC-TOF-MS. It can be considered as a
starting point for a large database and for an improved methodology for
automatic identification.

» High Resolution (HR) mode can be considered as a alternative to improve the
effectiveness of the automatic identification.




