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Overview

Update to the SCIEX LC-MS/MS product portfolio

New SCIEX ExionLC™ systems
New SCIEX Triple Quad™ and QTRAP® 6500* systems

New

Mission:

SCIEX Operation X

Application in Food Testing
Monofluoroacetate (1080) in milk in infant formula
Pesticide screening using ultra-fast polarity switching
Triazole derivative metabolites in fruits and vegetables
Target identification and quantitation using HR-MS/MS
Unknown screening using HR-MS/MS
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New SCIEX ExionLC™ Systems

* ExionLC™ 100
— Simple, non-intimidating, all-in-one box
— Standard quaternary pump at HPLC pressures for more
robustness, less downtime

°* ExionLC™ AC

— Consistent UHPLC performance
~ Minimal downtime

°* ExionLC™ AD

— Full UHPLC, high pressure ratings
— Lowest carryover system

v" Fully controlled by Analyst® software 1.6.3
v" Improved software integration for better stability




New SCIEX Triple Quad™ and QTRAP® 6500+ Systems

* Improved lonDrive™ detection system

— Quantify with lowest limits of quantitation and up
to six orders of linear dynamic range

— Ultra fast polarity switching with Scheduled
MRM™ Pro algorithm for multi-target quantitation

* Elevated SelexION® technology

— Differential Mobility Spectrometry with improved
transmission and no effect on resolution

* Audible noise reduction (active exhaust)

v Industry proven performance of lonDrive™ Turbo V ion source
and QJet® ion guide

v" Results in less time — fast, high-throughput, simplified data
processing tools

v" Service and support resources for success
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Improved lonDrive™ Detection System

POSITIVE MODE NEGATIVE MODE

* New detector | A
— Larger detection area WH y{l ?
* New power supply Q~ Qfm
Signal Signal

— High energy dynode at 15 kV
improves sensitivity
~ Enables faster 5 msec polarity switching

* “Floated” design
— lons in negative polarity directed straight into the detector

v" Contributes to significant signal gains in negative mode Q3
fragment ion <100 Da

v" Improved data quality in screening applications with ultra-fast
polarity switching
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Detection of 0.1 ng/mL Monofluoroacetate

High Sensitivity in Negative Polarity using the QTRAP® 6500* system

— @ XIC from 150708_MFA_Woody_CalReps. wiff (sample 34) - 0.1ppb r1. -MRM (4 transitions): Moncfluoroacetate 1 (77.0/57.0). Gi i hed, G: i
@ XIC from 150708_MFA_\Woody_CalReps wiff (sample 34) - 0.1ppb r1, -MEM (4 transitions): Monoflucroacetate 2 (77.0/ 33.0), Gaussian smoothed, Gaussian smoothed
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Sample preparation protocol and LC conditions adopted from the
AOAC First Action Official Method 2015.03, MS/MS using QTRAP® 65007 system
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Pesticide Screening with Ultra-Fast Polarity Switching

Switching between positive and negative polarity in 5 msec

+ @ XIC from Polarity switching_5Smsec.wiff (sample 21) - 1. Experiment 1, +MRM (CXP=4, EP=5.15=5000) (552 transitions): 3.4.5- Trimethacarb 1 (194.0/ 122.0). Gaussian smoothed

226 4

1
+@XIC from Polarity switching_5msec wiff (sample 21) - 1, Experime__52| it Flufes

1 552 MRM transitions | e C OV = 4,37 |

=1 Positive ESI =| Flutenace - ol

o S e

Ei * :: ::;m Pnlarity:wilc:hing_5mse|:,wiﬁ£1s:l3l;pleZ1) -1, Exp:n":l:i:ixujz Methaxyfenazide- 2 (366.9 / 148 9), Gaussian smoothed B

= Methoxyfenozide CV = 1.52%

+ @ XIC from Polarity switching_5Smsec.wiff (sample 21) - 1, Experiment2, -MRM (CXP=-4 EP=5.15=4000) (58 transitions): 1Forchlorfenuron- 1 ;ﬁ

| 58 MRM transitions | T e

Negative ESI =
{)_M‘. . . ,Q i I;'QL . /\\L A .\\‘ L T”MJL ,ﬁ
Phenomenex Kinetex™ Biphenyl 2.6u (50 x 2.1mm) column
Gradient of water/methanol + 5 mM ammonium formate
~300 pesticides at 1 ng/mL, MS/MS using QTRAP® 6500+ system
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SelexlON®* DMS with Jet Injector Technology

New DMS cell designed to improve
lon transmission by ~2x without loss
In selectivity or resolution

Addition of lens increases ion velocities
into DMS cell

Reduces transit times through
detrimental fringing fields

v" Continually driving selectivity
Improvements

e
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SelexION cell

DMS Electrode 1

¥ = 2
e
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i | DMS Electrode 2

SelexION* cell

| d
=
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Reduced Noise and Interferences when Using DMS

Example: Triazole in Fruit and Vegetable Extracts
6500* with DMS 6500 DMS removed

XIC from Bayer-TRZ Sample_Cal CURVE DMS+_01.wiff (sample ... TRZ (70.1 / 43.1), Gaussian smocthed, Gaussian smoothed XIC from Bayer-TRZ Sample_Cal CURVE no DMS+.wiff (sample ... TRZ (70.1 / 43.1), Gaussian smoothed, Gaussian smoothed
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Original method developed by J. Jasak and R. Schoéning,
also published as “EURL-SRM QuPPe-Method 8” by M. Anastassiades et al.
9 ©2015 AB Sciex MS/MS using QTRAP® 6500* system SCIEX



Mission:

SCIEX Operation X

Mission Complete >




What's New?

SCIEX X500R QTOF System powered by SCIEX OS Software

SCIEX X500R QTOF system

SCIEX ExionLC™ AC system SCIEX OS software
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Introducing the SCIEX X500R QTOF System

* Hardware

— SCIEX ExionLC™ Systems
— Fully controlled by SCIEX OS software
— Improved software integration for better stability

— SCIEX X500R QTOF System
— N-optic design
~ Heated TOF path
— Minimized footprint, engineered for simplicity and service accessibility

* Software
—~ SCIEX OS Software
—~ New user interface
— Simultaneous identification and quantitation
— Automatic unknown identification

* Application data
— Target identification and quantitation
— Unknown screening

12 © 2015 AB Sciex SCI Ex



Introducing the SCIEX X500R QTOF System

Design Improvements and Details

Engineered for simplicity

Optimal performance delivered through
adjustment of only 2 voltage variables.

Minimized footprint

The benchtop stature

(110 x 57 x 112 cm)* occupies
less lab space than any other
HRMS system on the market.

TwinSpray

An independent calibrant
delivery path for reliable
auto-calibration.

Integrated calibration
Maintains mass calibration

through long runs without
effect on sample flow.

Service accessibility

Easy QJet access for fast and efficient
maintenance and single three stage split
flow pump for increased system uptime. SCIEX



Introducing the SCIEX X500R QTOF System

Design Improvements and Details

Heated TOF path

Six heater drones
throughout the TOF path
to maintain robustness
and mass accuracy.

N-optic design

4 mm orifice leading
into TOF accelerator
tube delivers resolution
without compromise in
sensitivity.
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Introducing the SCIEX X500R QTOF System

Design Improvements and Details

Legendary Turbo V source with optional
lonDrive and Curtain Gas interface

Renowned ionization performance and
ruggedness now delivered with a high
resolution accurate mass analyzer.

@
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Perfect Balance to Elevate Your Lab’s Performance

SCIEX X500R QTOF System

* The first robust, high performance high resolution
MS/MS system designed for routine use.

— Sensitivity to easily detect maximum residue levels

— Resolving power to remove interference from complex
food matrices

— Linearity to quantify over up to 4 orders of magnitude

— Mass accuracy to identify compounds following regulatory
guidelines

— Confident identification based MS/MS (IDA and
SWATH™ MS/MSALL jon ratios and MS/MS spectra)

— Industry leading robustness of Turbo V™ source and
Curtain Gas™ interface

SCIEX



The SCIEX X500R QTOF System — Performance

Sensitivity and Resolution (20 ug/kg Pesticides in Fruit, 5 pL injected)
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The SCIEX X500R QTOF System — Performance

Linearity and Mass Accuracy (Paclobutrazol 0.1 to 10,000 ng/mL)

Analytics

Samples | Components and Groups - [MQ4] Results Table (Untitled)

i
All Companents - P
_— ass ope . . .
Dilution Actual . . Found Mass | Retention | Retention | Isotope Component Calculated Precursor fl Mass  [|Retentiol
Index | Sample Name | Sample Type Factor Component Name Concentrati... Error._4 Confi...| Confi... At Mass | Error (m... Time |Time Del..| Ratio Dif...| Group Name Area Concentration Accuracy | Used Mass Error (pp... §Time Err.
Acetamiprid
Acbenzolar-S-methy] b 20 |mix DOL Stendard 10 Paclobutrezel 010 v v 28941267  -0.029 6.87 0,002 14.954 Paclobutrazel 28252 011 110.14 2041368 | -0.008 022
ibenzolar-5-metl —
F 6l |mxD1 Standard 1.0 Paclobutrazol 1.00 v v | 2941367 | -0.064 6.81 0.001 4.073 Paclobutrazol 47633 0.86 85.60 2041368 | -0.218 021
B le-1 =
remucanazele F 8 |mix D10 Standard 10 Paclobutrazel 10.00 v v v 2041360 0138 6.80 0.006 4,045 Paclobutrazol 5.663ed | 0.60 06,88 2041368 | 0460 089
Bromucanozole-2 £ 105 |mix D 100 Standard 1.0 Paclobutrazel 100.00 v v v 2941370 0.262 6.81 0.002 5.914 Paclobutrazol 6.34%e5 10815 108.15 2941368 f 0889 035
Clothianidin [7 127 |mix D 1000  Standard 1.0 Paclobutrazol 1000.00 v v ' | 2941370  0.188 6.80 0.007 5.633 Paclobutrazol 5.827e6 | 99230 90.23 2041368 0,639 103
Cyprocenazole | 7 189 |mixD10000  Standard 1.0 Paclobutrezel 10000.00 v v 2941270 0.269 6.80 0,005 8671 Paclobutrazel 2514e7  5982.98 50.82 2041368 0914 078
Epoxiconazole
Etaconazole < | L} | D
coEen [oovens 5]
Flutriafol
; mix D 0.1 - Paclebutra..ff2), (sampleIndex: 1) § mix D 1 - Paclobutraz. ff2), (sample Index: 1) mix D 10 - Paclobutra...ff2), (sample Index: 2) mix D 100 - Paclobutr...ff2), (sample Index: 1) mix D 1000 - Paclobut...ff2), (sampleIndex: 1)  mix D 10000 - Paclobutr...f2), (sample Index: 1)
Imazalil Ares: 1.825¢2, Height: 13992 RT:6.87 min || Ares: 476363, Height: 180323 RT: 6.81 min  Ares: 5,663, Height: 2.003e4 RT:6.80 min  Area: 634025, Height: 2.361e5, RT: 6.81 min  Area: 5.827e6, Height: 200626, RT: 6.80 min  Ares: 3.514¢7, Height: 1.268¢7, RT: 6.80 min
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6.804 6.808 6.803
Metribuzin 200000
. 100 15000 1500000
Myclobutanil kY £ £z 10 g o 100 g f OOO H
' H H E E E E
Nitenpyram E i g 10000 £ 100000 £ 1000000 ) g
Nuarimol = 50 = = = = =
uanme 5000 50000 500000
. 0 —— 0 = 0 =~ 0 =
Pyrimethanil 85 7.0 6.5 7.0 8.5 70 85 7.0 6.5 7.0
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ata Acquisition

Mass Spec

Mass error = -0.2 to 0.91 ppm SCIEX



Information Dependent Acquisition of MS/MS (IDA)

Provides MS/MS Spectra with High Selectivity (Q1 Resolution unit)

TOF-MS

J J @

counts

retention time

TOF-MS/MS

Q@

a4

counts

| T
‘ | \ T
IDA can be used with and without inclusion list for target or non-target screening

19 © 2015 AB Sciex SCIEX'
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The SCIEX X500R QTOF System — IDA

Confident Identification of Isomers using MS/MS (Prometon vs. Terbumeton)

10 - Prometon (Unknown) 226.1612 - 226.171,.8\D Quant_IDAwif2), (sampleIndex: 1) | — @ Spectrum from 1D Quant_IDA.wiff2 (sa..(100 - 1000) from 5.432 to 5.459 min = @ Spectrum from ID Quant_IDAwiff2 (..TOF MSMS (50 - 1000) from 5.426 min =
Area: 6.434e5 Height: 1.547e5 RT: 5.44 min @ [CLOH19NS0-H]- Precursor: 226.2 Da, +1, CE: 35.0
100% 4 @ Library Spectrum: Prometon (1610-18-0) , CE=35215
i 2261664 100%
| Prometon 1420741
2 + o 50% 1841201 5261662
i C10H19N50+H E g 50% 4
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. g
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e —— e -100% - - + + . . . -100% - v - + . : ; - -
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¥ Peak Details ¥ Formula Finder Results n ¥ Library Search Results
Precursor m/z Retention Time (min) lon Ratio Name Formula  Score m/z(Da) Error (ppm)  Error MSMS (ppm) Name  CAS# Formula ~ MW (Da) Fit Rev.Fit Purity CE (e
226.166 544 10000 E! C10HI9NSO 87.7 22616624 06 24 m Prometon 1610-18-0 CIQOH19NSC 2252941 1000 985 985 35
4 L 4 »
v
10 - Terbumeton (Unknown) 226.1612 - 226.1,.2\ID Quant_IDAwiff2), (sample Index: 1) | — @ Spectrum from 1D Quant_IDA.wiff2 (sa..(100 - 1000) from 5.513 to 5.540 min = @ Spectrum from ID Quant_IDAwiff2 (..TOF MSMS (50 - 1 5. in :
Area: 67195, Height: 1.435e5, RT: 5.53 min @ [CLOH19NS0-H]- Precursor: 226.2 Da, + 1, CE: 35.0
100% 4 @ Library Spectrum: Terbumeton (33693-04-8), CE=35215
1500001 ﬂ . 2261665 100% 5
- (B 1701034 226.1653
{ \E g ]
"Terbu met0n|| | E g = g 50%] 1140672
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Precursor m/z Retention Time (min) lon Ratio Name Formula  Score m/z(Da) Error (ppm)  Error MSMS (ppm) Name CAS# Formula MW (Da) Fit Rev.Fit Purity Ci
226.166 553 10000 E! CI10HISNSO 850 22616624 1 25 m Terbumeton 33693-04-8 CIOHIONSO 2252941 1000 957 95.7 35
4 L 4 »

e SciexIdentlflcatlon based on MS/MS library searching (Q1 at unit resolution) SCIEX



Increased Selectivity using MRMHR

Feed Sample Tested Positive for NP-Semicarbazide
J,O‘\\ P @ Ready
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S @ CIASXQIOF - | & = A | Q E EE 88 ]
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Ml % -he @il TAEEE® =
— & SEM 1 XIC fromData_Nitrofurans_08 wiff2 (sample 1) - sample 48, Experiment 2, +TOF MSMSof 2091 (100 - 1000): 152.0404 +/- 0.0048 Da, Gaussian smoothed (0.5 poinis) +
@ SEM 2 XIC from Data_Mitrofurans_08 wiff2 (sample 1) - sample 48, Experiment 2, +TOF MSMS of 209.1 (100 - 1000): 166.0611 +- 0.0042 Da, Gaussian smoothed (0.5 points) -
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1 2 3 4 5 6 7 ] 9 10 1 12 13 14
Time, min
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Perfect Balance to Elevate Your Lab’s Performance

SCIEX X500R QTOF System Powered by SCIEX OS Software

* The first robust, high performance high resolution
MS/MS system designed for routine use.

— Sensitivity to easily detect maximum residue levels

— Resolving power to remove interference from complex
food matrices

— Linearity to quantify over up to 4 orders of magnitude

— Mass accuracy to identify compounds following regulatory
guidelines

— Confident identification based MS/MS (IDA and
SWATH™ MS/MSALL ion ratios and MS/MS spectra)

— Industry leading robustness of Turbo V™ source and
Curtain Gas™ interface

~© Simple software workflows that deliver reliable

results, it’s the solution that’s ready to meet your

challenges today and for the future, from the

trusted LC-MS/MS industry leader.

SCIEX



Introducing the SCIEX OS Software

Single Software Platform for MS Control, Data Processing and Reporting

/SCIEX)

MultiQuant”

for High- throughput Quantitative Anabysis

SCIEX)

25 © 2015 AB Sciex



SCIEX OS Software

Software Improvements and Details

New user interface
Thoughtfully designed for faster
learning and improved productivity

Acquire, analyze, report
Run the mass spectrometer and perform data processing,
review and reporting in the same software

26 © 2015 AB Sciex SCI Ex



SCIEX OS Software — Home

Everything in a Single Software Platform

QO SCIEX OS

Processing

Simultaneous ldentification
and quantitation

: _ Management

\ . . Configuration .

Explorer = u Library

®e:®e . ' ' '

Build MS and LC methods
Create batches
Run samples

Acquisition :

Management

Adjust hardware, software,
and user settings

SCIEX



SCIEX OS Software — Data Acquisition

1. Separate Method Editor for LC and MS Methods

Q- ™S Method

O C D O i O

L IDA 10MSMS50msec

Method Overview I

i

@ Running b

- ) ;
Device: ¥S00QTOF Method duration 20 | min Total scan time: 0.760605 sec
lon Soume: Torbosivy Estimated cycles: 1577
DA =" Source and Gas Parameters
a fon source gas 1 50 - | psi Curtain gas 30 . Temperature 450 P 7
.
. Ton source gas 2 70 : psi CAD gas 7 e
SN SN NN R EEE NN NN NN NN NN NN NN NS A AN NN N EEEEENEEEEEEEENEEEEEEEENEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEESE
av Expeniment | ipa v

Polarity Positive -y Spray voltage 5500 vl 'V

TOF M5
TOF start mass 100 v Da Declustering potential B0 4 1 Collision energy 10 HE
TOF stop mass 1000 < Da DP spread 0 oV CE spread ] - I
Accumulation time 0.2 o/ sec

IDA Criteria | Small molecule v

Maximum candidate ione 10 P +/ Dynamic background subtraction
Intensity threshiold exceeds 100 - cps Exclude former candidate ions
fx N S sec
After | : DCCUITENCES

* Advanced Criteria

TOF M5MS5S

.
.

- - - .

Presursor jon B3 s Da Dedlustering potential 80 wl ¥V Collision energy 35 vl Vo3
.

TOF start mass 50 + Da DP spread 0 oV CE spread 15 4 TR
.

TOF stop mass 1000 v Da Accumulation time 0.05 - sec N
.

"

Source and gas parameters

TOF-MS

IDA criteria

TOF-MS/MS

By
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SCIEX OS Software — Auto-Calibration

2. Auto-Calibration of TOF-MS and MS/MS and Reporting

i 5
0 *  MS Tune 1 @ Running
T O .

AS X500 QTOF MXNS sam... ¥

1,
—

Positive Quick Status Check

TOF MS Mass Check T T T ETR
If the acquisition results are not satisfactory, start Aute-Calibrate.

‘When auto-calibration is complete, select Confirm to update the calibration
co-efficiency.

Auto Calibrate Start (D)

Average of 20 spectra - Confirmation Mode De

132.90488 82953933 Shimadzy
Nexera Prominence LC
o 1329053 e | 8295355
25405 et
Ze+05 o
i iz 8305382
150405
dae4
Tes0S
5 Jesl4 831.5407
hah 132B58E |
-1 I ee———— | S —— o ———— . 0 () I —
128 130 132 134 135 axw a 830 832 834
Item Min Max Actual Status  Item Min Max Actual Status X500 QTOF
Mass 132.80488 133.00488 132.90526 Pass Mass 829.43933 B29.63933 82953548 Pass
Resolution 0O 50000 28486 Pass Resclution 0 50000 33248 Pass
Intensity 0 le+07  3.215e+05 Pass Intensity 0 le+07 1.0326e+05 Pass
Sum Intensity 0 le+1l 1.4733e+06 Pass Sum Intensity 0 le+ll 1.0438e+06 Pass

Error (ppm)  -100.00 100,00 2.84031 Pass Error (ppm)  -100.00  100.00 -4.64088  Pass

Direc

Auto-calibration using the built-in Calibrant Delivery System (CDS)

Mass Spec

ta Acquisition e B e B




SCIEX OS Software — Building a Batch

3. Batch Editor and Setup for Auto-Calibration

O, Running
= - u - .
v T Er— )
. =
batch
Sample Name MS Method LC Methed Rack code Rack position Plate code Plate Position Vial paosition Data File S
equil IDA 10MSMS50msec pesticides Kinetex biphenyl 1.3mL (70 vial) 51 setup_01
2 blank IDA 10MSMS50msec pesticides Kinetex biphenyl 1.3mL (70 vial) 51 01 blank
3 01 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.5mL (70 vial) 52 02 01
4 1 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.5mL (70 vial) 53 031
5 10 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.3mL (70 vial) 34 04 10
6 100 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.5mL (70 vial) 35 05 100
7 blank IDA 10MSMS50msec pesticides Kinetex biphenyl 15mL (70 vial) 56 06 blank
&  spinach 1/10 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.5mL (70 vial) 57 07 spinach
9  lemeon 1/10 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.3mL (70 vial) 58 08 lemon
10 broccoli 1/10 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.5mL (70 vial) 59 09 broccoli
11  valerian 1/20 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.3mL (70 vial) 60 10 valerian
12 tomato 1/10 IDA 10MSMS50msec pesticides Kinetex biphenyl 1.5mL (70 vial) 61 11 tomato
13
14
15
16
17
18
19
20
pal
22
Smart grid to assist in building the batch
23
» Copy/paste, fill down, auto increment, import/export
25
26
27
28
29
30
31
32 .
Mass Spec




SCIEX OS Software — Queue, Live View and Status

4. Queue Manager with Inserted Auto-Cal Samples

0 *  Queue

Acquisition Status
v @ batch - 6 Samples

(<)

L batch - 6 Samples

[
(V]
[
(V]
(]
[
» O batch MSe - 7 Samples

) batch - 18 Samples

Est. Start Time Sample Name
10/16/2015 11:28:24 AM  equil
10/16/2015 11:48:30 AM  blank
10/16/2015 12:10:15PM 01

10/16/2015 12:30:55 PM 1
10/16/2015 12:51:33 PM 10

10/16/2015 1:12:15 PM 100
10/16/2015 6:01:48 PM Cal
10/16/2015 6:04:19 PM equil
10/16/2015 6:24:23 PM blank
10/16/2015 6:44:27 PM Cal
10/16/2015 6:44:58 PM 01

10/16/2015 7:05:02 PM 1

LC Methad MS Method Data File  Project
pesticides Kinetex biphenyl IDA 10MSMS50msec  setup 01 AS X500 QTOF MXMNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 01 blank  AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 02 0.1 AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 03 1 AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 04 10 AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl  IDA 10MSMS50msec 05 100 AS X500 QTOF MXNS samples
1]
IDA 10MSMS50msec  Cal AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec  setup 01 AS X500 QTOF MXMNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 01 blank  AS X500 QTOF MXNS samples
IDA 10MSMS50msec  Cal AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 02 0.1 AS X500 QTOF MXNS samples
pesticides Kinetex biphenyl IDA 10MSMS50msec 03 1 AS X500 QTOF MXNS samples

Time Remaining:01:54:10

Detailed instrument status
@ Running

Proje

A5 X500 QTOF Mxts sam... v [NE)

Jueue

Shimadzu
Nexera Prominence LC

X500 QTOF

Data Acquis

Direct Contr

+TIC from lopped TOFMS 02_10.wiff2 (sample 1) - 10 ~/Spectrum from lopped TOFMS 02_10.wiff2 (sample 1) - 10
@ TIC from lopped TOFMS 02_10.wiff2 (sample 1) - 10, Experiment 1, + TOF MS (100 - 1000) @ Spectrum from lopped TOFMS 02_10.wiff2 (sample 1) - 10, Experiment 1, +TOF MS (100 - 1000), from 9.569 min
O Spectrum from lopped TOFMS 02_10.wiff2 (sample 1) - 10, Experiment 2, ~TOF MS (100 - 1000), from 9.573 min
1266 943 Q) Spectrum from lopped TOFMS 02_10wif52 (sample 1) - 10, Experiment 3, +TOF MS (100 - 1000), from 9.576 min
874 8000
] 149.0236
666  BOT . .
o 22 . Live TIC Live Spectrum
5.90 | . €000 4180139
B T ‘ m o
z 242 b ("W .ﬂ,ﬁ#w g 382.1595| 420.0107
I Leo AN £ 4000
= 033 122 40 s § 159.0653
'|I‘ 12z 5 H 274.2736
305 'm 2000 318.2097
4,
2241280 L \ 4210133
536.1640
o o Mol Al Wil Ly, o siodser ssazois
1 2 3 4 s 6 71 8 9 10 11 12 13 14 15 16 17 18 19 200 300 400 500 500 700 300 00
Time, min miz, Da

SCIEX



SCIEX OS Software — Identification and Quantitation

Software Improvements and Details

Triple quadrupole like quantitation

° Simultaneous identification and quantitation

Powerful new tools to deliver quantitative and

_ _ qualitative results from high resolution MS and
Processing of large compound lists MS/MS data.

Intuitive Filtering for easy data review



Targeted Data Processing Workflow

RT v
33

Concentration (ng/ml)

0 ~ Explorer p‘\\
w File Edit Show Graph Process BioToolKit  Window  Help - 9 X
& 5 (IASXS00QTOF - | & = m | I Q EH E B &
AERLEr %-he e Ul TABEE® =
TIC from 2 Data EURL 004 wiff2 (sample 1) - tomato 20 +
37 -
2 1230 13865 qags g &
;: 27 10772 11.261 11,377 12:266 4464 o
= 7.857 9575 10,160 - 114
£.885 10.504
g e 4830 5763 8107 796, |3.308 8748 9.122_9.265 ! gl s
b= 0483 0669 >33 429 4 55238 543 |50 | 7.124 7214
1 2 3 4 5 € 7T ®E 9 10 11 12 13 14
Time, min
BRhs % -ile carmull FAEEDE®H =
+ @ XIC from 2 Data EURL 004 wiff2 (sample 1) - tomato20, Experiment 1, +IDATOF MS (100 - 1000): 210.160 +-0.005 Da +
156 i —_
Z &
o
= 1.0e6
2
g 505
- 0. . Fa¥ . P . . — ﬂ.ﬂ- . " . .
1 2 3 4 5 13 14
Time, min
) B8 COOCO D COEEn S0 e
T - e ry—r———y from 04 10_m §.007 %0 9,836 min -® P om0 Calibration for boscalic: y = B584.70504 x + 51367865 (r = 0.99769, ¢ = 0.99538) (weighting: 1/ x)
Acex: 104565, Height 2.080e4, AT: 382 min @ [C18K1200N20-H]- .numm.un;~Lce 350 i Bes
, 200 sabica 3460401 Library Spectrums: Bosc sﬁdzf‘%::m_ CE=35:15
F ] P o | o |
H—r * 100 M2 348 348 100 200 300 = A5
Time, min Mass/Charge. Da Mass/Charge Da
¥ Peak Detais ¥ Formula Finder Sesuits ERER ooy search Resuis [ @ ] 3
Precursor mfz Retention Time (min) lon Ratio MName Formula Score m/fz(Da)  Ero Name CAS® Formuls MW (D2 ed
343040 982 10000 BN Boscaid 188425656 ClaMICNGO 342211 10 20 30 40 [ 60 0 8 0
— .

Mass v
Isotopes v

MS/MS search v/

Above reporting level

SCIEX



ldentification and Quantitation in SCIEX OS Software

1. Define Retention Time and Accurate Mass for Each Target Analyte

[MQ4] Modify Method

Workflow Select or verify the analyte and internal standard names and masses.
Integratlon Row 15 Group Name CF:::::I:I Adduct/Ch..J Precursor Mass (Da) :;:3:};:; Widﬁlc([)a) E::T:?:) 1S Name =
Library Search y o1 acephate | acephate CAHIONO3PS  [M-H]« 18401018 0.02 176
2 acetam... | acetamiprid C1OH11CIMg [M+H]+ 2230745 0.02 6.03
Acceptance Criteria | 3 aldicarb | aldicarb CTH14N202S | [M=NH4]- | 208.11143 0.02 481
] 4 aldoxyc... | aldoxycarb CTHL4AMZ04S [M+H]+ 223.07471 0.02 3.70
s aldicar.., Jaldicarbsulfoxide | CTH14MN2035 [M+H]+ 207.07979 0.02 3.26
e 6 azinph... Jazinphos-methyl J| CLOH12MN30Q3PS2 | [M+H]+ 318.01305 0.02 9.06
Qualltatwe Rules ] 7 azouyst.. |azoxystrobin C22H1TN3OS [M+H]+ 404.1241 0.02 0.27
Ion Ratio : b} biterta... || bitertancl C20H23N302 [M+H]+ 338.1863 0.02 10.62
k] boscalid | bescalid C1EH12CIZN20 | [M+H]+ 343.03995 0.02 0,44
] 10 bromuc... | bromuconazole-1 | C13H1Z2BrCIZN30 | [M+H]+ 375.96136 0.02 974
] 1l bremuc... | bremucenazole-2 | C13H12BrCI2ZN3C | [M+H]+ 375.96136 0.02 10.20
Formula Finder BT bupiri.. Jbupirimate Cl3H24N403S  |[M+H]+ 317.16419 0.02 9,94
13 buprof... |buprofezin Cl6H23N30S [M=+H]+ 306.16346 0.02 11.25
14 carbaryl | carbaryl C12H11NO2 [M+H]+ 202.08626 0.02 7.93
] 15 carben... |carbendazim COHON302 [M+H]+ 192.07675 0.02 4,57
] 16 carbofu... | carbofuran C12H15NO3 [M+H]+ 22211247 0.02 7.66
] 17 chleran... § chlorantranilipro.. ) CLEH14BrCIZMN5.., | [M+H]+ 481.97807 0.02 9.04
18 chlorfe... Jchlorfenvinphos | CLZH14CI304F | [M=+H]+ 358.97681 0.02 1049
1o chlorpy... | chlorpyrifos COH11CIZNO3PS | [M=+H]+ 349.93356 0.02 1149
T 20 chlorpy.. Jchlorpyrifos-me... | CTH7CI3NC3PS | [M+H]+ 321.90226 0.02 1079
] 21 clofent.. | clofentezine Cl4HBCIZMS [M+H]+ 303.01988 0.02 10.65
] 22 clothia.. | clothianidin CEHECINGO2S [M+H]+ 250,016 0.02 5.44
] 23 cyproc.. Joyproconazole-1 | C15H1E8CIN3IO [M+H]+ 29212112 0.02 9.59 i

34 © 2015 AB Sciex
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ldentification and Quantitation in SCIEX OS Software

2. Define Identification Criteria and Confidence Settings

[MQ4] Modify Method

Y

orkflow Configure the library search parameters

Components /| Perform Library Search

. Library Search Algorithm Smart Confirmation Search v
Integration

Results Sorted By Purity v
Library Search > )
Library Spectra Type All Spectra v

Accepta nce Criteria Libraries To Search Search All Libraries

Allergen test
+/| HR_Pesticides

Qualitative Rules
Area Ratio Threshold 0
{Unknown/Comparison)

T Dimdin |

ps

[MQ4] Modify Method

Workflow ) o )
Configure the confidence levels for the qualitative rules, as applicable

Components v A o
. . Acceptable Marginal Unacceptable Combined Score
Integ ration Apply Qualitative Rule Difference Difference Difference Weight (%)
. vy Mass Error (ppm) < 5 < 10 == 10 30
| Library Search © Eror %
vy Error in Retention Time < 01 = 0.2 == 0.2 30 @
| Acceptance Criteria V| %Differencel . - © Absolute I
ifference Isotope Ratio < 20 < 40 = 40 20
i
| 4 Library Hit Score = 70 = 50 <= 50 20
I Qualitative Rules > Formula Finder Score > |50 =0 <= |90 20

I Ion Ratio

35 © 2015 AB Sciex SCI Ex



ldentification and Quantitation in SCIEX OS Software

3. Review Quantitative and Quantitative Results

. o -8 x
O ~ Analytics | o @ Ready
Prec 500 GTOF i s~ proces et < )

5 BEE DG

fenpyreximate : - Mass | RT |Isotope | Library ) ) )

fenuren Index Sample Name Sample Type [;':‘cttz“ Component Name c‘]t:"‘::r“ c::(t""tltt::o“ Error ... | Confi... | Confi... | Confi... ;t“""":; E":T“___ R“;i“m"te'““ IRI::";:“ R::“g; Library Hit L;':?m'y g:]':s‘;l“:"“l': Area

flonicamid

carbatone s[1e9 |mo1 Standard 10 imazalil 0.10 0.14 v | v v [vese o102 608 0.001 10456 | Imazali 88800 | imazali 316062
e 7 432 |o1 Standara 10 imazalil 1.00 0.68 v | v v v |05 0528 608 0.002 3.960 Trmazalil 90976 | imazall 501884

fludioxanil |7 715 |D10 Standard 10 imazalil 10.00 2.0 v | v v | v Jwrosss o162 5.08 0.002 5357 Imazalil 07.208 | imazalil 237865

flufenacet |7 998 |D100 Standard 10 imazalil 10000 § 10119 v | v v v |05 0041 608 0.002 7.683 Trmazalil 100.000 | imazali 3480¢6

flufenoxuron NVWA 10 Unknown 5.0 imazalil N/A 1599 v v v v 297.0553 | -0.344 6.08 0.000 15376 Imazalil 97.435 imazalil 1.362e5

flumetsulam i . N . .

P Flagging when above MRL and traffic lights for confidence

fluopicolide < u | '

Auoastoti L oo <]

fluguinconazole

) NVAWA 10 - imazalil (Unknown) 207.045... 10 - IDAwiff2), (sample Index: 1) || = @ Spectrum from NVWA 10 - IDA.w...1000) from 6.080 to 6105 min  — 4@ Spectrum from NVWA 10 - IDAw..MS (50 - 1000) from 6.069 min
flusilazole Itemrmtion Area: 136285, Height: 4.825e4, RT: 6.08 min @ [Cl4H14C12N20+H]+ Precursor: 207.1 Da, +1, CE: 35.0
fluthiacet-methyl = 299.0523 @ Library Spectrum: Imazalil [35554-44-0) , CE=35215

z 40000 6.08 2942140 3571834 2970553 200.2000 297.0541
futriafol Minimum Peak Width 3 points H o - Iag.oam 153‘#755 200.9861

£ 20000 L R b
fluvalinate Minimum Peak Height 100.00 £ ;

0
forchlorfenuron Gaussian Smooth Width | 1.0 points 52 54 56 58 60T 62 64 66 68 70 295 206 207 208 299 300 301 100 150 200 250
formetanate Noise Percentage 200 o 7 Time, min ) Mass/Charge, Da _ Mass/Charge, Da ,,
fosth ¥ Peak Details ¥ Formula Finder Results ¥ Library Search Results
fosthiazate - .
Baseline Subtract Window | 2.00 Precursor m/z Retention Time (min) Ton Ratio Mame Formula Score mjz(Da) Error (ppm)  Error MSK Mame CAS# Formula MW (Da) Fit Rew.Fit |

fuberidazole Peak Splitting 2 points 297.0556 6.08 1.0000 [ 1mazalil  35554-44-0 CLAH14CIZNZO 297.18381 974 1000 @
furalaxyl - : Ll

furathiocarb

hexacenazole I . " 2 bt
Calibration for imazalil: y = 3.42166ed x + 26821.06121 (r = 0.99903, v = 0.99806) (weighting: 1/x)

hexaflumuron

heoiszx =1 Review of peak integration, spectra and calibration line

hydramethylnon

imazali - 2e6

3
imibenconazele <
imidacloprid 1e6
inabenfide
indoxacarb 0e0

5 10 15 20 25 20 EH 40 45 50 55 80 85 70 75 20 g5 90 95

ipcanazole v

Concentration [ng/mL)

ata Acquisition

Mass Spec
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Pesticides in Store-bought Fruits and Vegetables

QUECHhERS Extracts with 10x Dilution (5 pL Injection)
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Pesticides (> 5 ug/kg) in Store-bought Fruits and Vegetables

Sample Pesticide Con(c:;r/]i;a;tion RT error (%) Ma(;sr;r?]r)ror ISZ:?E:B([;J?O P'\(IJSR{'\(/IO%
Organic strawberry Spinosyn A 13.9 0.01 0.55 9.1 100.0
Spinosyn D 33.3 0.01 1.63 6.0 99.4
Strawberry Acetamiprid 19.2 0.08 -0.35 6.5 98.7
Boscalid 161 0.00 -0.49 4.9 99.3
Myclobutanil 85.0 0.00 -0.31 13.9 100.0
Pyraclostrobin 40.5 0.00 1.33 16.3 99.0
Pyrimethanil 391 0.00 0.32 4.7 97.3
Blueberry n.d. - - - - -
Organic Banana  Spinosyn D 12.6 0.00 2.33 19.8 100.0
Banana Buprofezin 341 0.01 0.32 3.5 100.0
Imazalil 565 0.02 0.79 15.1 915
Thiabendazole 444 0.01 -1.51 13.9 97.6
Lemon Imazalil 1080 0.02 0.74 7.3 94.7
Pyrimethanil 164 0.01 -0.77 1.0 99.2
Pyriproxyfen 31.6 0.01 0.43 11.4 95.3
Spinach n.d. - - - - -
Grapes Boscalid 115 0.01 -0.80 8.8 97.2
Buprofezin 17.3 0.01 0.22 7.3 99.6
Cyprodinil 412 0.01 -0.87 3.3 94.8
Imadacloprid 82.5 0.01 -0.58 14.6 96.1

Pyraclostrobin 46.7 0.00 -1.31 4.8 100.0 A




SCIEX OS Software — Unknown Identification

Software Improvements and Details

Automatic sample-control comparison
?

ChemSpider searching
Sorting by number of references and automatic

Non-Target peak findin
Jetp J structure elucidation to identify unknowns

Automatic MS/MS library searching and formula finding

SCIEX



Non-Targeted Data Processing Workflow

0 ~ Explorer

w File Edit Show Graph Process BioToolKit  Window  Help - 9 X
& @ [JASXS00QTOF- [+ = |l Q HEE 89

MELer-%-Bho-learm il - gREEE® =
— @ TIC from 2 Data EURL 008 wiff2 (sample 1) - org banana +

@ TIC from 2 Data EURL 014 wiff2 (sample 1) - banana _

14718 &
2 de7
= 12
= . 10473 11.416 - 15677
2 € 7.254
11.002
g 0478 1'21\34 5224 5807 6472 6.740 7g72 & 10.183
1 2 E 4 5 [ 7 2 3 10 1 12 1 14 15 16 17

Time, min

Sample-control comparison

Gk e %-balelqamul - GBAEEE® B hr %-bifel e Ul - GAEEE® =
buprofezin ¥IC from 2 Data EURL 014.wiff2 (sample 1) - banan.. xperiment 1, «DATOF MS (100 - 1000): 306.163 +- 0.005 Da + buprofezin XIC from 2 Data EURL 008.wiff2 (sample 1) - org b...Experiment 1, DA TOF MS (100 - 1000): 206.162 +- 0.005 Da +
P 1.0e6 11.239 & w 1.0e6 &
o =

= =

§ sos Mass and RT £ sos

- -

1 2 3 4 5 6 7 ] 9 m n 12 13 14 15 18 17 1 2 3 4 5 6 7 ] 9 nm n 12 13 14 15 1. 17
Time, min Time, min
Identification i
The free chemical database
banana - 306.1638 / 11.24 {4 wit2), {sampieIndex: 1)} Spectrum from 2 Data EUR rom 112336511254 min @ Spectrum from 2 Data_000) from 11252 min . a e -
Arez: 3.240e6, Haight 1.417e6, AT: 11.24 min 100% Precursor: 306.2 Da, + 1. CE 350 P"“”“""""“'f.".‘m’"m
2061538 @ Libraey Spectrum: Bupe_69327-76-0), CE=35215 skl

> 1124 CEID Conreram are el Weght o

& i - oo Jopeotes______________________________ [mou ] s

i lm m 30 Ilssq U‘\ l l?&b"sl 201 I1052 3“ 162" T - T tetrabepdrod] 12 37 maEn " e j\ J\ /O

5 R s 1 ; e : ' e P

o % SE i ot
105 10T us 120 306 307 308 309 310 100 150 200 250 e o T b Y N)\s)
Time. min Masz/Charge Da Mass/Charge Da T " - 2482 05433 % e ==

¥ Pesk Detais ¥ Formula Finder Results ————— (Bl [E0 ¥ Loy Searcn Resis —————— [} g W e e s P e ey e,

P /2 Retention Time {min) lon Ratic N F " Sore mizla) B N CAS# r) ;ﬁa:: :—ﬁ-m--—w.s.,u:l-rqq.x:Imlnu.ym.\.e.., ::::: A D CHy

306164 124 NA m CISHZINZOS 824 30616346 11 E‘mm [Smart Confirmation] 69327-76-0 (181 SR L Assnaniayiphent Sttt b £ aEw

4 S » 4 S . T k2 I- ¥ 034383 ¢ =

L - wan MO - Al o s 4

Formula finding v/ MS/MS search v/
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Unknown ldentification in SCIEX OS Software

1. Define Non-Target Peak Finding and Identification Parameters

[MQ4] Untitled Method

L . .
Select the workflow and then select a reference sample, if applicable

Quantitation

Quantitation and targeted identification
+/| Non-targeted screening

Library Search

The recemmended Reference Sample has been automatically selected. Change the selection only if required.

Sample Name
2 Data EURL 008.wiff2 (sample 1] - org banana
2 Data EURL 014.wiff2 (sample 1) - banana

[MQ4] Untitled Method

Workflow

Configure the Formula Finder options that are used to identify compounds

/| Use Formula Finder

Type of Compound

Libra ry Search © Naturally Occurring Compounds
@ Man-Made Compounds
© Other
Limits

Qualitative Rules Max, Element C50 H100 Br3 CI5 F3 I3 N10 ©20 P1 53

Mass Tolerance 5 ppm

Area Ratio Threshold 10
{Unknown/Comparison)

Formula Finder »

Non-targeted Peaks

41 © 2015 AB Sciex
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2. Automatic Sample-Control Comparison and Compound Identification

Analytics

Ew— o~ T O

T 066 0&E T
b Dilution g | |y | ey Mass | Retention | Retention | Isotope [| Combi Formula Formula Library Component
_ Index || Sample Name: | SampleType | .~ ( ComponentName |, ¢ [Confi-.|Cofiy @\ |Eror Gm..| Time |Time Del.|Ratio Dif-}| Score | FinderResufts |Finder Sc.. Library Hit Score || Group Name Anes
’
[ 457 | banana Unknown | 1.0 306.1638/11.24 | N/A v | v [306161  na 1124 N/A N/A 01201 | C16H23INIOS 82402 | Buprofezin 100.000 3175¢6
| 367 | banene Unknown 1.0 2020427/530 | N/A v | v 0202w 5.20 N/A /A 80424 | CLOM7M2S 78847 | Thiabendazole 100.000 382466
| 452 | banana Unknown | 1.0 200.0525/820  N/A v | @ Jwoo0sz nm 8.20 /A N/A 47.97¢ | CoH1500P 95956 | NoMatch 0.000 3727c6
N 467 banana Unknown 1.0 322.1580/10.50 N/A v [ ] 322,158 N/A 10.50 N/A N/A 44,768 CEH21F2N90O2S £9.536 No Match 0.000 23246
| 484 | banana Unknown 1.0 352.1685/627 | N/A v | @ |s:s2168 wm 6.28 /A /A 42740 | CI17H25N2035 85479 | NoMaich 0.000 3373e5
230 | banana Unknown | 1.0 10410637050 | N/A m | m fwa06 wa 0.49 NiA N/A 0.000 /A N/A 15496 |«
< m ] 3

BB M vons tegoton ooaes I E

org banana - 297.0558 / 8.28 (Unknown) 297.045...ata\2 Data EURL 008.wiff2), (sample Index: 1) Spectrum from 2 Data EURL 008.wiff2 (sample 1... TOF MS (100 - 1000) from 8.262 to 8.267 min 1.0
Area: 3.338e4, Height: 1.394e4, RT: 8.20 min
100000 . 3002030 0.8
a
- e 1000 05
g 30000 H 500 295.1530 2070558 2012080 04
= 829 £ 299.0523 |
o 0 i 1l I I | 0.2
7.0 75 50 T 55 2.0 95 296 297 298 209 300 301 00
Time, min Mass/Charge, Da 01 02 0.3 04 0.5 08 07 08 08
¥ Peak Details ¥ Formuls Finder Results ¥ Library Search Results [
Precursor m/z Retention Time (min) Ton Ratio Name Formula Score m/z(Da) Error (ppm)  Error MSMS (ppm)  Hit Cou Name CAS# Formula MW (Da) Fit Rew.Fit Purity CE (eV)
297.056 8.29 N/A
banana - 297.0558 / 8.29 (Unknown) 297.0458 - ...ata\2 Data EURL 014.wiff2), (sample Index: 1) | Spectrum from 2 Data EURL 014.wiff2 (sample ... TOF MS (100 - 1000) from 8.280 to 8.202 min + @ Spectrum from 2 Data EURL 014.wiff2 (s..A TOF MSMS (50 - 1000) from 8.296 min
Area: 49686, Height: 1.555¢6, RT: 8.30 min 200000 Precursor: 207.1 Da, +1, CE: 35.0
2970558 2990527 100% 297.0560
830 g 810441 158.9763 2009868 !
5 200000 255.0081
£ 1000000 2 “"]I““/ 10g.0757 1411658 | | l
g B 298.0585 0% . + n |
£ g 100000 t
_ = 300.0555 3010402
0 - 0 L i -100%
7.0 75 8.0 8.5 9.0 95 206 297 208 299 300 301 100 150 200 250
Time, min Mass/Charge, Da Mass/Charge, Da
¥ Peak Details ¥ Formula Finder Results ¥ Library Search Results
Precursor m/z Retention Time (min) Ton Ratio Formula Score  m/z(Da) Error (ppm) Error MSMS...  Hit Count Name CAS# Formula MW (Da) Fit Rev.Fit Purity CE(eV)
297.056 8.30 N/A C14H14CI2N20 914 2070556 08 1 221 [N Imazalil  35554-44-0 C14H14CIZN20 297.18381 1000 890 890 35
4 »

ata Acquisition

Mass Spec

Automatic formula finding and MS/MS library searching
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3. ChemSpider Searching and Structure Elucidation

al - [ESREER)
A e W B—— A ———— —_ - — W - - =
ChemSpider results for: C16H23N30S F :@: ChemSpider Spectrum from 2 Data EURL 014.wiff2 (sample 1) - banana, Experiment 3, +|DA TOF MSMS (50 - 1000) from 11.252 min
2 Precursor: 2062 Da, +1, CE: 35.0
140 of 920 [EE (€] 100%
57.0696
CSID Common Name Molecular Weight N
. 0% A
. — . 106.0648
2071177 5-[(7-Methyl-5,6,7 B-tetrahydro[1]benzothieno[2, 3-d]pyrimidin-4-ylJamina]-1-pentancl 30543832 20% 4
1788115 3-[2-(diisopropylamina)ethyl]-2-mercaptoquinazolin-4(3H)-one 3054383
1031892 MN-{[4-(Diethylaminc)phenyl]carbamothioyljcyclobutanecarboxamide 3054383 T0% 4
1773235 1-(2,6-Dimethylphenyl)-3-[3-(2-oxo-1-pyrrolidinyl) propyljthiourea 3054383 =
|| 492859 Dimethyl-[6-(2-piperidin-1-yl-ethoxy)-benzothiazal-2-yl]-amine 3054383 g; 6071
2093711 N-(3-cyano-6-methyl-4,5,6,7-tetrahydro-1- benzothiophen-2-yl)-2-(diethylamino)acetamide  305.43832 % 50% 4
2024702 5-{4-tert-Butylphenyl)-4-(3-methoxypropyl)-2.4-dihydro-3H-1,2 4 -triazole-3-thione 305.43832 g l 2011052
o
|| 2138445 1-(4-phenyl-5-sulfanyl-4H-1,2 4-triazol-3-yl)octan-3-ol 305.43832 a:': A0% A / | 100524
2397482 4-{4-phenyl-5-sulfanyl-4H-1,2 4-triazol-3-yljoctan-2-ol 305.43832 1
624115 3-{4-Acetylphenyl)-1-methyl-1-(1-methyl-4-piperidinyljthiourea 305.4383 1 145.0431
| 4119520 1-[2-(1-Azepanylcarbonyl)phenyl]-3-ethylthiourea 30543832
. . B B 20% 4 208.0533
777312 2,2-Dimethyl-N-{[2-(1-pyrrelidiny])phenyllcarbamathioyljpropanamide 3054383 I
1256170 N-Cyclopentyl-4-(4-hydroxyphenyl) - 1-piperazinecarbothioamide 3054383 10% 4 250.1010 & |
842698 1-Cyclopentyl-3-[4-(4-morpholinyl)phenylthiourea | u 206.1624 0
1879823 N,N-Diisopropyl-2-[(5-methyl-1H-benzimidazol-2-yl)sulfanyllacetamide 0P 00 = ZIDD * 3 P =0 0 0 =0 =0
2986135 Adamantan-1-yl[4-amineg-2-({ethylamina)-1,3-thiazol-5-yllmethanone - Mass/Charge, Da

Fragments | Peaks !

]
Mass/Charge Intensity (3£) Assigned Error (Da) é i

56,8868 2,81 0.183
57.0696 100.00 0.000
58.0730 4.94 0.008
59.9900 13.47 0.000
p— = P L
Matches: 24 of 24 peaks, 100.0% of total intensity ) I

ChemSpider searching of found formulae
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3. ChemSpider Searching and Structure Elucidation

ChemSpider results for: CI4H15N3 F Spectrum frDm 2 Data EURL. 013.wiff2 (sample 1) - grapes, Experiment 2, +|DA TOF MSMS (50 - 1000) from 10.027 min [
Precursor: 226.1 Da, +1, CE: 35.0
1-40 of 494 (€] 100% ¥
CSID Common Name Molecular Weight a0% | I
rodinil -
5829 Methyl Yellow 225289 20% 4
7063 2-Methyl-4-[(E)-(2-methylphenyl)diazenyl]aniline 225.289
497232 benzenaming, 4-methyl-2-[(4-methylphenyllaza]- 225.289 T0% 4
2043995 2-Amino-1-benzyl-4,5-dimethyl-1H-pyrrole-3-carbonitrile 225.289 =
9599527 1-Isobutyl-1H-imidazao[4, 5-c]quincline 225.289 g 60% 1
300267 1,3-bis{4-methylphenyl)triazene 225.289 % 50% 4
78691 3-benzyl-1-(4-methylphenyl)trizz-1-ene 225.289 g
4143480 2-Aminc-4,5-dimethyl-1-{4-methylphenyl)-1H-pyrrole-3-carbonitrile 225.289 E 40% A
310817 [4-({Diethylamino)benzylidene]malenonitrile 225,289 ®
662407 24-Dimethyl-5,7,8 9-tetrahydropyrimido[1,2-alindole-10-carbenitrile 225,289 30% 4
28294179 l-cyclohexylbenzimidazole-5-carbonitrile 225289 20% |
254016 2,6-Dimethyl-4-[(E)-phenyldiazenyl]aniline 225.289 93,0574 ?1}3_2}‘3:;50?62 14,0805 I
10447121 N,N-Dimethyl-4-({phenyldiazenylaniline 225.289 : Jospg35 2101027 | 2271380 I
15512 N-Meathyl-4-[(E)- (3-methylphenyl)diazenyllaniline 225.289 l 1 .‘/ l 1l j
9260617 3-{Methylamino)-2 3 4 9-tetrahydro-1H-carbazole-6-carbonitrile 225.289 | 1;{;J 'l 200 l. >0 00 0
10826526  2-Phenyl-5,6,7 8-tetrahydro-6-quinazolinamine 225.289 Mass/Charge, Da
—
Mass/Charge Intensity (3£) Assigned Error (Da) é Ll
65.0390 3.57 0.000
67.0542 2.55 0.000 i
68.0498 2.29 0.000 |
77.0386 5.86 0.000 |
52 |
Matches: 61 of 62 peaks, 97.9% of total inten@ El

ChemSpider searching of found formulae
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* Hardware and Software

—~ New SCIEX ExionLC™ systems
— Fully controlled by SCIEX OS software

—~ New SCIEX Triple Quad™ and QTRAP® 6500* systems
— Improved lonDrive™ detection system
~ Elevated SelexlON® technology
— New SCIEX X500R QTOF System
— N-optic design
~ Heated TOF path
— Minimized footprint, engineered for simplicity and
service accessibility
~ New SCIEX OS Software
—~ New user interface
— Simultaneous identification and quantitation
— Automatic unknown identification

* Application data




Trademarks/Licensing

For Research Use Only. Not for use in diagnostic procedures.

The trademarks mentioned herein are the property of AB Sciex Pte. Ltd.
or their respective owners.

© 2015 AB Sciex.
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