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AB SCIEX TripleTOF™ 4600 System

\ 

* Qualitative analysis power of a high resolution
accurate mass analyzer

* Quantitative speed and sensitivity of a triple
guadrupole instrument
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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

Design Improvements and Details

Engineered for simplicity

Optimal performance delivered through
adjustment of only 2 voltage variables.

TwinSpray
An independent calibrant

delivery path for reliable
auto-calibration.

Service accessibility

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

Minimized footprint

The benchtop stature

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

Integrated calibration

Maintains mass calibration
through long runs without
effect on sample flow.

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.
o
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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 ion 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 pug/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)
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Information Dependent Acquisition of MS/MS (IDA)

Provides MS/MS Spectra with High Selectivity (Q1 Resolution unit)
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IDA can be used with and without inclusion list for target or non-target screening

26  © 2015 AB Sciex SCIEX



The SCIEX X500R QTOF System — IDA

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

10 - Prometon (Unknown) 226.1612 - 226.171...8\ID Quant_IDA.wiff2), (sample Index: 1)
Area: 6.434e5, Height: 1.547e5, RT: 5.44 min

= @ Spectrum from ID Quant_IDA.wiff2 (sa...(100 - 1000) from 5.432 to 5.459 min
@ [C10H19NSO+H)+

= @ Spectrum from ID Quant_IDA.wiff2 (.TOF MSMS (50 - 1000) from 5.426 min
Precursor: 226.2 Da, +1, CE: 35.0

100% @ Library Spectrum: Prometon (1610-18-0) , CE=35215
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g ART=5.44min ¢ ] 24 | : -«LLA-AH—«-» . .
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10 - Terbumeton (Unknown) 226.1612 - 226.1...8\ID Quant_IDA.wiff2), (sample Index: 1) | — @ Spectrum from ID Quant_IDA.wiff2 (sa...(100 - 1000) from 5.513 to 5.540 min = @ Spectrum from ID Quant_IDA.wiff2 (..TOF MSMS (50 - 1 rom 5. in .
Area: 6.719¢5, Height: 1.435e5, RT: 5.53 min @ [C10H19NSO+H]+ Precursor: 226.2 Da, +1, CE: 35.0
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Identification based on MS/MS library searching (Q1 at unit resolution)
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MS/MSALE using SWATH ™ Acquisition

A Mode of Data Independent Acquisition Providing MS/MSALL
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SWATH™: Wide Q1 Isolation Window is Stepped Across the Mass Range
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The SCIEX X500R QTOF System — SWATH™ MS/MS ALl

Confident Identification of Isomers using SWATH (Prometon vs. Terbumeton)

=@ 10 - Prometon 2 (Standard) 184.1143 ..uant_SWATH.wiff2), (sample Index: 1)
Area: 3.205¢3, Height: 7.695¢2, RT: 5.44 min
Prometon

@ Prometon 1 (226.1612 - 226.1712)
226/184.1193

@ Prometon 3 (142.0673 - 142.0773)
@ Prometon 4 (110.0299 - 110.0399)
@ Prometon 5 (100.0455 - 100.0555)

@ Prometon 6 (86.0299 - 86.0399) .
@ Prometon 7 (57.0397 - 57,0497) RT =5.44 min
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— @10 - Terbumeton 2 (Standard) 170.098...ant_SWATH.wiff2), (sample Index: 1)
Area: 6.714e3, Height: 1.186e3, RT: 5.54 min
@ Terbumeton 1 (226.1612 - 226.1712)
@ Terbumeton 3 (142.0673 - 142.0773)
@ Terbumeton 4 (128.0768 - 128.0868)
@ Terbumeton 5 (100.0455 - 100.0555)

Terbumeton
226/170.1036

@ Terbumeton 6 (86.0299 - 86.0399) .
@ Terbumeton 7 (57.0397 - 57.0497) RT = 5 54 min
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226.166 554 0.0050

= @ Spectrum from ID Quant_SWATH.wiff2...100 - 1000) from 5.470 to 5.548 min
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Name Formula  Score m/z(Da) Error (ppm)  Error MSMS (ppm)
n C10HI9N50 889 22616624 13 0.7

K 3

Spectrum from ID Quant_SWATH.wiff2 (samp...S [223 - 252] (50 - 1000) from 5.557 min
subtracted by: [Spectrum from ID Quant...- 252] (S0 - 1000) from 5.169 to 5.402 min]
subtracted by: [Sp«*am from ID Quant...- 252] (50 - 1000) from 5.673 to 5.945 min]
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Identification based on unique fragment ions and their ratios
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Increased Selectivity using MRM  HR

Feed Sample Tested Positive for NP-Semicarbazide
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Intensity

33
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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.
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Introducing the SCIEX OS Software

Single Software Platform for MS Control, Data Processing and Reporting

/SCIEX) e S e e e

e )

MultiQuant”™

or High- theoughput Quantitative Analysis

/SCIEX) = | 1L . L =l E—
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SCIEX OS Software — Home

Everything in a Single Software Platform

G SCIEX OS

Processing

Simultaneous ldentification
and quantitation

---------------------------------------------------------------------------------------------

.t i . oo
=2 Processing - Management
. .

A

Explorer : .

EJ Library E
Event Log

Acquisition -|. ...........................................

Build MS and LC methods
Create batches
Run samples

A

Analytics

Management

Adjust hardware, software,
and user settings

SCIEX




Targeted Data Processing Workflow
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|dentification and Quantitation in SCIEX OS Softwar

e

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

[MQ4] ModMethod

Workflow

Select or verify the analyte and internal standard names and masses.

oxperment ype + Limport ———+] bwpor-— Jopons ——+]

44
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Integration Row | IS | Group Name Chemical | Adauct/Ch..{ Precursor Mass (Da) :zm(f;;; - .c;?;.c(o n :fn‘:“(:l’:) 1S Name
Library Search » 1 [0 | acephate Jacephate CAHIONO3PS | [M=+H]+ 184.01918 0.02 176
2 acetam... Jacetamiprid C10H11CIN4 [M+H]+ 223.0745 0.02 6.03
Acceptance Criteria EE aldicarb | aldicarb C7H14N202S | [M+NH4]- |208.11143 0.02 481
] 4 [F] | aldoxyc... Jaldoxycarb C7H14N204S [M+H]+ 223.07471 0.02 3.70
| s [F] | aldicar... Jaldicarbsulfoxide | C7H14N203S [M+H]+ 207.07979 0.02 3.26
A ) ] 6 [} | azinph... Jazinphos-methyl J C1OH12N303PS2 |[M+H]+ 318.01305 0.02 9.06
Qua]ltatlve Rules ] 7 [F] | azoxyst... jazoxystrobin C22H17N305 [M+H]+ 404.1241 0.02 9.27
Ion Ratio : 8 biterta... [bitertanol C20H23N302 [M+H]+ 338.1863 0.02 10.62
9 [F] | boscalid [boscalid C18H12CI2N20 | [M+H]+ 343.03995 0.02 9.44
| 10 [F] | bromuc... [bromuconazole-1 | C13H12BrCI2N30 | [M+H]+ 375.96136 0.02 9.74
BRER [7] | bromuc... [bromuconazole-2 | C13H12BrCI2N30O | [M+H]+ 375.96136 0.02 10.20
Formula Finder 12 | ] bupiri.. [bupirimate C13H24N403S [M+H]+ 317.16419 0.02 0,04
B EE [F] | buprof... |buprofezin C16H23N30S [M+H]+ 306.16346 0.02 11.25
| 14 [[] | carbaryl [carbaryl C12H11NO2 [M+H]+ 202.08626 0.02 7.93
| 15 [[] | carben... Jcarbendazim C9HIN302 [M+H]+ 192.07675 0.02 4.57
B 16 [[] | carbofu... Jcarbofuran C12H15NO3 [M+H]+ 222.11247 0.02 7.66
] 17 [7] | chloran... jchlorantranilipro..] C18H14BrCI2NS... | [M+H]+ 481.97807 0.02 9.04
| 18 [7] | chlorfe... Jchlorfenvinphos | C12H14CI304P [M+H]+ 358.97681 0.02 10.49
R [F] | chlorpy... [chlorpyrifos CY9H11CI3NO3PS | [M+H]+ 349.93356 0.02 11.49
| 20 [F] | chlorpy... Jchlorpyrifos-me... | CTH7CI3NO3PS | [M+H]+ 321.90226 0.02 10.79
Bl 21 [7] | clofent... Jclofentezine C14H8CI2N4 [M+H]+ 303.01988 0.02 10.65
| 22 [F] | clothia... [clothianidin C6HBCINS02S [M+H]+ 250.016 0.02 5.44
| 23 [F] | cyproc... Jcyproconazole-1 | C15H18CIN3O [M+H]+ 292.12112 0.02 9.59 =

SCIEX




|dentification and Quantitation in SCIEX OS Softwar e

2. Define Identification Criteria and Confidence Settings

[MQ4] Modify Metho

” Workflow a

Configure the library search parameters

Components /| Perform Library Search
) Library Search Algorithm Smart Confirmation Search b
Integration
Results Sorted By Purity i
Library Search > )
Library Spectra Type All Spectra v
Acceptance Criteria Libraries To Search Search All Libraries

Allergen test
/| HR_Pesticides

Qualitative Rules
Area Ratio Threshold 0 s
(Unknown/Comparison) P
Inn Dadi |

[MQ4] Modify Method

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

Components v A ®
. Aopl litative Rul Acceptable Marginal Unacceptable Combined Score
Integration PPY e Difference Difference Difference Weight (%)
2 vy Mass Error (ppm) < 5 ‘ < 10 >= 10 30

Library Search © Ervor %

| Vv Error in Retention Time < 0.1 < 0.2 >= 0.2 30 '
paaie © Absol
fll Acceptance Criteria ProKits |
v % Difference Isotope Ratio < 20 < 40 >= 40

I
| 4 Library Hit Score > 70 > 50 <= 50 20
| Qua|itative Rules > Formula Finder Score > 50 > 20 <= 20 20
U

| Ion Ratio

45 © 2015 AB Sciex SC'EX



|dentification and Quantitation in SCIEX OS Softwar

e

3. Review Qualitative and Quantitative Results

Samples [ Components and Groups

Rp—— OO O T ©

fenpyroximate
fenuron
flonicamid
flucarbazone
fludioxonil
flufenacet
flufenoxuron
flumetsulam
fluometuron
fluopicolide
fluoxastrobin
fluquinconazole

flusilazole

fluthiacet-methyl

flutriafol

fluvalinate

forchlorfenuron

formetanate

fosthiazate

fuberidazole

furalaxyl

furathiocarb

hexaconazole

hexaflumuron

hexythiazox

hydramethyinon

o _________|
imibenconazole

imidacloprid

inabenfide

indoxacarb

ipconazole

g=

Sampe e+

888 [voe - 1]X]

i | Smpetame | Sl | 0 | commenttame |t | ottt Nerc” o Cont | comi| o |, | | S| e | | 2y | Comment |
7149 |[IDO1 Standard 1.0 imazalil 0.10 0.14 v v v v 297.0554 | -0.192 6.08 0.001 10456 Imazalil 88.809 imazalil 3.160e4
7 432 |ID1 Standard 1.0 imazalil 1.00 0.68 v v v v 297.0551 | -0.529 6.08 0.002 3.960 Imazalil 90.976 imazalil 5.018e4
7 715 |(ID10 Standard 1.0 imazalil 10.00 9.09 v v v v 297.0558 | 0.162 6.08 0.002 5.357 Imazalil 97.308 imazalil 3.378e5
7 998 |ID100 Standard 1.0 imazalil 100.00 101.19 v v v v 297.0556 | -0.041 6.08 0.002 7.683 Imazalil 100.000 imazalil 3.489¢6
» ’ 1281 { NVWA 10 Unknown 5.0 imazalil N/A 15.99 v v v v 297.0553 | -0.344 6.08 0.000 15376 Imazalil 97.435 imazalil 1.362e5

Flagging when above MRL and traffic lights for confidence

<

1

| »

Manual Integration @

A

Integration
Minimum Peak Width 3 points
Minimum Peak Height 100.00
Gaussian Smooth Width 1.0 points
Noise Percentage 80.0 %
Baseline Subtract Window | 2.00 min
Peak Splitting 2 points

NVWA 10 - imazalil (Unknown) 297.045...A 10 - IDA.wiff2), (sample Index: 1)

-® Spectrum from NVWA 10 - IDA.w...1000) from 6.080 to 6.105 min

QuRasa [ options v J o] 2] <]

— @ Spectrum from NVWA 10 - IDA.w...MS (50 - 1000) from 6.069 min

Area: 1.362e5, Height: 4.825e4, RT: 6.08 min @ [C14H14CI2N20+H]+ Precursor: 297.1 Da, +1, CE: 35.0
SSATHAD 299.0523 @ Library Spectrum: Imazalil (35554-44-0) , CE=35:15
40000 A 297.183 297. 297.0541

= ! 2070353 r 300.2009 69.0461 153,};755 200.9861 3
g 20000 0 + 0% 1t . I |

E [ I |

0
52 54 56 58 60" 62 64 66 68 7.0 295 296 297 298 299 300 301 100 150 200 250
Time, min Mass/Charge, Da Mass/Charge, Da

¥ Peak Details ¥ Formula Finder Results ©=3 ¥ Library Search Results &
Precursor m/z Retention Time (min) Ion Ratio Name Formula Score m/z(Da) Error (ppm)  Error MSA Name CAS# Formula MW (Da) Fit Rew.Fit

297.0556 6.08 1.0000

[ imazalil  35554-44-0 C14H14CI2N20 20718381 974 1000
<

Calibration for imazalil: y = 3.42166e4 x + 26821.06121 (r = 0.99903, * = 0.99806) (weighting: 1/x)

1 Review of peak integration, spectra and calibration line

2e6

Area

0e0

15

20 25 30 35 40

45 50

Concentration (ng/mL)

55

60

65 70 75 80 85 90 95

Data Acqu
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SCIEX OS Software — Unknown Identification

Software Improvements and Details

Automatic sample-control comparison
o

ChemSpider searching
Sorting by number of references and automatic

Non-Target peak findin
getp J structure elucidation to identify unknowns ©

Automatic MS/MS library searching and formula findi ng

53 © 2015 AB Sciex SCIEX



Non-Targeted Data Processing Workflow

QO - Explorer

I\ File Edit Show Graph Process BioToolKit Window Help
@ @3 OASXS0QIOF- & = A i QEHEE 69

BELr - % - ho- a3 (ul  gQAEEE® |9
— @ TIC from 2 Data EURL 008.wiff2 (sample 1) - orgbanana +
&

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

2 4e7
o
2 104
; 10.1
2 0478 128 5224 5807 6472 ST/ 7872 830 |eze7 pg_0seel
1 2 3 4 5 6 7 2 ®£3 10 17
Time, min
GEL-% A il - FRAEEE® DAEL+-% -k Ul - FREDS® F
buprofezin XIC from 2 Data EURL 014.wiff2 (sample 1) - banan...xperiment 1, +lDAT0FHMS(100- 1000): 306.163 +/- 0.005 Da * buprofezin XIC from 2 Data EURL 008.wiff2 (sample 1) - org b...Experi 1. +IDATOF MS (100 - 1000): 306.163 +/- 0.005 Da o
g 10e 11239 8&|g 106 &
o o
2 2
£ ses Mass and RT 5 ses
- 2
1 2 3 4 5 6 T 8 9 0 11 12 13 14 15 16 17 1 2 3 4 5 6 7 8 9 0 11 12 13 14 15 16 17
Time, min Time, min
|dentification ChemSpider
The free chemical database
banana - 306.1638 / 11.24 (. 4.wit2) (sample Index: 1)] Spectrum from 2 Data EUR_rom 1123310 11254 min  — @) Spectrum from 2 Data_000) from 11252 min a - . -— T
Area: 3.240e6, Height: 14176, RT: 11.24 min 100% Precursor: 306.2 Da, +1, CE: 350 o.:-smmlm(luamm (i Chmntpitn] | Soocv Yo 200 EURL 0142 (samsle ) bonana. Expusonard 3 <O TOF WSS (50 1000 bom 11252
306.1638 @ Library Spectrum: Bupr._69327-76-0), (E=35215 wen@le 0 e
Z 1000000 124 . 2011052 3061624 — S — S o, o
3 0% 3071659 - [ yebpes, i Srrrrre—— : —— ]| j\ Py |
S t | 308160 ,309 5% [ l y [ P p - ::::: » CHy™ N N
0 T 0% = = 3300t 0508 = )\ )
105 ur:! ..:s 120 306 Lsoe so;a 310 100 Mio zoomzso P e eaasaeyion o P~ P
Charge, ‘Charge, 293711 L 1 2902 a2 3 = -
" e et T ] JTP—— e ek i | 1
Precursor m/z Retention Time (min) lon Ratio Nome formula  Score m/z(Da) & Name st For e e e | e
306164 1124 NA Q C16H2IN305 824 30616346 11 LY Bucrofesin Smart Confiemation! 69327-76-0 C161 AT 190-Amsenkotonyiohentd-shiese i P Py
4 S » « S » e 2 20 034383
v WX NO . t w34 e s 000 ¢

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

1. Define Non-Target Peak Finding and Identification Parameters

[MQ4] Untitled Method

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

Quantitation

Quantitation and targeted identification

+/| Non-targeted screening

Library Search

The recommended 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 X

Workflow ) ) o
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 CIS F3 I3 N10 020 P1 S3

Mass Tolerance D ppm

Area Ratio Threshold 10

(Unknown/Comparison)

Formula Finder »

Non-targeted Peaks

55 © 2015 AB Sciex SC'EX



Unknown Identification in SCIEX OS Software

2. Automatic Sample-Control Comparison and Compound Identification

P 500 QTOF g Feporing Froces wetnos + o)

ovicn:__~ I [P

BEE 0E MEENE0
@ org banana 7
Retention | Retention | Isotope 5 Library Component —
S P ] p— o R
banana Unknown | 297.0558 / 8.29 C14H14C2N20 91439 Imazalil 100.000 ‘ 4.968e6
457 | banana Unknown 10 306.1638/11.24 N/A v v 306.164 N/A 1124 N/A N/A 91.201 C16H23N30S 82.402 Buprofezin 100.000 3.175e6
| 1367 |banana Unknown 10 202.0427/5.30 N/A v v 202,043 N/A 5.30 N/A N/A 89.424 C10H7N3S 78.847 Thiabendazole 100.000 3.834e6
453 | banana Unknown 10 299.0525/8.29 N/A v -] 299.053 N/A 8.29 N/A N/A 47.978 C9H1509P 95.956 No Match 0.000 3.727¢6
467 | banana Unknown 10 322.1580/10.50 N/A v ® |322158 N/A 10.50 N/A N/A 44.768 C6H21F2N902S | 89.536 No Match 0.000 2.324¢6
484 | banana Unknown 10 352.1685/6.27 N/A v [ ] 352.168 N/A 6.28 N/A N/A 42740 C17H25N303S 85479 No Match 0.000 337365
290 |banana Unknown 10 104.1063/0.50 N/A | | | 104.106 N/A 0.49 N/A N/A 0.000 N/A N/A 1.549¢6 -
< m ] 3
Manal ntegration (B oDaea oo 1oL
org banana - 297.0558 / 8.29 (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: 8.29 min
100000 " 300.2030 0.8
a
> ; 1000 0.6
g P00 £ s00q 2951539 207.0558 301.2089 04
= 8.29 & 299.0523 |
0 A 0 11 in 1y ull 02
7.0 75 8.0 * 8.5 9.0 9.5 296 297 298 299 300 301 0.0
Time, min Mass/Charge, Da 0.1 0.2 03 04 0.5 0.6 07 0.8 0.9
¥ Peak Details ¥ Formula Finder Results ¥ Library Search Results Q&
Precursor m/z Retention Time (min) Ion Ratio Name Formula Score m/z(Da) Error (ppm) Error MSMS (ppm)  Hit Cou Name CAS# Formula MW (Da) Fit Rev.Fit Purity CE(eV)
297.056 829 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 8.302 min + @ Spectrum from 2 Data EURL 014.wiff2 (s...A TOF MSMS (50 - 1000) from 8.296 min
Area: 4.968e6, Height: 1.555e6, RT: 8.30 min 300000 Precursor: 297.1 Da, +1, CE: 35.0
297.0558 299,052 100% 297.0560
8.30 g 81.0441 158.9763 2009868
v 200000 141.0698 255.0081
£ 1000000 2 620441/ 109.0757 7 i |
g £ 100000 298.0585 0% 1T T T
& £ 300.0555 301.0492
0 - 0 L L -100%
7.0 75 8.0 8.5 9.0 9.5 296 297 298 299 300 301 100 150 200 250
Time, min Mass/Charge, Da Mass/Charge, Da
¥ Peak Details ¥ Formula Finder Results (M | ¥ Library Search Results
Precursor m/z Retention Time (min) Ion Ratio Formula Score m/z(Da) Error (ppm) Error MSMS...  Hit Count Name CAS# Formula MW (Da) Fit Rev.Fit Purity CE(eV)
297.056 830 N/A C14H14CI2N20 914 297.0556 0.8 1 221 B Imazalil  35554-44-0 C14H14CI2N20 297.18381 100.0 89.0 89.0 35
2] »

Data Acqu

Automatic formula finding and MS/MS library searching
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Unknown Identification in SCIEX OS Software

3. ChemSpider Searching and Structure Elucidation

a N L N N R N e I e N NN N e
ChemSpider results for: C16H23N30S [m] gpectrum frg&g 8:..{1E.U§é g;}jwnfﬁ 1) - banana, E 3, +IDATOF MSMS (50 - 1000) from 11.252 min
1-40 of 929 (] 100% -
57.0696
Common Name %0% |
I 5-[(7-Methyl-5,6,7 8-tetrahydro[1]benzothieno[2,3-d]pyrimidin-4-yl)amino]-1-pentanol 80% 1060645
1788115 3-[2-(diisopropylamino)ethyl]-2-mercaptoquinazolin-4(3H)-one 3054383
1031892  N-{[4-(Diethylamino)phenyl]carbamothioyljcyclobutanecarboxamide 305.4383 70% 4
1773235 1-(2,6-Dimethylphenyl)-3-[3-(2-oxo-1-pyrrolidinyl)propyl]thiourea 3054383 =
|| 492859 Dimethyl-[6-(2-piperidin-1-yl-ethoxy)-benzothiazol-2-yl]-amine 3054383 § Ll
2093711 N-(3-cyano-6-methyl-4,5,6,7-tetrahydro-1-benzothiophen-2-yl)-2-(diethylamino)acetamide  305.43832 g 50% —
2024702 5-(4-tert-Butylphenyl)-4-(3-methoxypropyl)-2 4-dihydro-3H-1,2 4-triazole-3-thione 30543832 D i
|| 2138445 1-(4-phenyl-5-sulfanyl-4H-1,2 4-triazol-3-yl)octan-3-ol 30543832 é 40% / 1 b
2397462 4-(4-phenyl-5-sulfanyl-4H-1,2 4-triazol-3-yl)octan-2-ol 305.43832 {
624115 3-(4-Acetylphenyl)-1-methyl-1-(1-methyl-4-piperidinyl)thiourea 3054383 %1 145.0431
I 4119529 1-[2-(1-Azepanylcarbonyl)phenyl]-3-ethylthiourea 30543832 20% | S—
I 777312 2,2-Dimethyl-N-{[2-(1-pyrrolidinyl)phenyllcarbamothioyl}propanamide 3054383 ‘
1256170  N-Cyclopentyl-4-(4-hydroxyphenyl)-1-piperazinecarbothioamide 3054383 10% | 250.1010 § !
842698  1-Cyclopentyl-3-[4-(d-morpholinyl)phenyllthiourea I [\30&1 i
1879823 N,N-Diisopropyl-2-[(5-methyl-1H-benzimidazol-2-yl)sulfanyl]acetamide OM”— ol o - - v - - r '
100 200 ] 400 500 600 700 800 900
2986135  Adamantan-1-yl[4-amino-2-(ethylamino)-1,3-thiazol-5-yllmethanone 30543832 v Mass/Charge, Da

on Atoms m
Fragments | Peaks

=
Mass/Charge Intensity (%) Assigned Error (Da) E‘] |

56.8868 281 0.183
57.0696 100.00 0.000
58.0730 4.94 0.008
59.9900 1347 0.000

—— — s S

< Matches: 24 of 24 peaks, 100.0% of total intensity > it

ChemSpider searching of found formulae
Y. Automatic structure elucidation using HR-MS/MS spectra SC'EX
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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

ta Processing.
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