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Software Helps with Screening Target Components

) Screening Using the MRM-Automatic Product lon Scan Method

By using a method with three product ion scan events specified at different collision energies (CE) for MRM events, three
MS/MS spectra can be obtained while simultaneously detecting compounds with high sensitivity. Consequently, by searching
the library using a merged spectrum of the three spectra, highly accurate identification results can be obtained.

. Time (1.623 min - 6.982 min) A
+ Bromovalerylurea 223.00>17
= Product Ion Scan | 22 * > CE-15.0, 20.00:1000.00 E
{Product Jon Scan) | 23 + | > CE-300, 2000:100000 -
{Product Jon Scan) | 24 + > CE-45.0, 2000:100000
IRM 35 + | Chiorpheniramine 27500733 |
Product Ton Scan | 26 + | > CE-150, 2000:100000
(Product Jon Scan) | 27 + | > CE-30.0, 20.00:1000.00
| (Product Jon Scan) 28 + > GE-4610,
MRM 29 + | 7-aminonimetazepam 266.10
|- Product Ton Scan | 30 * > CE-15.0. 2000:1000.00 -
[MRM ~| Acg. Time: |3.986 - |5.986 min  Compound Name: |Bromovalerylurea
Ch | Precursor m/z | Product m/z| Pause Time| Dwell Time| Q1 Pre Bias| CE | Q3 Pre Bias| Use for Sury -
Ch1 [223.00 179.95 10 1.0 =11.0 =120 [-200 v D|
Ch2 [223.00 57.10 10 110 -11.0 -200 [-230 |7
Ch3
Chd
Chs -

The Insight Library Screening software can display library search results for multiple analytes at the same time. It can display the MRM chromatogram,
MS/MS spectrum, library search results for compounds contained in the sample, and structural formulas of identified compounds.

* Compound List
| Flags [Flag ID [Name m/z Lib. SI|Sample Type
] v ¥ ¥, X T
[ 18 Barhital (neg) 183.10>42.10 | 83 | Unknown
@ 17 Biperiden 312.25>98.15 87 | Unknown
[ 18 368.25>297.15 | 75 | Unknown
¥ 19 316.00>182.15 86 | Unkr
] | 654.20>301.00 |
122300517995
v 2 420.10>165.15 |
@ 23 363.00>314.10
W 24 P 289.15>140.15 |
S Caffeine 195.05>138.05
‘ m
——
= Library Hits - G1_20161011_002 - Bromovalerylurea
Lib. S1[CAS # [ Name Theory MW | Formula RT MS Stage Acquired By |
| Y X > hd hd ¥ ¥ g hd X,
[ & 1] 87 |496  -67-3 Bromavalerylurea 222.0004 | C6H11BrN202 4,950 2 ESI LCMS-8030
“« L)
= Compound Details - G1_20161011_002 - Bromovalerylurea
Q 223.00>176.66 (+) 3.36e6f] 223 00 MCE: -15.0,-30.0,~45.0 AT: [4.850 - 4.854] Scan: [11724 - 12808] (+) 3.47e5]] gromovalenylures
0
300,00 0 1 58.87% (NC) (=] | saso o
2005 )N\
| sasa] 8555 T N N
- N oy 5
L e e S
m/z]
Sromaovalerylures RT: [4.990) (-‘):.: 1,008 o
10679 o0
i o
so] | L
| 33.35| gs.30 N N
PR 0Y || ) P Gtew %
R e ammman ot ™
e a0 300 <00 00
m/z

The sedative hypnotic drug bromovalerylurea was identified from the MRM chromatogram and library search results (similarity score 87).

Screening Results for Toxicological Substances Added to Whole Blood




) Screening Using Multi-MRM Method

MS/MS spectra can be obtained by specifying multiple channels for MRM events and plotting the intensity of each channel
as MS/MS spectrum peaks. By searching the library using the MS/MS spectrum obtained, samples can be screened with high
accuracy.

4~ l+/- |Coi Name m/z | Time (0.800 min - 13.247 min) -

(MRM ~| Acq. Time: [11‘562 ]-[12.062 ‘m Cm.l!dllﬂmlhﬁadih&em
Ch | Precursor m/z| Product m/z | Pause Time | Dwell Time| @1 Pre Bias(V) CE Q3 Pre Bias(V)| -
Chi (EA] o = 0 -
Ch2 | 32920 308.15 0 30 -130 =360 =310
Ch3 | 32920 165.10 10 30 -160 -850 =240
Chd | 52920 341,10 10 30 =100 550 =350
Ch5 | 32920 73910 0 30 =160 =650 =230
Ché | 32920 192.10 10 30 =160 600 =140
Ch7 | 32020 384,10 10 30 -100 —450 =130
Chs | 52920 335,15 10 30 -160 170 -4
Chd | 82930 385.15 0 30 -120 =360 =130
Chid | 32020 397.10 10 30 -120 530 =300
Chif | 32920 268.15 10 30 =100 620 =370
Chi2 @
Chid
Chid -

The Insight Library Screening software can display library search results for multiple analytes at the same time. It can display the MRM chromatogram,
multi-channel MRM-based MS/MS spectrum, library search results, structural formulas, and MRM-based quantitative calibration curves for
compounds contained in the sample.

~ Compound List
. Flags [ [Name m/fz Found RT| Lib. SIJl -
] ¥ i hd T x>
~ @Wes| | luncomycn  [407.20359.20 11.751 95
[ 9 L |352.15>265.15 11.765 99
97 Mabuterol 311.10>293.10 11.757 %
o8 |934.60>647.25 11.752 98| =
E1199 329.20>313.15 11.76% 100
[# 100 Malathion 331.05>125.00 11.765 100
[ 101 363.15>72.15 11.758 100
[ 102 Mebendazole 296.10>105.00 11757 100
[ 103 Mebendazole-aming | 238.10>105.05 11.755 96|
¥ 104 387.25»327.20 11753 o6
i, f 3
= Library Hits - Salmon-5pgul_011 - Malachite Green
L Lib. SI|CAS # e Name Acquired By A
== v v d hd v
|1 99 | 560 -54-2 Malachite Green 329.2012 | C23H25N2 11.757 2 |DUIS LCMS-8050 System Admil... |1
‘4 L3
= Compound Details - Salmon-Spgul_011 - Malachite Green = Calibration - Malachite Green
3 329.202313.15 (+) G885l AT [11.749 - 11 757H{11 458 - 11 672] Sean: [19323 -  L.04248 Malachite Green ¥ = 0.06260038x - 0.008230882
S n3E PR = 0 EeTESE R o= 05007
2 37.44% (v8) =] .00, ; ,
S0efo 1520 2081E ,j’ 5 J3ere:
[ 19210 0 8430 1 =
om0 L 1 R i L8
200 30 3% 5]
miz
Green RT: [11.787] (+) 81: 69 e ™ 4]
Pk 118 N
7,508,
[ 24
soetd 1830 aeas S
2508 | 19210 C ra 8420 /, :_1 " .
I asis 1 o Pl " B
T T T R R T L S
1.6 1.7 118 1% 200 250 300 20 - L] & 100
RT| m/z Conc_Ratic

Results from Screening for Veterinary Drugs Added to Foods (Salmon Extract)

Malachite green disinfectant identified from the MRM chromatogram and library search results (similarity score 99).
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) Printing Sophisticated Reports

Using the Library Screening software,

separate reports can be printed for each data file.

Summary reports or detailed results for each compound can also be printed.

Insight MTS Report - Detail Printed at 2007/06/01 &:39:27 Insight MTS Report - Summary Printed st 2007/06/00 &322
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Detailed results
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Summary report

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

This publication may contain references to products that are not available in your country. Please contact us to check the availability of these
products in your country.

Company names, products/service names and logos used in this publication are trademarks and trade names of Shimadzu Corporation, its
subsidiaries or its affiliates, whether or not they are used with trademark symbol “TM" or “®".

Third-party trademarks and trade names may be used in this publication to refer to either the entities or their products/services, whether or not
they are used with trademark symbol “TM" or “®".

Shimadzu disclaims any proprietary interest in trademarks and trade names other than its own.

The contents of this publication are provided to you “as is” without warranty of any kind, and are subject to change without notice. Shimadzu
does not assume any responsibility or liability for any damage, whether direct or indirect, relating to the use of this publication.
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