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QI Edit Search Parameters @

MetaScope search parameters

Define a set of MetaScope parameters that can be saved for later
reuse. Learn more in the online reference.

Name:

inspg

Compound database

C:\Users\usalad\Desktop\Primary search Dbase

Data format: [MetaScope Excel X

Search parameters

Precursor tolerance: 5 pPpm =

Retention time within: 1

[[] ccs within: |25 % M

Additional compound properties source
[] Read additional compound properties from this file

<no database selected> B

Fragment search method
© Do not use fragmentation data
O Perform theoretical fragmentation

Fragment tolerance: |12 l ppm

@ Perform fragment database search

Ci\Users\usalad\Desktop\All compounds.msp

Fragment tolerance: 0.002 Da X

[ Save search parameters} [ Cancel ]

2. Progenesis QI Y 7 b T 7ICEITSB
MetaScope t8E/INT X —% —
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{RISHSE E—JiF LULEN ()] q fE BAZBR BSTS

9.5_152.0626 m/z g 152.0626 9.50 0.33 1 0.002 0.004 1.836 M 4
10.40_154.0771m/z FeFIFLZ 154.0771 10.40 0.09 1 0.658 0.666 11.849 KM 2
12.26_283.8095m/z AFBI0ORI > 283.8095 12.26 on 1 6.39E-07 2.89E-06 2.502 ESoil|
13.35_178.0775 m/z bt 178.0775 13.35 0.14 2 7.49E-05 1.99E-04 2.087 %H 5
16.67_202.0774 m/z INASZT> 202.0774 16.67 0.08 1 3.00E-03 6.00E-03 2.073 M1
17.23_325.8795m/z PCB 99 325.8795 17.23 0.09 2 1.96E-04 4.64E-04 1.972 ESGil |
17.28_202.0776 m/z INAZ>T> 202.0776 17.28 0.09 1 1.60E-02 2.40E-02 1.989 M 1
17.35_408.7827 m/z trans-/3 /0L 408.7827 17.35 0.14 1 4.86E-01 5.03E-01 1.757 %M 5
17.77_245.9996 m/z o,p'-DDE 245.9996 17.77 0.13 1 4.84E-01 5.01E-01 2183 %M 5
17.77_317.9344 m/z p,p'-DDE 317.9344 17.77 0.15 1 4.75E-01 4.92E-01 2.313 %H 5
18.19_359.8417 m/z PCB 138 359.8417 18.19 0.03 2 3.52-04 7.81E-04 IR ESCil|
18.56_325.8790 m/z PCB 118 325.8790 18.56 0.09 2 2.50E-05 7.53E-05 2,602 £H 1
18.74_408.7820 m/z cis-/F370)b 408.7820 18.74 0.07 1 2.10E-02 3.10E-02 2.212 ESGil |
19.07_359.8402 m/z PCB 153 359.8402 19.07 0.19 2 7.34E-07 3.25E-06 2103 %M 5
19.58_235.0070 m/z p,p'-DDT 235.0070 19.58 0.05 2 7.00E-02 8.90E-02 2172 M1
19.61_359.8400 m/z PCB 141 359.8400 19.61 0.2 3 4.07E-05 116E-04 1.869 M1
19.93_393.8011m/z PCB 187 393.80M1 19.93 0.08 2 7.96E-04 2.00E-03 2.05 SISl |
20.79_393.8006 m/z PCB 180 393.8006 20.79 0.07 4 4.15E-06 1.52E-05 2.875 M1
20.85_288.0929 m/z i 288.0929 20.85 0.23 2 0.216 0.244 4.615 ESGil |
21.07_393.8009 m/z PCB 180 393.8009 21.07 0.M 2 2.61E-04 6.00E-04 1.888 M 5
21.66_393.8006 m/z PCB 170 393.8006 21.66 0.07 3 2.78E-04 6.34E-04 3.191 M1
23.21_563.6204 m/z PBDE 99 563.6204 23.21 0.12 2 4.34E-06 1.568E-05 3.859 M1
26.97_276.0931m/z A2V (ghi)RUL> 276.0931 26.97 0.15 1 8.70E-02 1.07E-01 30.756 ESGil|
27.49_276.0926 m/z ARIY(gh)RUL> 276.0926 27.49 0.19 1 3.66E-01 3.98E-01 6.746 SISl |
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AEBHH ID A A> m/z AJ7 237 thom) Anova (p) q fE BRAEEHE
12.26_283.8095m/z AFBOOR > MDot+ 283.8095 12.26 29.10 0.0 -0.8 6.39E-07 2.89E-06 2.502
13.35_178.0775m/z Fobaes MDot+ 178.0775 13.35 35.60 0.0 0.2 7.49E-05 1.99E-04 2.087
16.67_202.0774 m/z INAZSFT> MDot+  202.0774 16.67 30.70 0.0 -0.7 3.00E-03 6.00E-03 2.073
18.19_359.8417 m/z PCB138 MDot+ 359.8417 18.19 24.50 0.0 21 3.52-04 7.81E-04 IR
18.56_325.8790 m/z PCB 118 MDot+  325.8790 18.56 46.00 65.1 -2.8 2.50E-05 7.53E-05 2,602
18.74_408.7820 m/z cis-/F)0) MDot+  408.7820 18.74 36.20 0.0 -3.8 2.10E-02 3.10E-02 2.212
19.07_359.8402m/z PCB 153 MDot+  359.8402 19.07 40.90 30.2 =) 7.34E-07 3.25E-06 2103
19.93_393.8011m/z PCB 187 MDot+ 393.80M 19.93 45,20 37.3 -2.3 7.96E-04 2.00E-03 2.05
20.79_393.8006 m/z PCB 180 MDot+ 393.8006 20.79 28.40 37.4 -3.6 4.15E-06 1.562E-05 2.875
21.07_393.8009 m/z PCB 180 MDot+  393.8009 21.07 29.60 39.5 -3.7 2.61E-04 6.00E-04 1.888
23.21_563.6204 m/z PBDE 99 MDot+ 563.6204 23.21 44.80 91.4 -1.2 4.34E-06 1.568E-05 3.859
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QI Edit ChemSpider Search Parameters &3 \

ChemSpider search parameters

Define a set of ChemSpider parameters that can be saved for
later reuse. Learn more in the online reference.

Name:
Search
Required search parameters
Precursor tolerance: 5 ppm -

Data sources: [1] KEGG, [2] NIST, [3] Human
Metabolome Database, [4] Pesticide
Common Names, [5]
ChemSpiderman.

Select data sources...

Optional search parameters

Perform theoretical fragmentation

Fragment tolerance: 10 ppm
[T Filter by isotope similarity score

Isotope similarity: 95 %

[T Filter by elemental composition

Elemental composition: H: 0-500 C: 0-200 N: 0-10 O: 0-30
P: 0-2 S: 0-1 ClI: 0-10 Br: 0-10

[ Save ][ Cancel ]

6. ChemSpider T—ZR—RARED/INT X —4&

i3
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Compound 26.37_430.3800m/z X Help ™

Intensity

Lol 7 o 2 ; ;

;

40 6 80 100 120 140 160 180 200 230 240 260 280 300 320 340 360 380 400 420 440  4g0
m/z

Legend: @ Matched fragment @ Unmatched fragment

Possible identifications: 13

¢ Compound ID Description Adducts  Formula Scc;e Fragmentation score Mass error (pp
I T e N L A E T
. CSID2032 DL-alpha-Tocopherol MDot+ CzsH3002 B 458 E 37 -1.24 s
€SID389417 (3beta,dbeta,Salpha9xi)-4-(Hydroxy MDot+  CasHsoO:z [ IORN = B 124 "
CSID369489 Cholestan-3-yl acetate MDot+  CxsHsoOz B B0 124
CSID462133 Octadecyl 4-butylbenzoate MDOt+  CazsHsoO:z Bx:B0 124 )
CSID467736 10.13-Dimethyl-17-(6-methyl-2-hey MDot+  CaHsoOz [ LT & ) -1.24 1

1. T—AR—ABROFERICHITZ FIT7 cO—-ILOBENRE

T—EAR—ABRETHLOSNEHS 1 20BVAFEL LT, 13RVYFFY—IDREFOINET, XVVYFTY—IL (
BTH) & ZEBICEMSNTVBRUENDI T XTY, BREFHLEAIE LTERASIN. JLEM. BREA. 7YEBER. B
REFEHICEFNATVETY. CHSOREII2=7 1 —TIEBTH ZECYHERERERA TN TLWAWD., JO#&E
RIFEBICMEITBHDTL. £D7c®. CHIFIRIFERADBRBICLDZDDOLERTITZIENTETR L HDR
LT &EH 13, $<HICHBIRITHZNLTHAOERMBEELTLWIE—DEATHZ VWS EMEZXS
NEJ, BTHIF. S ZR OLODRFAE LTERIASFEAINTVS LD 5. BTHOFERMIBMEE

DNAFA T —2—THBHAREDHDEFT, CNSOEBHIIVWVITINE, TS5ICHEZEDSD T, BTHESE
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Compound 6.63_136.0210m/z ¥ Help ~

Intensity

I
T T T T T v T T T T v T T T T T T 0 T T v v T T ——— — T T T
56 58 60 62 64 6’6 68 7 72 74 76 78 80 82 84 86 88 9.0 92 %4 96 98 100 102 104 106 108 110 112 114 116 118
m/z
Legend: @ Matched fragment @ Unmatched fragment
Possible identifications: 7

Compound ID Description Adducts  Formula Score Fragmentation score  Mass error (ppm)

CSIDS08541 4-mercaptobenzonitrile M+H CHsNS B 523 @ sss -3.68

CsIDge70 1.2-Benzothiazole M+H CrHsNS B 522 B sss -368

CSID20074 Phenyl thiocyanate M+H  CHsNS s @o 368

CSID60824 thienof3,2-clpyridine M+H CrHSNS 189 @o -368

CSID7390 Phenyl isothiocyanate M+H CiHsNS BB o -368 i
CsID8g69 Thieno(2,3-clpyridine M+H NS 389 @o -368 J

8. 13RVVYFTY—IDT—ER—IARRERDEBENFEE

BTH I3 EMBETH B =8, Progenesis QI ZFAL THESIZITWE LT, VI MY 7 TTY ROTSLHAEE
HICER SN, BEMEHIRTINTVWET, TYROTSLDSERLIE—BOUEME 1,3-RVVF 7Y —ILICE
BELTWELT, ChoDBBREZY IV 7 TREMLAEDBDERIICRLET. ThH50UEME X I 1T L.
ChemSpider 7—AAR—XIZH L THEELE L. ChICLD. OFF7Y—-IUEWMTHS 4-7 2 =)L-2-7OE)L-
13-F7YV—IIMBENICAESAELE (K10) ,
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Dendrogram
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. 7 . T @ Help ~
Find a compound: 2 ] W Filter is active
Compound Highest mean Retention !lme Peak Width Tag kit Accepted D Anova (p) Identifications qValue Max fold ct

o4 20t083ms—— Popiont 040837 sos [0 liseas

@ 6.64 232.1151m/z Population 1 2321151 6.64 0.67 < b 5 2.64E-05 7.89E-05  Infinity
0 3.73.993.2731m/z Population 1 9932731 373 012 - 1 3.08E-05 0 9.05E-05 205
@ 6,64 246.1305m/z Population 1 2461305 6.64 0.64 - p S 6.12E-05 4 0.000166 2.03E+03
© 6.63.136.0210m/z Population 1 1360210 662 0.83 & % 867E-05 7 0000226 388
® 6.64_303.2009m/z Population 1 303.2009 6.64 0.79 - b 0.000136 1 0.000338 573
® 6.63_274.1616m/z Population 1 2741616 663 0.70 - : § 0.000297 1 0.000673 1.18E+03
m ] »
Compound 6.64_204.0837m/z:
Compound abundance | Possible identifications | 3D Montage
Possible identifications: 4
¢ Compound ID Description Adducts Formula  Retention time Score  Fragmentation score H
[+ | Coosaisos [ hery-2ropy-L-thazoe T 7 N 7 N o
CSIDS25772 2-Isopropyl-d-phenyl-1,3-thiazole C12HBNS B 372 @ o H
CSID529402 S-Isapropyl-2-phenyl-1,3-thiazole M+H CizH13NS 372 0 H H
CSID529418 2-Mesityl-1,3-thiazole M+H C1z2HNS E 372 @0
H
A H
H H
H H
1 | m ] " H

10. T—EAR—ZABREBFERICHEITS 4-T7Z)L-2-7OEIN-13-F 7YV - ILOBENRE

l%:t%@EEWL:\

HOTIWNHROIDUEND T ZIA YT =2 a3V NE— VB LUVRAEERERRB T 57D, 1,3-~A2VT 7Y=L (
BTH) OREHAREANFLEL. CORMICIIRL S GCHMEZFERAL. RYODHELDBOBICTVE LT,
REFABD S/ SN ARYT bILIE. ChemSpider RFRICE 3 BTH DIRESNICAEDARY LB LUH >V TILD
S5DARTMILE—HLTVWE LT ChICED. BRIIDT—EN—XZEMLT. BTHZZ—4v FBELEYL
LTE®. KHABRZESICRFTE LN TETET,
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- fel

Channel name: Low energy : Time 6.7389 +/- 0.0256 minutes

9,967
13602152
7.5¢7
S < (S o
z ] ART NV
5
25e7
13702337
11211188 142.15846
. 6906927 78.00829 g308504 9201114 9710062 2011257 10901014 1612740 171 ]
T T T T T T T T T T T T T T T T T T T T ; T T
40 45 50 s5 60 65 70 75 80 85 %0 95 00 105 110 115 120 125 130 135 140 145 150
Item name: POOL 6 Canada Plasma extract Channel name: High energy : Time 6.7389 +/- 0.0256 minutes ~ -
| Item description: o
6.87e5
109.01035
5 55 EIRIF—
2
5 13602131 o
é ARGV
>
2 77.03811
£ 2551 65.03799 ———
95.08497
69.06933 ‘ 94.0802894_06471] m9608063 1550040 | 11100637 Damer 1o | 13702452 149.02821
T M ™1
oL, - . ; ' J [l ||' P T O !l i o B v el U

|
T T T T T T v T
40 45 50 S5 60 65 70 75 80 85 kY 95 100 105 110 115 120 125 130 135 140 145 150
Observed mass [m/z]

Ttem name: BHT 1 ppm Channel name: Low energy : Time 53379 +/- 0.0291 minutes -~
137e7
& 13602206
BTH 254 (1 ppm
ZI~ IJI p p
] BEIRIF—
b o
H ARIT MY
3 7566
z
i
E se6]
25¢6
137.02466
13501417 | [/
10901085 \ | 13801813 15201689
4 45 50 ss s 6 70 75 s 8 s ¢ 100 105 10 15 10 125 130 135 140 185 150
Item name: BHT 1 ppm Channel name: Kigh energy : Time 5.3379 +/- 0.0291 minutes # x
27765
25e5 N
= >
Q/ BIRLE—
= o
, A ZRI N
8 15e5] /) I
z 6897935 4 X 10861096
g Mass error: -0.2 mDa
100000
108.00296
6503849 77.03867 Mass error: -0.4 mDa
Im-emr: 0.5 mDa \ 136.02163
50000
10699480
8198721 ! 11001459
7097289 b 7 13801788
F— il i V| -111.00726 7}
T T T T T L T T T T T T T T - T _— T T T T T T T
40 45 50 55 60 65 70 75 80 8 % 95 100 105 1m0 s 120 125 130 135 140 15 150
Observed mass [m/z]
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BEARICIZ. BELT —2BLUT -2y FATORYBREBRNEFEFNE T, APGCOY T 1A UEFIAL.
TOA—F—AF DT FTAY M FVOEAICOVTORBREET —XZ 120XV Yy RTHOAT I LT, B2
BT—2ty b EERTZENTEEXRY, CN% ProgenesisQl YV 7 b U= 7 DBIFIEEEC HAEDLE R ZCICELD

. BREABFRHBETERAENDOBRRICITS A TEE T, ProgenesisQl Tld. AFHDA YT VTF—ER—r
—F—DMER LA TS —%2BRTIZIEHTIET, CON—RITTTEVI NI TOHEAEDHEICED. T
JRARY IO RT=0TO—AQOT7 FO—FHBEERKLET,
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1. Atmospheric Pressure GC (APGC).Waters White Paper, Part no.720004771EN.August, 2013.

2. G E Burdick, E J Harris, H J Dean, T M Walker, J Skea, D Colby.The Accumulation of DDT in Lake Trout and the

Effect on Reproduction. Transactions of the American Fisheries Society.93:2, 1964.

3. Piironen et al.Tocopherols and Tocotrienols in Finnish Foods: Vegetables, Fruits, and Berries.J Agric Food

Chem.3086, 34 |: 742-T746.

4. Asimakopoulos et al.Benzotriazoles and benzothiazoles in human urine from several countries: A

perspective on occurrence, biotransformation and human exposure.Env Intl. Volume 59, September, 2013.

Vi)a—2 g UigEES

Xevo G2-XS QTof WEMBRITRBE EE 25t <https://www.waters.com/134798222>
AKREARoOY SIS 71— (APGC) <https://www.waters.com/10100362>
Progenesis QI <https://www.waters.com/134790652>

UNIFI #2158, > X 7 L <https://www.waters.com/134801648>
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