LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100924\
Data File : BM@47960.D

Acqg On : 10 Oct 2024 01:17
Operator : RC/JU

Sample : P4187-09

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47960.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.240 40 43 49 rVB 52373 66314 1.12% ©.128%
2 3.663 112 115 128 rBV 145355 243109 4.12% 0.469%
3 3.987 166 170 173 rVB3 11905 19112 0.32% 0.037%
4 A.440 242 247 254 rBV2 19486 47177 0.80% ©0.091%
5 4.781 302 305 310 rVB5 11245 16202 0.27% 0.031%
6 4.905 322 326 331 rVB2 15550 24601 0.42% 0.047%
7 6.051 515 521 529 rVB3 22585 35754 0.61% 0.069%
8 6.346 566 571 572 rBV5 6878 9275 0.16% 0.018%
9 6.957 667 675 687 rBv 241846 441573 7.47% 0.852%
10 7.116 696 702 714 rBV 690560 1110247 18.79% 2.141%
11 7.322 730 737 748 rBV 826297 1321314 22.37% 2.548%
12 7.422 750 754 758 rVB7 3792 6564 0.11% 0.013%
13 7.787 809 816 825 rVV 800614 1288596 21.81% 2.485%
14 7.857 825 828 836 rVW6 11132 25665 0.43% 0.049%
15 8.157 873 879 882 rBvVS8 7723 10757 0.18% 0.021%
16 8.281 897 900 903 rVB5 5542 7524 0.13% 0.015%
17 8.492 930 936 953 rBV 629832 1094212 18.52% 2.110%
18 8.710 968 973 976 rBV6 5244 9420 0.16% 0.018%
19 8.940 1005 1012 1028 rBV 765120 1329122 22.50% 2.563%
20 9.069 1029 1034 1039 rVB2 33058 49665 0.84% 0.096%
21 9.375 1082 1086 1091 rBV 16127 24581 0.42% 0.047%
22 9.516 1106 1110 1113 rBV7 5896 10746 0.18% 0.021%
23 9.663 1126 1135 1146 rBV 633126 1082108 18.32% 2.087%
24 10.204 1219 1227 1245 rBV 963437 1709560 28.94%  3.297%
25 10.581 1283 1291 1302 rBV 1058892 1757214 29.74%  3.389%
26 10.716 1306 1314 1339 rBV 734680 1440404 24.38% 2.778%
27 10.975 1356 1358 1366 rVB8 6445 13423 0.23% 0.026%
28 11.875 1506 1511 1515 rBV3 8367 11486 0.19% 0.022%
29 12.175 1558 1562 1567 rBV3 11515 20245 0.34% 0.039%
30 13.157 1726 1729 1735 rVB6 7459 9927 0.17% 0.019%
31 13.251 1742 1745 1751 rVB7 6836 10814 0.18% 021%

32 13.827 1837 1843 1853 rBV 1689292 2451799 41.50%
33 14.116 1882 1892 1903 rBV 2048355 3009643 50.94%
34 14.422 1937 1944 1952 rBV 1528701 2192365 37.11%
35 14.627 1972 1979 1994 rBV 138631 306208 5.18%

ohPhuUIbho
0
[
Ul
B

36 14.845 2012 2016 2021 rVB7 7671 11392 0.19%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100924\
Data File : BM@47960.D

Acqg On : 10 Oct 2024 01:17
Operator : RC/JU

Sample : P4187-09

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION
37 15.227 2076 2081 2085 rBV7 4601 8124 0.14% 0.016%
38 15.416 2105 2113 2126 rBV 2644721 3829792 64.83% 7.386%
39 15.527 2126 2132 2144 rBV 818634 1175777 19.90% 2.268%
40 15.657 2149 2154 2159 rVB3 12668 20993 0.36% 0.040%
41 15.774 2169 2174 2181 rBV 226684 319526 5.41% 0.616%
42 15.986 2206 2210 2212 rVB4 6244 7679 0.13% 0.015%
43 16.198 2243 2246 2252 rVB6 4969 6783 0.11% 0.013%
44 16.339 2263 2270 2280 rBV 41075 64013 1.08% 0.123%
45 17.163 2403 2410 2418 rBV 1763661 2555717 43.26%  4.929%
46 17.257 2420 2426 2441 rVV2 3089398 4358772 73.78% 8.407%
47 17.451 2454 2459 2462 rVB3 6144 7614 0.13% 0.015%
48 17.563 2474 2478 2480 rBV5 4771 6932 0.12% 0.013%
49 17.827 2521 2523 2528 rVB5 5618 7631 0.13% 0.015%
50 18.051 2556 2561 2569 rBV2 74173 119958 2.03% 0.231%
51 18.357 2610 2613 2616 rBV5 12252 18530 0.31% 0.036%
52 18.904 2701 2706 2713 rBV6 19616 34504 0.58% 0.067%
53 19.115 2738 2742 2747 rBV3 36920 52872 0.89% 0.102%
54 19.180 2750 2753 2759 rBV2 37826 53145 0.90% 0.102%
55 19.327 2775 2778 2786 rBV7 40661 65529 1.11% 0.126%

56 19.545 2809 2815 2828 rBV 3982185 5486305 92.86% 10.581%
57 20.539 2981 2984 2989 rVB 99244 106490 1.80% ©.205%
58 21.380 3122 3127 3140 rBV 1918380 3008282 50.92% 5.802%
59 24.168 3592 3601 3613 rBV 2492734 5907855 100.00% 11.3947%
60 24.374 3627 3636 3648 rVB 1333819 3409056 57.70% 6.575%

Sum of corrected areas: 51849997
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100924\
Data File : BM@47960.D

Acqg On : 10 Oct 2024 01:17
Operator : RC/JU

Sample : P4187-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM047960.D\data.ms
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Abundance TIC: BM047960.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100924\
Data File : BM@47960.D

Acqg On : 10 Oct 2024 01:17
Operator : RC/JU

Sample : P4187-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.322  20.51 ng/ul 1321316 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2C1FN2 1000146-10-7 27
2 3-(Chloromethyl)-5-isobutyl-1,2,... 174 C7H11C1N20 189130-85-6 25
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Pyrazino[2,3-b]pyrazine 132 C6H4AN4 000255-53-8 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6H9C10 031357-76-3 9
Abundance Scan 737 (7.322 min): BM047960.D\data.ms (-730) (-) m/z 132.05 100.00%
132.1
5000 68.0 /\
e EEARRREEsE
7.00 7.20 7.40 7.60
380 103.0 .
0 bbb 2092 28L. 0 n/z 68.05  38.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16226: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 L L L L I L B R
7.00 7.20 7.40 7.60
m/z 134.05 32.73%
31.0
0 \H‘H‘\\H“1‘\‘”‘\’\1“\‘1““\\\\‘\“\\\‘\\ “\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #49348: 3-(Chloromethyl)-5-isobutyl-1,2,4-oxadiazole
132.0
e AR REEas R
7.00 7.20 7.40 7.60
5000 m/z 66.10 25.77%
43.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #136078: Amphetaminil “_‘/\““‘_“““‘w
132.0 7.00 7.20 7.40 7.60
m/z 69.10 16.21%
5000
91.0
0 \‘517'0\ s u‘ u‘ | u‘ 165.0 222.0
e e e e e e e E RREEaRRREEEEE
m/z--> 20 40 60 80 100120140160180200220240260280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100924\
Data File : BM@47960.D

Acqg On : 10 Oct 2024 01:17
Operator : RC/JU

Sample : P4187-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.774 2.91 ng/ul 319526  Acenaphthene-d10 14.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
Abundance Scan 2174 (15.774 min): BM047960.D\data.ms (-2169) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.0
15 50 16 00
152.1 .
Ol e bbb e e 2835 m/z 77.10 0 64.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0 /\
5000 N
15 50 16.00
51.0 m/z 182.10  54.27%
‘ 152.0 |
OH\‘HH‘HH‘HH‘HH"\\\‘\\H‘H}\’H\\‘\H\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
—
182.0 15 50 16.00
5000 ' m/z 51.05 25.96%
51.0
‘ ‘ ‘ 152.0 i
Orrrprrrrprbrprrtrrr b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone ‘
105.0 15 50 16.00
m/z 181.10 9.50%
5000 182.0
51.0
od80 | | 1820
S e e e e e e —h —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100924\
Data File : BM@47960.D

Acqg On : 10 Oct 2024 01:17
Operator : RC/JU

Sample : P4187-09

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 7.322 20.5 ng/ul 1321310 1 7.787 1288600 20.0
Benzophenone 15.774 2.9 ng/ul 319526 3 14.422 2192370 20.0
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