LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@299@3.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.17e 4 14 29 rVW 885753 2731016 55.41% 5.518%
2 3.281 30 33 36 rVW 28156 37558 0.76% 0.076%
3 3.317 36 39 47 rVB 42672 62727 1.27% 0.127%
4  3.452 59 62 67 rBV 20034 29520 0.60% 0.060%
5 3.734 107 110 123 rBV 144822 244784  4.97%  0.495%
6 4.046 160 163 168 rVB 15691 20368 0.41% 0.041%
7 5.146 346 350 354 rVB3 7942 11727 0.24% 0.024%
8 5.517 406 413 419 rBv4 12191 21291 0.43% 0.043%
9 7.028 664 670 680 rBvV 178389 291696 5.92% 0.589%
10 7.205 692 700 717 rBV 742051 1197044 24.29% 2.419%
11 7.387 723 731 740 rBV 751921 1166026 23.66% 2.356%
12 7.475 743 746 749 rVB5 4581 4955 0.10% 0.010%
13 7.858 804 811 820 rBV 593411 936651 19.00%  1.893%
14 8.569 926 932 944 rBV 506334 826227 16.76% 1.670%
15 9.022 1001 1009 1022 rBV 847029 1432001 29.05% 2.894%
16 9.263 1023 1050 1066 rBV 1169193 4928673 100.00% 9.959%
17 9.746 1124 1132 1152 rBV 650202 1150146 23.34% 2.324%
18 9.934 1154 1164 1172 rBV2 146589 333448 6.77% 0.674%
19 10.275 1213 1222 1233 rBV 941944 1615233 32.77% 3.264%
20 10.652 1279 1286 1294 rBV 738479 1279698 25.96% 2.586%
21 10.805 1305 1312 1326 rBV 294738 680105 13.80% 1.374%
22 11.069 1352 1357 1366 rVB 8470 19501 0.40% 0.039%
23 11.463 1418 1424 1426 rBv4 12543 19748 0.40% 0.040%
24 11.557 1436 1440 1444 rBV6 7164 12439 0.25% 0.025%
25 12.116 1532 1535 1542 rBV7 5500 10580 0.21% 0.021%
26 12.246 1552 1557 1563 rVB2 19112 31231 0.63% 0.063%
27 12.410 1579 1585 1590 rBV3 21641 41687 0.85% 0.084%
28 12.693 1628 1633 1635 rBV6 3260 6202 0.13% 0.013%
29 13.328 1736 1741 1746 rBV7 6896 9872 0.20% 0.020%
30 13.404 1748 1754 1760 rVV3 16651 26693 0.54% 0.054%

31 13.928 1835 1843 1853 rBV 1623621 2346476 47.61%
32 14.193 1881 1888 1902 rBV 1881804 2848053 57.79%
33 14.298 1902 1906 1916 rVB2 23388 43459 0.88%
34 14.498 1934 1940 1948 rBV 985459 1492571 30.28%
35 14.716 1972 1977 1987 rBV 67125 156189 3.17%

o wou b
(W]
00
00
B

36 14.810 1989 1993 1999 rVB5 12757 27656  ©.56% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
37 14.928 2010 2013 2018 rVB6 3443 6760 0.14% 0.014%
38 15.175 2051 2055 2058 rBV4 2965 4945 0.10% 0.010%
39 15.251 2061 2068 2075 rBvVS8 6668 18915 0.38% 0.038%
40 15.498 2103 2110 2125 rBV 2448518 3513969 71.30% 7.101%
41 15.622 2125 2131 2146 rVV 720506 1005009 20.39%  2.031%
42 15.740 2147 2151 2156 rVB5 12023 18502 0.38% 0.037%
43 16.281 2238 2243 2249 rBV6 18646 33439 0.68% 0.068%
44 16.922 2348 2352 2356 rBV6 3882 6619 0.13% 0.013%
45 17.075 2375 2378 2383 rVB2 7465 9721 0.20% 0.020%
46 17.251 2402 2408 2419 rBV 1208693 1734071 35.18% 3.504%
47 17.351 2419 2425 2444 rVV 2741047 3990146 80.96%  8.063%
48 17.887 2512 2516 2519 rBvV2 4746 8881 ©.18% 0.018%
49 17.934 2522 2524 2529 rVB6 6951 10560 0.21% 0.021%
50 18.163 2558 2563 2569 rBV 57814 80075 1.62% 0.162%
51 18.651 2643 2646 2647 rBvV2 4699 5265 0.11% 0.011%
52 18.663 2647 2648 2652 rVB4 7617 7701 0.16% 0.016%
53 19.216 2737 2742 2747 rBv4 33489 49978 1.01% 0.101%
54 19.286 2749 2754 2759 rBV 32999 53437 1.08% 0.108%
55 19.334 2759 2762 2763 rvv3 7100 6071 0.12% 0.012%
56 19.451 2778 2782 2789 rBV3 32029 50220 1.02% 0.101%
57 19.604 2805 2808 2810 rBV4 11266 13505 0.27% 0.027%
58 19.651 2810 2816 2825 rVV 3208480 4481091 90.92%  9.055%
59 21.192 3075 3078 3081 rBvV3 28823 31455 0.64% 0.064%
60 21.451 3117 3122 3139 rBV 1322301 1877144 38.09% 3.793%
61 23.663 3490 3498 3512 rBV2 2166533 4543758 92.19% 9.181%

62 23.816 3518 3524 3535 rVB 921088 1834458 37.22% 3.707%

Sum of corrected areas: 49488946
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN029903.D\data.ms
3000000

2500000
2000000

1500000
9.263

10000001170 9.022 10.275
7.20887 : 10.652
9.746
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8.569
500000 .
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Abundance TIC: BN029903.D\data.ms
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Abundance TIC: BN029903.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.176  58.31 ng/ul 2731020 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 9
2 1,2-Ethanediol 62 C2H602 000107-21-1 9
3 Ethanethiol 62 C2H6S 000075-08-1 5
4 Peroxide, dimethyl 62 C2H602 000690-02-8 4
5 Peroxide, dimethyl 62 C2H602 000690-02-8 4
Abundance  Scan 14 (3.170 min): BN029903.D\data.ms (-4) (-) m/z 43.00 100.00%
43.0
5000 A
AR e R
3.203.303.403.503.60
ol 1 1028 1480 2080 2669 355. ./, 43 00 41.50%
miz--> 50 100 150 200 250 300 350
Abundance #377: 1,2-Ethanediol
31.0
5000 IERAEARRR RN RERRR R ERE RRR
3.203.303.403.503.60
m/z 62.00 29.53%
O\‘\‘L\‘L‘\“\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #379: 1,2-Ethanediol
31.0
AR e e S a
3.203.303.403.503.60
5000 m/z 43.95 26.46%
0 “w“u“_mwm‘_m_m,”w””_
m/z--> 50 100 150 200 250 300 350
Abundance #386: Ethanethiol AR NN R RARE
29.0 3.203.303.403.503.60
m/z 61.00 18.69%
5000 /L
m/z--> 50 100 150 200 250 300 350 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.263 77.03 ng/ul 4928670 Naphthalene-d8 10.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
Abundance Scan 1050 (9.263 min): BN029903.D\data.ms (-1023) (-) m/z 73.00 100.00%
5000
41.0
o EARGEEEEEN e
H H ‘ 116.1 9.00 9.20 9.40 9.60
(

Obrerprrtlb b b L 0L 2808 o gglee  75.19%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #24100: Hexanoic acid, 2-ethyl-

88.0
5000 41.0 T T T T T
9.00 9.20 9.40 9.60
m/z 41.00 34.85%
0 \\\‘\”\‘\\H\‘H‘L‘i\\‘M\‘\“H“\J-\:HR.\(\J\\‘\H\’HH‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
R N SN R
9.00 9.20 9.40 9.60
5000 m/z 57.10 26.76%
41.0
116.0
o Ll u L o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24101: Hexanoic acid, 2-ethyl- “w“‘w“‘w“‘w“f
88.0 9.00 9.20 9.40 9.60
m/z 55.00 22.06%
5000 57.0
27.0
m/z--> 20 40 60 80 100120140160180200220240260280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 3 Benzoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.934 5.21 ng/ul 333448 Naphthalene-d8 10.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 96
4 Benzoic acid 122 C7H602 000065-85-0 94
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90
Abundance Scan 1164 (9.934 min): BN029903.D\data.ms (-1154) (-) m/z 105.00 100.00%
105.0
5000
51.0
—=
‘ 10.00
ol il 0 1) 1469 2089 2670 /7 76.95  81.97%
miz-> 50 100 150 200 250
Abundance #11264: Benzoic acid
105.0
5000 T
51.0 10.00
m/z 122.00 77.74%
O ]\_8‘\‘0‘\ ‘H\H“ \h\m\ \‘ ‘ ‘\ \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #11265: Benzoic acid
105.0
—=
10.00
5000 m/z 50.95 36.37%
51.0
ok H“l‘wu“”‘ T e ——
miz--> 50 100 150 200 250
Abundance #11261: Benzoic acid T ﬁ*?
105.0 10.00
m/z 50.00 19.33%
5000
51.0
m/z--> 50 100 150 200 250 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©29903.D

Acqg On : 21 Feb 2024 23:26
Operator : MA/JU

Sample : P1493-02

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.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 3.170 58.3 ng/ul 2731020 1 7.858 936651 20.0
Hexanoic acid, ... 9.263 77.0 ng/ul 4928670 2 10.658 1279700 20.0
Benzoic acid 9.934 5.2 ng/ul 333448 2 10.658 1279700 20.0
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