LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc :

ALS Vvial : 12 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62825.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.775 115 117 122 rVB3 4109 5160 0.38% 0.069%
2 5.015 324 328 341 rVB 38538 61102 4.48% 0.814%
3 6.214 526 532 540 rVB3 10594 17663 1.30% 0.235%
4 6.901 644 649 654 rBV5 1922 3629 0.27% 0.048%
5 7.066 669 677 685 rBv2 14824 26737 1.96% 0.356%
6 7.230 696 705 711 rBvV2 10518 17595 1.29% 0.234%
7 7.336 719 722 727 rVB3 6428 9160 0.67% 0.122%
8 7.436 735 740 746 rVB 11437 20148 1.48% 0.269%
9 7.530 750 756 764 rvw4 10520 19120 1.40% 0.255%
10 7.900 812 819 827 rBV 149192 262283 19.25% 3.496%
11 8.129 855 858 862 rvv3 2163 3559 0.26% 0.047%
12 8.323 886 891 896 rBV2 23046 36942 2.71% 0.492%
13 8.376 896 900 905 rvv4 6048 10118 ©0.74% 0.135%
14 8.440 905 911 914 rVv3 3149 5486 0.40% 0.073%
15 8.493 916 920 924 rVW3 2838 3812 0.28% 0.051%
16 8.564 924 932 935 rWs5 4795 11071 0.81% 0.148%
17 8.605 935 939 946 rVW3 16370 28084 2.06% 0.374%
18 8.664 946 949 955 rwv4 3920 7784 0.57% 0.104%
19 8.705 955 956 960 rVB3 3239 2867 0.21% 0.038%
20 8.893 983 988 992 rBV3 7320 11415 0.84% 0.152%
21 9.005 1003 1007 1008 rBV2 4616 4311 0.32% 0.957%
22 9.052 1012 1015 1023 rVB3 10772 18121 1.33% 0.242%
23 9.134 1023 1029 1034 rBv2 15971 24714 1.81% 0.329%
24  9.486 1083 1089 1093 rBV4 3945 6428 0.47% 0.086%
25 9.621 1103 1112 1117 rBV6 3964 9025 0.66% 0.120%
26 9.774 1131 1138 1144 rBvVS8 10160 20427 1.50% 0.272%
27 9.921 1158 1163 1170 rBV5S 6783 11525 0.85% 0.154%
28 9.980 1170 1173 1179 rVB6 2790 4779 0.35% 0.064%
29 10.185 1202 1208 1213 rBV3 8089 15724 1.15% 0.210%
30 10.321 1225 1231 1235 rBV3 13440 22661 1.66% 0.302%
31 10.391 1238 1243 1246 rBV5 2464 2665 ©0.20% 0.036%
32 10.567 1267 1273 1276 rBv2 2646 4941 0.36% 0.066%
33 10.691 1283 1294 1304 rBV2 260458 506787 37.19% 6.754%
34 10.814 1308 1315 1325 rVW4 24080 61493 4.51% 0.820%
35 10.885 1325 1327 1333 rvv3 3803 5408 0.40% 0.972%
36 10.979 1336 1343 1347 rVvv3 3786 8284 0.61% 0.110%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc :

ALS Vvial : 12 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
37 11.073 1354 1359 1366 rBV5 5934 11278 ©0.83% 0.150%
38 11.196 1376 1380 1386 rvVB5 5487 9436 0.69% 0.126%
39 11.584 1442 1446 1450 rBV5 7200 13088 0.96% 0.174%
40 11.719 1466 1469 1473 rVB4 2365 3544 0.26% 0.047%
41 11.931 1501 1505 1512 rBv4 5775 11174 0.82% 0.149%
42 12.107 1529 1535 1540 rBV5 7303 15111 1.11% 0.201%
43 12.195 1545 1550 1554 rBV2 12021 18483 1.36% 0.246%
44 12.354 1574 1577 1585 rVB5 4468 8543 0.63% 0.114%
45 12.448 1588 1593 1596 rBV2 4547 7645 0.56% 0.102%
46 12.518 1601 1605 1611 rVV5 11278 19174 1.41% 0.256%
47 12.706 1633 1637 1641 rBV3 2319 2797 0.21% 0.037%
48 12.859 1660 1663 1668 rBV5 1665 2937 0.22% 0.039%
49 12.923 1671 1674 1677 rBv2 1881 2900 0.21% 0.039%
50 13.053 1691 1696 1698 rvv3 2631 4740 0.35% 0.063%
51 13.100 1700 1704 1708 rVB3 10209 15502 1.14% 0.207%
52 13.358 1743 1748 1753 rVB4 6619 11287 0.83% 0.150%
53 13.576 1779 1785 1792 rVB5 5191 9260 0.68% 0.123%
54 13.717 1800 1809 1812 rBV5 5812 12093 0.89% 0.161%
55 13.846 1827 1831 1836 rBV4 3077 6170 0.45% 0.082%
56 13.934 1841 1846 1851 rVB 41082 58119 4.27% 0.775%
57 14.010 1857 1859 1863 rVB4 2215 2669 0.20% 0.036%
58 14.075 1865 1870 1871 rBV4 2575 4059 0.30% 0.054%
59 14.134 1875 1880 1882 rBV5 2365 4411 0.32% 0.059%
60 14.222 1890 1895 1900 rBV2 40960 60369 4.43% 0.805%
61 14.433 1926 1931 1934 rVV2 8338 10652 0.78% 0.142%
62 14.527 1940 1947 1955 rVvV 435357 672587 49.36% 8.964%
63 14.604 1957 1960 1967 rVB5 4344 8264 0.61% 0.110%
64 14.733 1977 1982 1987 rBV6 12043 22185 1.63% 0.296%
65 14.933 2012 2016 2018 rVB4 2496 3116 0.23% 0.042%
66 14.997 2024 2027 2033 rBVv4 3001 4139 0.30% 0.055%
67 15.050 2033 2036 2042 rVB4 3771 5942 0.44% 0.079%
68 15.156 2042 2054 2059 rBv4 24779 49101 3.60% 0.654%
69 15.321 2076 2082 2086 rBV4 2385 4100 0.30% 0.055%
70 15.379 2089 2092 2098 rVB2 11745 16094 1.18% 0.214%
71 15.520 2111 2116 2122 rVB2 61965 90943 6.67% 1.212%
72 15.638 2131 2136 2144 rBV6 10821 24665 1.81% 0.329%
73 15.785 2159 2161 2166 rVB5 4506 6877 0.50% 0.092%
74 15.885 2173 2178 2183 rVB 32745 46037 3.38% 0.614%
75 16.243 2235 2239 2246 rBV5 13822 25535 1.87% 0.340%
76 16.331 2252 2254 2260 rVB5 3441 6177 0.45% 0.082%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc :

ALS Vvial : 12 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

77 16.449 2269 2274 2275 rBV3 4680 6890 0.51% 0.092%
78 16.560 2291 2293 2295 rBV2 2393 2710 0.20% 0.036%
79 16.925 2349 2355 2366 rBV 427110 646628 47.46% 8.618%
80 17.036 2371 2374 2378 rVB4 11349 15383 1.13% 0.205%
81 17.277 2408 2415 2426 rVW 639242 978449 71.81% 13.040%
82 17.371 2426 2431 2439 rVV2 81368 117672 8.64% 1.568%
83 17.453 2443 2445 2452 rBV5 2547 4776 0.35% 0.064%
84 17.777 2496 2500 2504 rVB3 12668 15572 1.14% 0.208%
85 17.894 2516 2520 2523 rVB3 5275 6713 0.49% 0.089%
86 17.947 2525 2529 2533 rVB2 10710 13568 1.00% 0.181%
87 18.164 2562 2566 2571 rBV6 7242 13438 ©0.99% 0.179%
88 18.270 2583 2584 2590 rBV5 1802 2992 0.22% 0.040%
89 18.464 2614 2617 2621 rVB3 11467 14052 1.03% 0.187%
990 18.875 2682 2687 2688 rBV5 3344 4499 0.33% 0.060%
91 19.099 2722 2725 2726 rBV 8358 8901 0.65% 0.119%
92 19.251 2748 2751 2757 rVB5 6487 7813 0.57% 0.104%
93 19.663 2816 2821 2828 rVB 109730 160626 11.79% 2.141%
94 19.962 2870 2872 2873 rBV2 2704 2552 0.19% 0.034%
95 20.209 2910 2914 2917 rBV4 9982 11080 0.81% 0.148%
96 21.190 3078 3081 3086 rVB2 28053 35725 2.62% 0.476%
97 21.519 3131 3137 3155 rVB 815606 1283824 94.22% 17.110%
98 22.289 3265 3268 3275 rVB4 21431 38029 2.79% 0.507%

99 24.363 3616 3621 3632 rVB 56373 146678 10.76%  1.955%
100 24.580 3648 3658 3669 rBV 494003 1362593 100.00% 18.160%

Sum of corrected areas: 7503394
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062825.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.015 4.66 ng/ul 61102 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 3-Hexanol 102 C6H140 000623-37-0 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 328 (5.015 min): BG062825.D\data.ms (-324) (-) m/z 43.10 100.00%
3.1
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101.1 R e
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Obrr el 2 myz s9.e5 55.31%
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B AL U N
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
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101.0
31?'0 Ly | 83.0 |
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Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- e |
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.34%
5000 59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.323 2.82 ng/ul 36942 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 72
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 53
Abundance Scan 891 (8.323 min): BG062825.D\data.ms (-886) (-) m/z 83.10 100.00%
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Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
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5000 41.0 m/z 56.10 43.88%
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I L O O T N
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Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60
m/z 41.10 39.46%
5000 55.0
39.0
150 ‘ 140.0
N ‘M‘ ‘ ;‘M L ‘ e 2120 1L
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
Data File : BG062825.D

Acqg On : 14 Sep 2024 23:55
Operator : JU/RC

Sample : P3898-16DL 10X
Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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|
2-Pentanone, 4-... 5.015 4.7 ng/ul 61102 1 7.900 262283 20.0
Cyclohexanone, ... 8.323 2.8 ng/ul 36942 1 7.900 262283 20.0
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