LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc :

ALS vial : 8 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-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59294.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.530 20 24 30 rvB7 5829 9756 1.41% 0.128%
2 3.818 69 73 80 rvB2 5282 9061 1.31% 0.119%
3 3.971 94 99 108 rBV5 10838 20227 2.92% 0.266%
4 4.088 114 119 125 rBV4 14017 19456 2.81% 0.256%
5 4.171 125 133 137 rBV5S 7351 15435 2.23% 0.203%
6 4.294 152 154 157 rVB2 2627 2747 0.40% 0.036%
7 4.476 183 185 187 rVB3 2207 1964 0.28% 0.026%
8 4.688 218 221 228 rBv4 2919 5369 0.78% 0.071%
9 4.940 262 264 267 rVB3 2353 2551 0.37% 0.034%
106 5.246 311 316 319 rVWv4 4376 7054 1.02% 0.093%
11 5.393 339 341 345 rVB2 2233 2419 0.35% 0.032%
12 5.499 356 359 363 rBV3 1763 3204 0.46% 0.042%
13 5.546 366 367 370 rBV3 2291 2535 0.37% 0.033%
14 5.663 383 387 391 rBV2 7502 9690 1.40% 0.127%
15 5.804 404 411 424 rVB 45724 108665 15.71% 1.427%
16 6.133 465 467 470 rBv4 2959 3462 0.50% 0.045%
17 6.180 470 475 483 rVB 30404 53247 7.70% 0.699%
18 6.492 524 528 531 rBV 1787 2344 0.34% 0.031%
19 6.809 577 582 585 rBvV 8979 10839 1.57% 0.142%
20 7.273 657 661 666 rBvV3 1890 3257 0.47% 0.043%
21 7.361 669 676 689 rVB 92506 173727 25.12%  2.282%
22 7.555 702 709 716 rBV 73102 127684 18.46% 1.677%
23 7.749 736 742 754 rW2 93616 183581 26.55% 2.411%
24 7.849 754 759 764 rVB3 2961 5622 0.81% 0.074%
25 8.231 818 824 833 rVB 111995 188107 27.20%  2.471%
26 8.507 866 871 877 rBV3 12292 23927 3.46% 0.314%
27 8.930 935 943 951 rBV2 43054 77045 11.14% 1.012%
28 9.071 960 967 973 rBV3 23609 42145 6.09% ©.554%
29 9.206 986 990 991 rBV 2105 2556 0.37% 0.034%
30 9.429 1021 1028 1037 rVB2 95617 175650 25.40% 2.307%
31 10.034 1126 1131 1135 rBvV2 1016 2137 ©0.31% 0.028%
32 10.146 1144 1150 1160 rVB2 77220 141436 20.45% 1.858%
33 10.246 1164 1167 1174 rVV3 4734 10062 1.45% 0.132%
34 10.311 1174 1178 1182 rVB3 2163 2325 0.34% 0.031%
35 10.475 1203 1206 1208 rvv3 1991 2639 0.38% 0.035%
36 10.499 1208 1210 1215 rVV3 2539 3965 0.57% 0.052%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc :

ALS vial : 8 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-BG092723.MA.M
Title : SVOA CALIBRATION
37 10.587 1219 1225 1227 rBV 1462 2592 0.37% 0.034%
38 10.675 1233 1240 1249 rBV 111896 197948 28.62% 2.600%
39 11.074 1299 1308 1314 rBV 156897 290759 42.04% 3.819%
40 11.121 1314 1316 1323 rVB2 11072 16520 2.39% 0.217%
41 11.221 1326 1333 1343 rBV 74688 142024 20.54%  1.865%
42 11.785 1425 1429 1431 rBv2 2435 3008 0.43% 0.040%
43 11.873 1438 1444 1445 rBV2 2256 3740 0.54% 0.049%
44 12.408 1527 1535 1541 rVV4 12761 26664 3.86% 0.350%
45 12.643 1571 1575 1576 rBvV2 2759 2905 0.42% 0.038%
46 12.714 1582 1587 1590 rBV 4778 8584 1.24% 0.113%
47 12.931 1620 1624 1628 rVB 3800 4867 ©.70% 0.064%
48 13.101 1648 1653 1655 rvv 1493 2026 0.29% 0.027%
49 13.172 1658 1665 1670 rBv4 8439 16781 2.43% 0.220%
50 13.313 1687 1689 1694 rBV 1857 2721 0.39% 0.036%
51 13.607 1733 1739 1744 rVv2 6435 10864 1.57% 0.143%
52 13.642 1744 1745 1749 rVWV 2449 2634 0.38% 0.035%
53 13.695 1749 1754 1760 rVV 16179 26564 3.84% 0.349%
54 13.895 1786 1788 1791 rBvV2 2060 2778 0.40% 0.036%
55 13.936 1791 1795 1801 rVB3 16044 24764  3.58% 0.325%
56 14.024 1806 1810 1812 rBV 4666 4997 0.72% 0.066%
57 14.147 1824 1831 1835 rBV3 21110 32274 4.67% 0.424%
58 14.259 1843 1850 1855 rBV 229742 321450 46.48%  4.222%
59 14.400 1866 1874 1880 rBv2 46180 79283 11.46% 1.041%
60 14.506 1889 1892 1896 rBV3 6807 10942 1.58% 0.144%
61 14.570 1896 1903 1913 rVV2 258076 432389 62.52% 5.679%
62 14.676 1917 1921 1926 rVV4 9569 14006 2.03% 0.184%
63 14.723 1926 1929 1935 rVB3 9402 12892 1.86% 0.169%
64 14.870 1947 1954 1959 rVWVW2 423664 660205 95.47% 8.671%
65 14.911 1959 1961 1966 rVB5 15343 21413 3.10% 0.281%
66 14.987 1971 1974 1977 rBV2 2307 3224 0.47% 0.042%
67 15.058 1979 1986 1993 rBV2 76359 128020 18.51% 1.681%
68 15.223 2009 2014 2018 rBV6 8246 14600 2.11% 0.192%
69 15.322 2028 2031 2032 rVB3 2527 2303 0.33% 0.030%
70 15.340 2032 2034 2039 rBV3 2075 3583 ©.52% 0.047%
71 15.411 2043 2046 2048 rBV2 2112 2322  0.34% 0.030%
72 15.463 2053 2055 2058 rVB3 2276 1962 0.28% 0.026%
73 15.505 2061 2062 2066 rVB4 3357 2987 0.43% 0.039%
74 15.569 2070 2073 2074 rBV4 2055 2091 0.30% 0.027%
75 15.622 2079 2082 2087 rVB3 15362 18821 2.72% 0.247%
76 15.798 2109 2112 2113 rBV3 5866 4710 0.68% 0.062%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc :

ALS vial : 8 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-BG092723.MA.M
Title : SVOA CALIBRATION
77 15.851 2115 2121 2130 rVB 347916 534467 77.28% 7.020%
78 15.963 2135 2140 2145 rVV2 59927 86527 12.51% 1.136%
79 16.016 2147 2149 2155 rVB3 5980 10015 1.45% 0.132%
80 16.174 2175 2176 2177 rBV 5691 2890 0.42% 0.038%
81 16.221 2181 2184 2186 rVB4 4936 5466 ©0.79% 0.072%
82 16.268 2187 2192 2197 rVV2 50746 66301 9.59% 0.871%
83 16.427 2216 2219 2222 rBV4 5592 8103 1.17% 0.106%
84 16.486 2224 2229 2235 rBV 27284 52383 7.57% ©0.688%
85 16.815 2283 2285 2290 rBV5 4297 5368 0.78% 0.071%
86 16.868 2292 2294 2295 rBV2 4690 3522 0.51% 0.046%
87 16.938 2303 2306 2308 rBV3 6929 6938 1.00% 0.091%
88 17.056 2324 2326 2328 rBV3 4791 4624 0.67% 0.061%
89 17.273 2359 2363 2367 rBV3 29672 39052 5.65% 0.513%
90 17.326 2369 2372 2375 rVB3 12654 16206 2.34% 0.213%
91 17.614 2415 2421 2426 rBV 312250 468092 67.69% 6.148%
92 17.714 2432 2438 2444 rBV2 328728 507502 73.38% 6.666%
93 17.949 2474 2478 2483 rVB2 56140 71803 10.38% 0.943%
94 18.002 2483 2487 2493 rVB4 73179 138646 20.05% 1.821%
95 18.107 2500 2505 2512 rVB 217726 302520 43.74%  3.973%
96 18.378 2547 2551 2556 rBV2 134633 187178 27.07% 2.458%
97 18.431 2556 2560 2566 rVV2 194163 253333 36.63% 3.327%
98 18.701 2604 2606 2611 rVB2 35998 40194 5.81% ©.528%
99 19.582 2753 2756 2758 rBV2 78278 92059 13.31% 1.209%
100 19.988 2820 2825 2836 rBV2 439149 691561 100.00%  9.083%

Sum of corrected areas: 7613857
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059294.D\data.ms

500000
400000
300000

200000
11.074

8.231 10.675
100000 7.3610,149 9429 10146 221

5.804 8
18 FXal
3.530. 81908%0426588046 348BS3 6.18%.498809 7.273 | 7iga0 || 8507 % 9.20 10. 7 13121 117833 124987081

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059294.D\data.ms

o

19.988
500000

14.870
400000

15.851 1‘}763&4

14.570 18.108.431

300000

19.582

200000

100000
963 .268

sk onad P

0 ‘ e e T e e
Time--> 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 2150 22.00 22.50

Abundance TIC: BG059294.D\data.ms

500000

400000

300000

200000

100000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 13
R.T. EstConc Area Relative to ISTD R.T.
4.088 2.07 ng/ul 19456 1,4-Dichlorobenzene-d4 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 40
2 Methacrylamide 85 C4H7NO 000079-39-0 40
3 n-Hexanesulphonylacetonitrile 189 C8H15N02S 203310-42-3 32
4 trans-Crotonamide 85 C4H7NO 000625-37-6 9
5 Propene 42 C3H6 000115-07-1 9

Abundance Scan 119 (4.088 min): BG059294.D\data.ms (-114) (-) m/z 41.10 100.00%

41.1
5000
519.i

110.4 | 3.80 4.00 4.20 4.40
RS m/z 85.00  94.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1733: Methacrylamide
85.0

nAJ\M il

5000 N [
3.80 4.00 4.20 4.40

m/z 43.10 85.87%

27.
O‘\\“{ ‘l\i\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1732: Methacrylamide
41.0

3.80 4.00 4.20 4.40

5000 m/z 39.10 54.06%
0t e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64045: n-Hexanesulphonylacetonitrile
43.0 3.80 4.00 4.20 4.40

m/z 60.10  37.85%

5000

e Ll

o‘ LR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 4 2-Pyrrolidinone, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.507 2.54 ng/ul 23927 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HONO 000872-50-4 72
2 3-Methyl-5-hydroxy-isoxazole 99 C4H5N02 045469-93-0 53
3 2-Pyrrolidinone, 1-methyl- 99 C5HI9NO 000872-50-4 53
4 4-(Methylamino)butyric acid 117 C5H11NO2 001119-48-8 45
5 2-Pyrrolidinone, 1-methyl- 99 C5HONO 000872-50-4 42
Abundance Scan 871 (8.507 min): BG059294.D\data.ms (-866) (-) m/z 99.10 100.00%
99.1
44.1
5000
} 219.6 370.5 428. 8.20 8.40 8.60 8.80
ob Ml L L wz 4410 82.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3932: 2-Pyrrolidinone, 1-methyl-
44.0 99.0
5000
8.20 8.40 8.60 8.80
m/z 98.00 56.79%
O\\“l““““\'”\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #3871: 3-Methyl-5-hydroxy-isoxazole
41.0
e e
990 8.20 8.40 8.60 8.80 .
5000 m/z 41.10 50.51%
O‘V—v—v—‘m'
m/z--> 50 100 150 200 250 300 350 400
Abundance #3927: 2-Pyrrolidinone, 1-methyl-
44.0 99.0 8.20 8.40 8.60 8.80
m/z 42.10 48.16%
5000
ot e gl
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 5 Coumarin Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.400 2.40 ng/ul 79283  Acenaphthene-di1e 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Coumarin 146 C9H602 000091-64-5 96
2 Coumarin 146 C9H602 000091-64-5 94
3 Coumarin 146 C9H602 000091-64-5 94
4 Benzofuran 118 C8H60 000271-89-6 93
5 Coumarin 146 C9H602 000091-64-5 91
Abundance Scan 1874 (14.400 min): BG059294.D\data.ms (-1866) (- | m/z 118.10 100.00%
118.1
146.1
5000 89.1
63.1
‘ T T ‘ T \m
‘ 195.6 2612 14.00 14.50
ot _Hm;u‘,“”w b e e e e e || M/z 146,85 85.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25735: Coumarin
118.0
146.0
A
5000 = N
60 90.0 14.00 14.50
’ m/z 89.10 45.62%
O\‘\H\‘M‘\‘\H\\"“1111’111\’HH“HH‘\‘H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25736: Coumarin
146.0
1 ‘ . ‘A‘A‘AA‘ ‘A ‘M
118.0 14.00 14.50
5000 m/z 90.10 43.54%
90.0
63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25732: Coumarin “ A
146.0 14.00 14.50
m/z 63.10 35.59%
118.0
5000
63.0 90.0
s NN — L M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 6 9,12,15-Octadecatrien-1-o0l,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.268 2.83 ng/ul 66301 Phenanthrene-die 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12,15-0Octadecatrien-1-01, (Z,Z... 264 C18H320 000506-44-5 90
2 cis,cis,cis-7,10,13-Hexadecatrienal 234 C16H260 056797-43-4 72
3 1,4,8-Dodecatriene, (E,E,E)- 162 C12H18 024252-85-5 72
4 4-Cyclopropylcyclohexene 122 C9H14 080105-51-7 64
5 1,3-Cyclooctadiene 108 C8H12 001700-10-3 58
Abundance Scan 2192 (16.268 min): BG059294.D\data.ms (-2187) (1 m/z 79.10 100.00%
79.1
41.1
5000
121.2
‘ “ “ ECE! 2457 2901 355 16.00 16.50
ol bRl b mm T b PR m/z 67.16 87.18%
miz--> 50 100 150 200 250 300 350
Abundance #153474: 9,12,15-Octadecatrien-1-ol, (Z,Z,2)-
41.0 79.0
5000
16.00 16.50
m/z 41.10 77.99%
21.0
Ot ‘”H“\ ‘\“‘“‘ “h{ ‘ih‘ \‘h\ 1‘-6\3\0\ \2(‘)§\0\ \‘26\‘4\0\ L
miz--> 50 100 150 200 250 300 350
Abundance #116339: cis,cis,cis-7,10,13-Hexadecatrienal
79.0
41.0 — T
16.00 16.50
5000 m/z 55.10 71.32%
1{21.0
0 Loz 2sa0
50 10

m/z--> 0 150 200 250 300 350
Abundance #37941: 1,4,8-Dodecatriene, (E,E,E)- i 7
79.0 16.00 16.50
m/z 80.10 57.50%

3

50001 41.0

119.0

162.0
L) ALl

m/z--> 50 100 150 200 250 300 350 16.00 16.50

AA‘/‘

o

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:49:09 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.486 2.24 ng/ul 52383  Phenanthrene-d10 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 53
4 Tetratetracontane 619 C44H90 007098-22-8 53
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53

Abundance Scan 2229 (16.486 min): BG059294.D\data.ms (-2224) (- | m/z 57.10 100.00%

57.1
5000

Al
%7-1 144.2 1834 291.9 349, 16.50
0 bl i T m/z 43,10 84.45%

m/z--> 50 100 150 200 250 300 350
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0

5000 T
16.50

m/z 71.10 62.01%

Ot ‘H‘ e ‘]“-1\“3\(‘)\ f T ]‘-8“3‘0‘ T 2\5‘3\0\ \296‘(\) T
m/z--> 50 100 150 200 250 300 350
Abundance #59064: Undecane, 3,8-dimethyl-
liietlal Phpg iy

16.50
5000 m/z 41.10 35.42%
113.0
021k1550 -
m/z--> 50 100 150 200 250 300 350
Abundance #91843: Carbonic acid, nonyl vinyl ester e
43.0 16.50

m/z 55.10  31.15%

5000
85.0
oL bl h‘ 126.0 4719

T
m/z--> 50 100 150 200 250 300 350 16.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On 5 Oct 2023 13:19

Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 unknown-02 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.949 3.07 ng/ul 71803  Phenanthrene-d1e 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-{Tricyclo[5.2.1.0(2,6)]dec-3-e... 266 C20H26 1000460-64-8 45
2 Bicyclo[2.2.1]heptane, 2-ethenyl- 122 C9H14 002146-39-6 34
3 Benzene, (2-cyclopenten-1-ylmethyl 158 C12H14 055969-86-3 25
4 2-(2-Propen-1-ylidene)aminoaceto... 94 C5H6N2 242489-33-4 10
5 Cyclopentane, 1,2-dichloro-, trans- 138 C5H8C12 014376-81-9 10

Abundance Scan 2478 (17.949 min): BG059294.D\data.ms (-2474) (- ' m/z 67.10 100.00%
67.1
5000
132.1
o
18.00
226.0 .
o_"UM‘H‘,J“HwH‘ww_‘?"?T‘l‘w““4‘1‘?‘1‘_”5‘1‘33 m/z 66.10  35.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155991: 9-{Tricyclo[5.2.1.0(2,6)]dec-3-en-9-yl}tricyclo[5.
67.0
5000
1990 1800
133.0 m/z 132.05 30.46%
OIIZ\-\Q‘\J"\\fu\}’J\“IW“\‘\\\\‘\\\\2‘6\?\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11460: Bicyclo[2.2.1]heptane, 2-ethenyl-
67.0
18.00
5000 ITI z 65.00 19.66%
T
o_‘H‘,M‘hJ‘,Mm“H‘“HH_‘H_ww_www
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #34735:Benzene,(2—cydopenten4:yhnethy| PN LN b AT
67.0 18.00
m/z 91.05 14.22%
) /J\&-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:49:12 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 9 Cyclobutane, 1,2-bis(1,3-bu... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.002 5.92 ng/ul 138646  Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1,2-bis(1,3-butadie... 160 C12H16 080344-53-2 64
2 17-Octadecen-14-yn-1-0l 264 C18H320 018202-28-3 64
3 cis-8-Methyl-bicyclo(4,3,0)non-3... 134 CleH14 1000144-50-6 64
4 Cyclobuta[1,2-b:4,3-b']bisthiopy... 264 C10H1604S2 074630-21-0 56
5 4,7-Methanoisobenzofuran-1,3-dio... 178 C10H1003 000117-40-8 50
Abundance Scan 2487 (18.002 min): BG059294.D\data.ms (-2483) (- | m/z 80.05 100.00%
80.0
5000 J\
1461 e Py
0 H‘M,‘W‘H‘w“ J“W Lk 1938 24993026 448 g1 10 65.04%
mlz--> 100 150 200 250 300 350 400 450
Abundance #36237 Cyclobutane, 1,2-bis(1,3-butadienyl)-
80.0
5000 feaetiant b, ‘

18.00
m/z 67.10  38.66%

27.T
\“\J"m‘\l‘“\‘\“‘“‘\”\\“\‘O\()\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153470: 17-Octadecen-14-yn-1-ol
80.0
- j\/\/‘

5000 -9/
35.0
‘h% LLIT2? 2100 2600
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17117: cis-8-Methyl-bicyclo(4,3,0)non-3,7-diene s cnfl T prved

80.0 18.00

5000
134.0
o0, |

m/z--> 50 100 150 200 250 300 350 400 450 18.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 10 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.107 12.93 ng/ul 302520  Phenanthrene-d10 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Bromotricyclo[5.2.1.0(2,6)]dec... 212 C10H13Br 1010460-86-5 35
2 Gorlic acid 278 C18H3002 000502-31-8 33
3 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 27
4 Bicyclo[4.1.1]oct-2-ene 108 C8H12 016544-26-6 25
5 1,3,7-Octatriene 108 C8H12 001002-35-3 25

Abundance Scan 2505 (18.107 min): BG059294.D\data.ms (-2500) (- | m/z 67.05 100.00%
67.0
5000
1471 Jvaw
| [H 240.1 308.0 484.0 18.00 1850
o W‘w‘H‘_m"H"_:"_m_ww'_‘ 81.10  66.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89151: 9-Bromotricyclo[5.2.1.0(2,6)]dec-3-ene
67.0
5000
133.0 18.00 18.50
m/z 80.10 36.74%
O‘\\LU%‘\\”\\“‘\‘\\\‘\\\\2‘1-\4\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171197: Gorlic acid
67.0
e e
18.00 18.50
5000 ITI/Z 147 .05 29.58%
121.0
o by ass0 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1420: 1,4-Pentadiene, 3-methyl- o, oy
67.0 18.00 18.50
m/z 79.10 21.28%
5000
NI Y O (N ORIV 0| oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 11 Palmitoleic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.378 8.00 ng/ul 187178  Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 98
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 96
3 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 81
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 76
Abundance Scan 2551 (18.378 min): BG059294.D\data.ms (-2547) (- | m/z 55.10 100.00%
5I:
2000 ,/\M/\/\/LM
s ks
0 lw'n\189323633369439 n/z 41.10  46.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #140796: Palmitoleic acid
55.0
5000 — ——
18.00 18.50
Flo m/z 69.10 35.52%
6 0
o ‘JL H“ J M\ M\“ﬂ\lu‘.‘\h\‘\.\ﬁ\m ; “ - ‘ SRR RS RRRRRERRE
m/z--> 50 100 150 200 250 300 350 400
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
— ——
18.00 18.50
5000 m/z 83.10 24.79%
H 110
o bl Lhaeso 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #140798: 9-Hexadecenoic acid “ ——
55.0 18.00 18.50
m/z 57.10 22.53%
11.0
W\l 165.0 23?0
0! P b e — —
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 12 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.430 10.82 ng/ul 253333  Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2560 (18.430 min): BG059294.D\data.ms (-2556) (- | m/z 43.10 100.00%
5000
129 1
—
18.50
256.1 .
ok \ ‘hu‘”““ okl ‘u “ “‘ \ ‘ eS8 39 7 6e.e0  90.75%
mfz--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
5000 129.0 T
18.50
H 171.0213.0 256.0 m/z 57.10 81.17%
0! ‘H“\\h“‘\ ‘ﬂ‘\ nt \“‘ “ “‘ \‘ “\‘\‘ . “\‘ e e
miz--> 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
—
18.50
5000 m/z 73.10 80.43%
29.(
‘ 171 0 214 0
m/z--> 50 100 150 200 250 300 350
Abundance #143507: n-Hexadecanoic acid T
43.0 18.50
m/z 55.10 68.08%
5000
3.0 129.0 256.0
il o3
ol Mw‘uH‘wm‘m‘_m_m_m e
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 13 cis-10-Nonadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.582 3.93 ng/ul 92059  Phenanthrene-d1e 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 62
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 53
3 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 53
4 Oxacyclotetradecan-2-one, 13-met... 226 C14H2602 057092-32-7 49
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49

Abundance Scan 2756 (19.582 min): BG059294.D\data.ms (-2753) (- | m/z 55.10 100.00%
55.1

%

5000
4.0 20702643 19.50
0l ‘!"Wm”\“h‘u‘ Ll “Mh‘ sphit i bl ‘3_7‘1‘ ?‘ e ?fl‘o‘ m/z 41.10 81.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194397: cis-10-Nonadecenoic acid
55.0
5000 — :
19.50
m/z 43.10 47 .55%
H 278.0
O‘\\J‘f‘\l‘l\"\\J\H‘\“l\lm‘\lh\‘“\‘%\‘.\\\“\‘\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140808: Hexadecenoic acid, Z-11-
55.0
T
19.50
5000 ITI/Z 69.10 47 .25%
2360
oo aeezo0 W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #201914: 1-Hexadecene, 16-bromo- 7 ‘
55.0 19.50
m/z 56.10 43 .45%
5000
‘ 148.0
304.0
ol e B0 v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59294.D

Acqg On : 5 0ct 2023 13:19
Operator : MA/JU

Sample : 04527-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.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 4.088 2.1 ng/ul 19456 1 8.231 188107 20.0
2-Pyrrolidinone... 8.507 2.5 ng/ul 23927 1  8.231 188107 20.0
Coumarin 14.400 2.4 ng/ul 79283 3 14.864 660205 20.0
9,12,15-Octadec... 16.268 2.8 ng/ul 66301 4 17.614 468092 20.0
(DEL) Alkane: S... 16.486 2.2 ng/ul 52383 4 17.614 468092 20.0
unknown-02 17.949 3.1 ng/ul 71803 4 17.614 468092 20.0
Cyclobutane, 1,... 18.002 5.9 ng/ul 138646 4 17.614 468092 20.0
unknown-03 18.107 12.9 ng/ul 302520 4 17.614 468092 20.0
Palmitoleic acid 18.378 8.0 ng/ul 187178 4 17.614 468092 20.0
n-Hexadecanoic ... 18.430 10.8 ng/ul 253333 4 17.614 468092 20.0
cis-10-Nonadece... 19.582 3.9 ng/ul 92059 4 17.614 468092 20.0
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