LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc :

ALS Vvial : 20 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©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@32178.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.164 27 30 37 rVB 48074 61801 1.60% 0.114%
2 3.434 73 76 85 rvB 31803 50103 1.29% 0.092%
3 3.581 98 101 112 rBV 94850 142139 3.67% 0.261%
4 3.670 113 116 122 rVB 30596 39750 1.03% 0.073%
5 3.875 148 151 159 rVB 19069 28651 0.74% 0.053%
6 4.240 208 213 220 rVB 31848 46930 1.21% ©.086%
7 4.375 232 236 240 rVWW2 13432 19106 0.49% 0.035%
8 4.422 240 244 249 rW 34895 52282 1.35% 0.096%
9 4.475 249 253 257 rVB 18533 26242 0.68% 0.048%
10 4.769 297 303 314 rBV 293688 440371 11.37% 0.809%
11 5.017 337 345 351 rBv4 15297 34002 0.88% 0.062%
12 5.658 447 454 460 rBVS5 13572 25601 0.66% 0.047%
13 5.734 460 467 474 rVB 39471 70568 1.82% 0.130%
14 6.152 531 538 546 rBv8 9193 25874 0.67% 0.048%
15 6.316 560 566 573 rVB 213686 346656 8.95% 0.637%
16 6.616 610 617 620 rBV6 15479 28546 0.74% 0.052%
17 6.664 620 625 631 rVB2 30996 55579 1.44% 0.102%
18 6.822 637 652 666 rBV 784720 1398514 36.11% 2.570%
19 6.975 672 678 688 rvv 714998 1154393 29.81% 2.122%
20 7.064 688 693 703 rVW 175251 320146  8.27%  ©.588%
21  7.169 704 711 720 rVV 927817 1505693 38.88% 2.767%
22 7.246 720 724 733 rVV3 33976 72340 1.87% 0.133%
23 7.440 752 757 767 rBV3 35186 64694 1.67% 0.119%
24 7.634 777 790 797 rBV 1107583 1832147 47.31% 3.367%
25 7.711 797 803 812 rVB5 24500 56197 1.45% 0.103%
26 7.840 818 825 829 rBV5 20867 37381 0.97% 0.069%
27 7.899 829 835 841 rVB 43066 74091 1.91% 0.136%
28 8.228 885 891 898 rVB 574626 885148 22.86% 1.627%
29 8.346 905 911 922 rBV 695681 1187609 30.67% 2.183%
30 8.458 924 930 939 rW 147606 256775 6.63% 0.472%
31 8.716 967 974 979 rBV9 7928 17969 0.46% 0.033%
32 8.793 979 987 1000 rVV 808761 1441830 37.23% 2.650%
33 8.893 1000 1004 1009 rvv3 11848 27941 0.72% 0.051%
34 8.952 1009 1014 1022 rVB7 18823 40276 1.04% 0.074%
35 9.175 1044 1052 1055 rBV4 8034 17947 0.46% 0.033%

36 9.352 1077 1082 10990 rVV 96406 161020 4.16% ©.296%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc :

ALS Vvial : 20 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©52924.MA.M
Title : SVOA CALIBRATION
37 9.505 1101 1108 1117 rBV 685298 1180755 30.49% 2.170%
38 9.581 1117 1121 1127 rVB5 17871 34275 0.89% 0.063%
39 9.693 1132 1140 1143 rBV 45613 97638 2.52% 0.179%
40 9.863 1166 1169 1175 rVB 19846 32676 0.84% 0.060%
41 10.046 1193 1200 1218 rVV 986218 1807314 46.67% 3.322%
42 10.193 1220 1225 1234 rVBS8 11734 30799 0.80% 0.057%
43 10.410 1252 1262 1269 rBV 1432292 2491843 64.34% 4.580%
44 10.510 1275 1279 1282 rBV2 44394 64263 1.66% ©.118%
45 10.563 1282 1288 1302 rVB 137988 309497 7.99% 0.569%
46 10.722 1310 1315 1322 rVB7 17440 29644 0.77% 0.054%
47 10.987 1349 1360 1374 rBV3 115718 524290 13.54% 0.964%
48 11.163 1384 1390 1395 rBV 117317 214901 5.55% 0.395%
49 11.216 1396 1399 1405 rVB4 24810 37791 0.98% 0.069%
50 11.357 1419 1423 1429 rBV6 22280 37241 0.96% 0.068%
51 11.416 1429 1433 1438 rVB6 11772 17397 0.45% 0.032%
52 11.663 1470 1475 1482 rVB6 9054 19234 0.50% 0.035%
53 11.734 1482 1487 1489 rBV5 9432 16739 0.43% 0.031%
54 11.828 1499 1503 1509 rVB4 20688 32897 0.85% 0.060%
55 12.004 1525 1533 1541 rVB2 23265 50291 1.30% 0.092%
56 12.081 1541 1546 1555 rBV 34461 68673 1.77% 0.126%
57 12.304 1579 1584 1591 rVB 28161 43656 1.13% ©0.080%
58 12.404 1598 1601 1605 rBV2 14242 22329 0.58% 0.041%
59 12.551 1620 1626 1633 rBv2 12033 26583 0.69% 0.049%
60 12.622 1633 1638 1641 rBV3 24468 36761 ©.95% 0.068%
61 13.034 1697 1708 1713 rBV3 14255 42082 1.09% ©0.077%
62 13.093 1714 1718 1722 rVV2 24550 38964 1.01% 0.072%
63 13.140 1722 1726 1733 rVB4 40580 60613 1.57% 0.111%
64 13.210 1734 1738 1746 rBV3 18355 35762 0.92% 0.066%
65 13.428 1765 1775 1777 rBV8 21604 55678 1.44% 0.102%
66 13.540 1789 1794 1798 rBV7 21896 41346 1.07% 0.076%
67 13.587 1798 1802 1808 rVB4 59261 101420 2.62% 0.186%
68 13.651 1808 1813 1814 rBV 22526 29006 0.75% 0.053%
69 13.693 1814 1820 1827 rVV 1679871 2435628 62.89% 4.477%
70 13.757 1828 1831 1834 rVV4 21271 31208 0.81% 0.057%
71 13.793 1834 1837 1841 rVV5 21148 28430 0.73% 0.052%
72 13.969 1855 1867 1875 rBV 2088644 3136472 80.99% 5.765%
73 14.110 1887 1891 1895 rBv4 34563 46752 1.21% 0.086%
74 14.169 1895 1901 1906 rVB3 31016 65810 1.70% 0.121%
75 14.228 1907 1911 1913 rBvV2 24815 32863 0.85% 0.060%

76 14.281 1913 1920 1926 rBV 1932159 2953937 76.27% 5.429%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc :

ALS Vvial : 20 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©52924.MA.M
Title : SVOA CALIBRATION
77 14.340 1926 1930 1933 rBV2 53742 73894 1.91% 0.136%
78 14.522 1950 1961 1971 rBV2 711808 1419819 36.66% 2.610%
79 14.663 1980 1985 1989 rBV2 68389 115309 2.98% 0.212%
80 14.704 1990 1992 1995 rVvv3 15914 21600 0.56% 0.040%
81 14.804 2006 2009 2017 rVB7 18830 41274 1.07% ©0.076%
82 14.951 2030 2034 2038 rVB6 15988 25047 0.65% 0.046%
83 15.069 2050 2054 2058 rVv4 25641 49399 1.28% 0.091%
84 15.128 2061 2064 2067 rVV 30451 39660 1.02% 0.073%
85 15.187 2068 2074 2081 rVB7 44987 79616 2.06% 0.146%
86 15.275 2081 2089 2102 rBV 2554634 3774422 97.46% 6.937%
87 15.410 2107 2112 2119 rBV 483074 718928 18.56% 1.321%
88 15.851 2182 2187 2192 rBV2 69179 105227 2.72% 0.193%
89 16.004 2207 2213 2219 rBV4 57281 141042 3.64% 0.259%
90 16.292 2260 2262 2266 rBv4 16634 22267 0.57% 0.041%
91 16.439 2283 2287 2292 rBV5 56693 104218 2.69% 0.192%
92 16.692 2326 2330 2336 rVB4 41565 65726 1.70% 0.121%
93 16.934 2368 2371 2378 rBV3 73876 139314 3.60% 0.256%
94 17.028 2382 2387 2393 rVV 2248427 3188889 82.34% 5.861%
95 17.128 2398 2404 2414 rVB2 2535633 3714708 95.92% 6.828%
96 17.934 2536 2541 2550 rBV 1937145 2921111 75.43% 5.369%
97 18.551 2642 2646 2650 rBV3 239801 329103 8.50% 0.605%
98 19.222 2757 2760 2766 rBV 850613 1291130 33.34% 2.373%
99 19.433 2791 2796 2801 rVB 2663386 3743320 96.66% 6.880%
100 21.269 3104 3108 3120 rVB2 2264801 3872781 100.00% 7.118%

Sum of corrected areas: 54407574
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN032178.D\data.ms
5000000
4000000
3000000

2000000

1go 7634 10.046

58246 8793 9505
4.769 6.31 .
3.168 883 ®751. MERP5 | 5.017 55584 6.155 6 Y2847 718899 JL 3 w0 9350808

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

1000000 6.87

Abundance TIC: BN032178.D\data.ms
21.p69
5000000
4000000
3000000
17.128
15.275 17.028
2000000
1000000
15.410
" 151860081 508529
O e L L e e e e e L [ e o L A e B L e e 0 B A
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BN032178.D\data.ms
5000000
4000000
3000000
2000000
1000000
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.769 4.81 ng/ul 440371  1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 36
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 36
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 33
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 28
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 303 (4.769 min): BN032178.D\data.ms (-297) (-) m/z 72.95 100.00%

73.
5000
43.0
T
103.0 4.40 4.60 4.80 5.00
ol il b ZP7 1408 177.0207.0 2810 /7 43,00 26.99%
miz-> 50 100 150 200 250
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B B R B
43.0 4.40 4.60 4.80 5.00
' m/z 45.05 9.66%
O T T h‘\ ‘\H ‘ ‘H\ \“ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
e A RSNBARREEE REEE
4.40 4.60 4.80 5.00
5000 m/z 41.05 9.25%
43.0
ool L | mso
miz--> 50 100 150 200 250
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester R e R ARSARRAREE
73.0 4.40 4.60 4.80 5.00
m/z 71.00 7.56%
5000
43.0
ol ‘ | . 1130 174.0
el T R S RN
m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 .alpha.-Pinene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.316 3.78 ng/ul 346656 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 .alpha.-Pinene 136 C1@H16 000080-56-8 94
3 (+)-3-Carene 136 C10H16 000498-15-7 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 ClOHl6 004889-83-2 91
5 3-Carene 136 C10H16 013466-78-9 90
Abundance Scan 566 (6.316 min): BN032178.D\data.ms (-560) (-) m/z 93.05 100.00%
93.0
5000 M/\
R ERmEEERE RSy a
410 ¢70 ‘ | 1211 6.00 6.20 6.40 6.60
Obrerrep e L L 16501909 g1 6o 45.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18027: .alpha.-Pinene
93.0
5000 T T T T T[T T T T [TTTT]
39.0 6.00 6.20 6.40 6.60
m/z 92.00  35.95%
15.0 ‘ 67.0 121.0
O \\‘\‘\\\\‘\\“H\“\H}\\l‘\\ ‘\“\“‘\\\“‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18035: .alpha.-Pinene
93.0
AT e e
6.00 6.20 6.40 6.60
5000 m/z 77.00 30.63%
410 121.0
0“‘_“WM‘WWJUH““M‘MH‘J‘HE‘H“‘H“_“‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18015: (+)-3-Carene S R REREE L
93.0 6.00 6.20 6.40 6.60
m/z 79.00  24.54%
5000
121.0
o b |
PR 1 O SO | NP
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 .beta.-Pinene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.064 3.49 ng/ul 320146 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 91
2 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
3 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1lOH1l6 018172-67-3 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleHl6 000508-32-7 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
Abundance Scan 693 (7.064 min): BN032178.D\data.ms (-688) (-) m/z 93.00 100.00%
5000
41.0 69.0
R RRRE s s e
H 12‘1-0 6.80 7.00 7.20 7.40
0b et L1519 2080 e 29.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18019: .beta.-Pinene
93.0
41.0
5000 L B I B L LR B
69.0 6.80 7.00 7.20 7.40
m/z 69.05 29.76%
‘ H 121.0
O \]-\5\‘0\\‘\\’M\\‘h“\“\“\\\l\\“\‘\“\\\“\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18182: Cyclohexene, 4-methylene-1-(1-methylethyl)-
93.0
R A REEER LY s
6.80 7.00 7.20 7.40
5000 m/z 91.00 29.39%
41.0 136.0
0 ,%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene T T T T
93.0 6.80 7.00 7.20 7.40
m/z 77.00  25.94%
5000 41.0
69.0
‘ H 121.0
0 H‘_J",‘w‘mmluh“_m‘“H!_m‘mwuwuu S e PR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:38:58 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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-Octenal, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.228 9.66 ng/ul 885148 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 83
2 2-Octenal, (E)- 126 C8H140 002548-87-0 72
3 2-Octenal, (E)- 126 C8H140 002548-87-0 64
4 2-Octenal, (E)- 126 C8H140 002548-87-0 53
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46
Abundance Scan 891 (8.228 min): BN032178.D\data.ms (-885) (-) m/z 41.05 100.00%
41.0170.0
5000
R N EAREN RN
11.0 8.00 8.20 8.40 8.60
— 1409 178.0207.0 m/z 55.00 97.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12977: 2-Octenal, (E)-
41.0
70.0
5000 TIT T[T T [T T i r[rrd
8.00 8.20 8.40 8.60
m/z 70.00  97.09%
O H\‘\‘ H‘ ‘H‘i ’\‘h‘\\“‘!\\‘%‘(J\ﬁ.\o‘\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12979: 2-Octenal, (E)-
55.0
R REEEEERR RS
8.00 8.20 8.40 8.60
5000 m/z 83.00 73.52%
84.0
26,0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12978: 2-Octenal, (E)- R B RERRE RN
41.0 8.00 8.20 8.40 8.60
700 m/z 57.00  60.58%
) M
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzeneacetic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.987 4.21 ng/ul 524290 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzeneacetic acid 136 C8H802 000103-82-2 90
3 Benzeneacetic acid 136 C8H802 000103-82-2 90
4 Benzeneacetic acid 136 C8H802 000103-82-2 87
5 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 78
Abundance Scan 1360 (10.987 min): BN032178.D\data.ms (-1349) (- | m/z 91.00 100.00%
91.0
5000
136.0
=
63.0 ) 11.00
0 ,‘HmN‘w‘u‘wwuww“1‘9?""9”””_”‘_?5‘1‘1- m/z 136.00  31.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18696: Benzeneacetic acid
91.0
5000 R
136.0 11.00
m/z 92.05 17.86%
63+O ‘
O ’H\\“H“\\“‘HH“HMH‘HH‘H\\“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18692: Benzeneacetic acid
91.0
et
11.00
5000 m/z 65.00 13.78%
136.0
39.0 ‘ ‘
Otttk prb e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18695: Benzeneacetic acid AA‘ Y
91.0 11.00

m/z 63.00 6.79%

5000
136.0

.

N SR ——— A
miz—> 20 40 60 80 100120140160 180200220 240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.933  18.32 ng/ul 2921110  Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2541 (17.934 min): BN032178.D\data.ms (-2536) (- | m/z 73.00 100.00%
73.0
5000 129.0 A\M
213.2 J e
‘ 171 ‘ 256.3 18.00
0 4 ‘w‘““u”l . ] M La | 2931 3421 . cpee  77.32%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 j
213.0 18f00
171.0 m/Z 43.10 71.53%
il
1 ‘\\‘\HH\M u‘\ L ‘\ \h‘ I ‘ ‘
O \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
—
18.00
5000 129.0 m/Z 57.10 62.01%
171.0 213.0 256.0
ob—i, u“h\“ ;‘“‘w \“‘w Ll \ “ : “u SR
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T
3
43.0 256.0 18.00
m/z 55.05 59.85%
5000
129.0
3.0 213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 (1S,2S,8aR)-1-((Z)-5-Hydrox... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.551 2.06 ng/ul 329103  Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,2S,8aR)-1-((Z)-5-Hydroxy-3-m... 308 C20H3602 1000494-38-5 60
2 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 58
3 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 38
4 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 001227-93-6 38
5 4a,7,7,10a-Tetramethyl-dodecahyd... 264 C17H2802 938512-84-6 30

Abundance Scan 2646 (18.551 min): BN032178. D\data ms (-2642) (- m/z 81.10 100.00%

1.1 257.
137.1 177.1
5000
T T T
‘ ‘ 18.50
ol iy ‘HM ‘\_ | ‘?’?5'9 - m/z 257.15  92.58%
miz--> 150 200 250 300 350
Abundance #209674. (1S,28,8aR)-1- (2)-5-Hydroxy-3-methylpent-3-¢
177.0
81.0
5000 123.0 — ‘
43.0 18.50
275.0 m/z 275.15 78.52%
ol 17.0
m/z--> 50 100 150 200 250 300 350
Abundance #187057: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
T T
18.50
5000 192.0 m/z 55.00  78.43%
1.0 137.0
44,
0! WHJ““‘w e
Miz--> 150 200 250 300 350
Ammﬁme#wﬂES1HNmNMp1bpwm13Mwwmwmmwm e
275.0 18.50
m/z 67.00 71.34%
137.0 192.0
5000
0 FERE R .
m/z--> 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 8 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.222 6.67 ng/ul 1291130  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2760 (19.222 min): BN032178.D\data.ms (-2757) (- | m/z 73.00 100.00%

73.0
5000 129.0
185.1 241 2

-
‘ | 1900  19.50
y— bl b b n‘u ~1311.0356.1 4290 n/; 6e.00  76.57%

m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
M 129.0 ‘ :
\
0

5000 ‘ ——
19.00 19.50
185.0 284.0 m/z 43.10 76.26%
O T \“\ ‘ ‘ l“\\ ‘M\M \\‘ ‘\ \‘ \‘\ " \‘\3% P\ T ‘ L ‘ TTTT ’ L
m/z--> 5 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
— —
129.0 19.00 19.50
5000| g 284.0 m/z 57.10  69.57%
185.0
0 Il h”m\\“ M \ L ‘ ‘ i “ ‘\‘\H““HH‘HH’HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid — —
73.0 19.00 19.50
m/z 55.10 67.67%
5000 129.0
185.0 284.0
27.
0! — —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:39:03 2024 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@©32178.D

Acqg On : 22 Jun 2024 22:30
Operator : MA/JU

Sample : P2899-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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 4.769 4.8 ng/ul 440371 1 7.634 1832150 20.0
.alpha.-Pinene 6.316 3.8 ng/ul 346656 1 7.634 1832150 20.0
.beta.-Pinene 7.064 3.5 ng/ul 320146 1 7.634 1832150 20.0
2-Octenal, (E)- 8.228 9.7 ng/ul 885148 1 7.634 1832150 20.0
Benzeneacetic acid 10.987 4.2 ng/ul 524290 2 10.410 2491840 20.0
n-Hexadecanoic ... 17.933 18.3 ng/ul 2921110 4 17.028 3188890 20.0
(1s,2s,8aR)-1-(... 18.551 2.1 ng/ul 329103 4 17.028 3188890 20.0
Octadecanoic acid  19.222 6.7 ng/ul 1291130 5 21.269 3872780 20.0
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