LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acqg On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc :

ALS Vvial : 57 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-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42754.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.181 300 33 37 rBV3 10939 14185 ©0.94% 0.104%
2 3.457 76 80 89 rvB 12373 19855 1.31% 0.146%
3  3.628 105 109 122 rBV 55012 96845 6.41% 0.710%
4 4.257 212 216 223 rVB7 4614 9318 0.62% 0.068%
5 4.446 246 248 251 rVB4 2574 2823 0.19% 0.021%
6 4.769 301 303 309 rvBé6 2278 3601 ©.24% 0.026%
7 4.987 336 340 345 rVB6 4431 6942 0.46% 0.051%
8 5.063 347 353 362 rVB 23518 37862 2.51% 0.278%
9 5.263 383 387 391 rBvV3 2798 4593 0.30% 0.034%
10 6.628 615 619 622 rBV5 1545 2656 ©0.18% 0.019%
11 6.804 645 649 653 rvB5 1824 2486 0.16% 0.018%
12 7.004 677 683 702 rBV 51382 117889 7.80% 0.865%
13 7.181 702 713 726 rBV 153661 280977 18.60% 2.061%
14 7.281 726 730 735 rVB7 2440 3453 ©.23% 0.025%
15 7.351 737 742 756 rBV 185559 326214 21.59%  2.392%
16 7.828 817 823 835 rBV 131288 235896 15.61% 1.730%
17 7.934 837 841 849 rVB7 5372 10859 ©0.72% ©0.080%
18 8.186 877 884 889 rBv2 5564 9342 0.62% 0.069%
19 8.310 899 905 907 rBVS5 2241 4692 0.31% 0.034%
20 8.492 932 936 937 rBv4 2613 2925 0.19% 0.021%
21 8.557 940 947 959 rBV 129303 264166 17.48%  1.937%
22 8.716 976 974 975 rBV4 3857 3554 0.24% 0.026%
23 8.775 979 984 990 rVB5 10357 16274 1.08% 0.119%
24  8.845 990 996 1003 rVvB2 16269 25792 1.71% 0.189%
25 8.963 1011 1016 1022 rVB6 2250 4512 0.30% ©0.033%
26 9.033 1022 1028 1033 rBV 197663 359512 23.79% 2.637%
27 9.104 1033 1040 1051 rVB 96040 231622 15.33% 1.699%
28 9.222 1058 1060 1067 rvVv7 1466 3436 0.23% 0.025%
29 9.275 1067 1069 1073 rVB5 3263 3748 0.25% 0.027%
30 9.369 1083 1085 1089 rVB5 2522 2844 0.19% 0.021%
31 9.422 1092 1094 1099 rVB6 2484 3205 0.21% 0.024%
32 9.616 1120 1127 1131 rBV8 3947 9687 0.64% 0.071%
33 9.675 1131 1137 1142 rVB6 9214 16755 1.11% 0.123%
34 9.745 1142 1149 1160 rBV 174395 328627 21.75% 2.410%
35 9.916 1175 1178 1179 rBV3 2931 2709 0.18% 0.020%
36 10.169 1215 1221 1223 rBV3 4154 4600 0.30% 0.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acqg On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc :

ALS Vvial : 57 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-BM111323.MA.M
Title : SVOA CALIBRATION
37 10.216 1226 1229 1232 rVB5S 2232 2933 0.19% 0.022%
38 10.269 1232 1238 1259 rBV 228309 489000 32.36% 3.586%
39 10.457 1263 1270 1273 rBV5 12567 23326 1.54% 0.171%
40 10.504 1273 1278 1293 rVB3 27402 60003 3.97% 0.440%
41 10.645 1295 1302 1311 rBV 195569 331574 21.94%  2.432%
42 10.763 1318 1322 1324 rBV4 4806 7536 0.50% 0.055%
43 10.827 1327 1333 1341 rBvV2 45220 110315 7.30% 0.809%
44 11.022 1359 1366 1369 rBvV8 8431 22832 1.51% 0.167%
45 11.351 1414 1422 1431 rBV9 8382 23870  1.58% 0.175%
46 11.451 1431 1439 1441 rBV7 3308 7936 0.53% 0.058%
47 11.533 1449 1453 1456 rVB5 3601 6114 0.40% 0.045%
48 11.604 1461 1465 1468 rBVS 2263 3178 0.21% 0.023%
49 11.774 1490 1494 1499 rBV3 7879 13657 0.90% 0.100%
50 11.816 1499 1501 1506 rVB6 3123 3392  ©.22% 0.025%
51 11.916 1510 1518 1526 rVB7 6485 19435 1.29% 0.143%
52 12.021 1528 1536 1541 rBV5 7592 17169 1.14% 0.126%
53 12.086 1542 1547 1548 rBV5 2018 2770 ©0.18% 0.020%
54 12.186 1560 1564 1565 rBV3 3270 4961 ©.33% 0.036%
55 12.304 1579 1584 1591 rVB9 7604 16355 1.08% 0.120%
56 12.369 1591 1595 1600 rVB7 2886 4993 0.33% 0.037%
57 12.445 1604 1608 1609 rBV3 3930 4656 ©.31% ©0.034%
58 12.510 1614 1619 1623 rBV5 8175 15952 1.06% 0.117%
59 12.551 1623 1626 1630 rVB6 6295 8240 0.55% 0.060%
60 12.674 1641 1647 1655 rBV3 20083 37257 2.47% 0.273%
61 12.792 1663 1667 1671 rBV5 5246 8774 0.58% 0.064%
62 13.027 1702 1707 1710 rBV6 4808 8337 0.55% 0.061%
63 13.063 1711 1713 1720 rVB7 4757 8093 0.54% 0.059%
64 13.210 1733 1738 1740 rBV5 3306 5170 ©.34% 0.038%
65 13.257 1743 1746 1751 rBV7 2776 5115 0.34% 0.038%
66 13.327 1754 1758 1765 rVB6 9122 17464 1.16% 0.128%
67 13.416 1771 1773 1777 rVB5 2449 2523 0.17% 0.019%
68 13.468 1777 1782 1783 rBV3 3496 4756 ©0.31% ©0.035%
69 13.504 1785 1788 1792 rVB5 5285 6968 0.46% 0.051%
70 13.663 1812 1815 1817 rBV3 2487 3107 0.21% 0.023%
71 13.745 1827 1829 1832 rVB4 2668 2847 0.19% 0.021%
72 13.798 1832 1838 1842 rBV5 16542 27970 1.85% 0.205%
73 13.910 1851 1857 1863 rBV 586395 759132 50.24% 5.567%
74 14.063 1880 1883 1884 rBV2 3144 3052 ©.20% 0.022%
75 14.186 1897 1904 1917 rBV 560943 827545 54.77% 6.069%
76 14.351 1930 1932 1939 rBV7 3024 5156 0.34% 0.038%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acqg On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc :

ALS Vvial : 57 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-BM111323.MA.M
Title : SVOA CALIBRATION

77 14.486 1949 1955 1963 rBV 300597 443204 29.33%  3.250%
78 14.768 1998 2003 2012 rBV7 13436 44565 2.95% ©0.327%
79 14.845 2014 2016 2027 rW7 8234 19548 1.29% 0.143%
80 14.933 2027 2031 2035 rW7 3815 7504 0.50% 0.055%
81 14.986 2037 2040 2044 rBV6 5302 7718 ©.51% 0.057%
82 15.021 2044 2046 2050 rBV5 4477 6215 0.41% 0.046%
83 15.062 2050 2053 2057 rVB6 4847 8228 0.54% 0.060%
84 15.186 2072 2074 2077 rVv3 7802 11319 ©0.75% ©0.083%
85 15.221 2077 2080 2085 rVB6 8553 13461 ©0.89% 0.099%
86 15.480 2118 2124 2134 rBV 732995 1029304 68.12% 7.549%
87 15.574 2136 2140 2144 rW5 10620 20355 1.35% 0.149%
88 15.627 2144 2149 2159 rVW 254002 377615 24.99%  2.769%
89 15.857 2184 2188 2195 rVB 33841 45739 3.03% 0.335%
90 16.015 2213 2215 2216 rBvV2 3169 2702 0.18% 0.020%
91 16.409 2279 2282 2287 rVB 16666 22530 1.49% 0.165%
92 17.239 2418 2423 2434 rBV 356092 535233 35.42% 3.925%
93 17.339 2434 2440 2449 rBV 769711 1103460 73.03% 8.092%
94 18.098 2564 2569 2576 rBV 135183 218275 14.45% 1.601%
95 19.374 2783 2786 2795 rBV 61619 95370 6.31% 0.699%

96 19.633 2825 2830 2844 rBV 1093832 1510957 100.00% 11.081%
97 21.086 3074 3077 3083 rVB2 93342 103963  6.88% .762%
98 21.421 3130 3134 3146 rBV 441084 566566 37.50%  4.155%
99 23.633 3503 3510 3522 rBV 699377 1392976 92.19% 10.216%
160 23.785 3530 3536 3547 rVB 314806 641045 42.43% 4.701%

[

Sum of corrected areas: 13635771
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM042754.D\data.ms
1200000

1000000
800000
600000
400000

200000 7.168° 7.828

3.188. 45%464 765988263 6. 662804/\ 9@3& samm R PIBASE R

0 L ‘ L L ‘ L ‘ L ‘ L ’ T T ‘ T orT ‘ T T T ’ T T ‘ T ‘ T \ T ’ T
Time--> 3.00 350 4. 00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM042754.D\data.ms
1200000 19.633

1000000

17.339
800000 15.480

600000

17.239

15.627

35114 08EEEDTH 5 572 £5.0156-409

bhvot
L O L L L L L ) L I B LR 1

T \ [
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM042754.D\data.ms
1200000

400000

200000

1000000
23.633

800000

21.421
600000

23.785
400000

21.086
200000

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BM111323.MA.M Wed Nov 15 12:59:47 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.063 3.21 ng/ul 37862 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Chloro-1-methylimidazole 116 C4H5CIN2 000872-49-1 38
2 2-Furanmethanol, acetate 140 C7H803 000623-17-6 35
3 3-Imidazol-1-ylpropanenitrile 121 C6H7N3 023996-53-4 25
4 2-Furanmethanol, acetate 140 C7H803 000623-17-6 25
5 2-Furanmethanol, acetate 140 C7H803 000623-17-6 25
Abundance Scan 353 (5.063 min): BM042754.D\data.ms (-347) (-) m/z 116.10 100.00%
116.1
81.1
5000
52.0
A AEEmEEEE s R
\M | 207.0 4.80 5.00 5.20 5.40 )
Oty R R L RRREE m/z 81.10 64.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9003: 5-Chloro-1-methylimidazole
116.0
42.0
5000 e e S R aas
81.0 4.80 5.00 5.20 5.40
15.0 m/z 118.00 34.42%
m‘ \“ ‘H\ ‘m“\‘ I, | “‘Hm L I,
O\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21105: 2-Furanmethanol, acetate
81.0
 EAEEmEEEE e
43.0 4.80 5.00 5.20 5.40
5000 m/z 52.00 33.96%
15.0 140.0
O M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10809: 3-Imidazol-1-ylpropanenitrile  EAEEmaL A e
53.0 81.0 121.0 4.80 5.00 5.20 5.40
m/z 53.00 28.48%
5000
27.0
omw“MH,‘Mu_““m“mw_m“uHWHWHWHWH SR P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 3,3-Dimethyldihydro-2,5-fur... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.845 2.19 ng/ul 25792  1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,3-Dimethyldihydro-2,5-furandione 128 C6H803 017347-61-4 50
2 2-Butanol, 2,3-dimethyl-, acetate 144 C8H1602 004806-33-1 37
3 Acetaldehyde N-formyl-N-methylhy... 100 C4H8N20 016568-02-8 32
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 27
5 2,2-Dimethylbutanedioic acid 146 Cé6H1004 000597-43-3 25
Abundance Scan 996 (8.845 min): BM042754.D\data.ms (-990) (-) m/z 59.05 100.00%
59.0
43.0
5000 87.1
VYO S TR
‘ H 3.2 102.1 8.60 8.80 9.00 9.20
0 H_Mw,w;m}h“‘ L miz 43,00 73.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13927: 3,3-Dimethyldihydro-2,5-furandione
59.0
87.0
5000 L L B L L BN R I B
41.0 8.60 8.80 9.00 9.20
# m/z 41.05 67.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24188: 2-Butanol, 2,3-dimethyl-, acetate
43.0
AR RERAREEEEE R
8.60 8.80 9.00 9.20
5000 ITI/Z 87.10 49 ,55%
59.0 87.0 101.0
. N 1290
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #4068: Acetaldehyde N-formyl-N-methylhydrazone At e
59.0 8.60 8.80 9.00 9.20
m/z 39.10 46.56%
30.0
5000
85.0 100.0
0 H_m‘w,m‘,“mw1“_m‘w‘w,mww_m_m_m SRR A S A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 trans-3,5-Dimethylcyclohexene  Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.104 19.64 ng/ul 231622  1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 64
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 59
3 Cyclohexene, 3-(iodomethyl)- 222 C7H11I 034825-94-0 56
4 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 50
5 1,2-Dimethyl-cyclopent-2-enecarb... 140 C8H1202 1000190-58-1 50

Abundance Scan 1040 (9.104 min): BM042754.D\data.ms (-1033) (-) m/z 95.10 100.00%

95.1
5000
67.1

39.1 N A
‘Hﬂ ‘ I | 8.80 9.00 9.20 9.40
il L

127.1
Obrerprrdtbtlh b o 2E 20TL m/z 67.18 25.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6772: trans-3,5-Dimethylcyclohexene
95.0
67.0
5000 L L B R I I R R

29.0 8.80 9.00 9.20 9.40
) m/z 55.05 19.10%
i

Mﬁm’l’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0

u‘uu\uu‘uu‘uu‘

8.80 9.00 9.20 9.40

o

5000 67.0 m/z 39.10 18.23%
39.0
B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102297: Cyclohexene, 3-(iodomethyl)- e
95.0 8.80 9.00 9.20 9.40

m/z 79.05 16.07%

5000
41.0 670
127.0
e I P T Y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (1,2,3-Trimethyl-cyclopent-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.504 3.62 ng/ul 60003  Naphthalene-d8 10.645
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1,2,3-Trimethyl-cyclopent-2-eny... 140 C9H160 1000190-91-3 74
2 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 72
3 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 72
4 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C1@H160 051733-68-7 72
5 3,3,5,5-Tetramethylcyclopentene 124 C9H1e 038667-10-6 59

Abundance Scan 1278 (10.504 min): BM042754.D\data.ms (-1273) (+ | m/z 109.05 100.00%

109.1
5000
67.0
Ay

10.50
H ‘\H“‘HM ‘281'( m/z 67.05 27.97%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21627: (1,2,3-Trimethyl-cyclopent-2-enyl)-methanol

o

109.0
5000 ! I
lO 50
67.0 m/z 77.10 17.85%
‘ | | 140.0
O’\‘\M\\“‘\\‘\“\‘\‘\‘\\H‘\\‘\h\‘\\\\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32246: 2-Cyclopentene-1-carboxylic acid, 1,2,3-trimethy
109.0
Ut
10 50
5000 ITI z 8l.10 17.43%

o

390 67.0 154.0

“‘\H“H‘\‘\‘\L“\‘\"H“HU\‘““H“H“H‘”‘H“HH“H“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280 m MW
Abundance #12187: 6,6-Dimethylhepta-2,4-diene m ﬁm
109.0 lO 50
m/z 45.00 15.82%

5000 67.0 J\M
oL \‘\ J L H‘ W W
10 50

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.857 2.06 ng/ul 45739  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Benzophenone 182 C13H100 000119-61-9 91
3 Benzophenone 182 C13H1e0 000119-61-9 91
4 Benzophenone 182 C13H100 000119-61-9 86
5 Benzophenone 182 C13H1e0 000119-61-9 76
Abundance Scan 2188 (15.857 min): BM042754.D\data.ms (-2184) (- | m/z 105.05 100.00%
77.0 105.1
51.0 182.1
5000
1550 16,00
152.1 : :
O bbbl ST 2070 s 77 05 90.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 — —
182.0 15.50 16.00
51.0 m/z 182.18  57.23%
o 20 L | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
770 182.0 1550 1600
5000 ' ' m/z 51.05 56.42%
51.0
O e e b AZTO D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone - —
105.0 15.50 16.00
m/z 49.95 20.37%
7.0 182.0
5000
51.0
Jzo 15701520
R B e AR E A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.098 8.16 ng/ul 218275 Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2569 (18.098 min): BM042754.D\data.ms (-2564) (- | m/z 43.10 100.00%

43.1
73.0
5000

129.0 - _
H ‘1 10 ‘ 157.118512132 o) 18.00 18.50
‘M‘HWNW Mvwm\Mwhm‘wmmhuh_ﬁu_uy_u‘_uh‘uwH m/z 41.10  92.44%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 CT T Tl
18.00 18.50

m/z 60.10 81.14%

’ 157-0185.0213'0 256.0
O\’\\Hi‘}‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
oy

o

18.00 18.50
5000 m/z 73.05 80.32%
129.0 2130 256.0
“ ‘H M H\ H\“ A ML ‘ 157 0\1850 ‘ ‘
U A A A S S AU
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid T ‘
43.0 73.0 18.00 18.50

m/z 55.10  72.27%

5000
129.0 242.0
‘ ‘ 199.0
‘ H ‘ H ‘ HM‘ ?\‘ \M I 1710

O‘VH‘NHm‘H‘_H‘_H‘_H‘_‘H_HH_MHN‘H_‘HJ‘H_‘H_‘ —r—

T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.374 3.37 ng/ul 95370  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 90
2 Octadecanoic acid 284 (C18H3602 000057-11-4 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 2786 (19.374 min): BM042754.D\data.ms (-2783) (- | m/z 43.10 100.00%
3.1
5000
31 129.1 241.2 - ——
| m ‘ ‘ 185.1 284.3 19.00 19.50
oL ‘ ‘M “Wumw‘“Mh“‘1“‘“‘1““‘1“ ‘W‘\HHH‘ “du\‘\\‘\hh‘” \‘m‘\‘\‘ ‘\\‘ — “35‘5‘ m/z 41.10 93.82%
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid
73.0
5000 1290 &06 ‘9‘6
1850 1/. 73 101 ° 82.507
29. 228.0 m/z . .50%
0 ‘\“h““ 1““‘\“1 \‘ T ‘\‘\‘ o “ T \“\ L L B e e
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
— ——
19.00 19.50
5000 129.0 m/z 60.05 82.21%
29.0 185.0 541 o 284.0
ol il g L L L
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid e —
43.0 19.00 19.50
m/z 57.05 71.05%
5000
20 1290 242.0
‘ ‘ 199.0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acq On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.086 3.67 ng/ul 103963  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 92
2 1-(Ethenesulfonyl)dodecane 260 C14H2802S 030719-66-5 91
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan3077(21086num BMO042754.D\data.ms (-3074) (- m/z 55.10 100.00%

b5.1

5000

—
207.1 21.00
258.1 303.1342.0 '

3031 m/z 43.10  94.49%

165.1

ol

m/z--> 50 100 150 200 250 300 350
Abundance #121337: 1-Heptadecene

83.0

5000 — :
21.00

m/z 57.10  86.23%

L1 1 F‘FO 1680 238.0

T } ‘ T T T ‘ L ‘\ ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #148062: 1-(Ethenesulfonyl)dodecane
43.0
P |
21.00
5000 B3.0 m/z 41.10  78.93%
ol “\ ﬂ“ \M | H‘ ‘1‘6‘1 ‘0‘ 2‘03‘0‘ 2‘4:3‘0‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecy! trifluoroacetate T ‘
57.0 21.00
97.0 m/z 83.10 70.92%
5000
0 ‘ ‘\ \‘\ “ \ i ? 182.0 238.0 283 0 3340
— Ll e A —r
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42754.D

Acqg On : 15 Nov 2023 03:59
Operator : MA/JU

Sample : 05079-02

Misc

ALS vial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 5.063 3.2 ng/ul 37862 1 7.834 235896 20.0
3,3-Dimethyldih...  8.845 2.2 ng/ul 25792 1 7.834 235896 20.0
trans-3,5-Dimet... 9.104 19.6 ng/ul 231622 1 7.834 235896 20.0
(1,2,3-Trimethy... 10.504 3.6 ng/ul 60003 2 10.645 331574 20.0
Benzophenone 15.857 2.1 ng/ul 45739 3 14.486 443204 20.0
n-Hexadecanoic ... 18.098 8.2 ng/ul 218275 4 17.239 535233 20.0
Tetradecanoic acid 19.374 3.4 ng/ul 95370 5 21.421 566566 20.0
(DEL) Alkane: S... 21.086 3.7 ng/ul 103963 5 21.421 566566 20.0
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