LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acqg On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

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_ P\Methods\SFAM-EPA-BP030723.M
Title : SVOA CALIBRATION

Signal : TIC: BPO14155.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.417 35 39 42 rBV 39475 54836 ©0.80% 0.077%
2 3.452 42 45 51 rVB 42703 56502 0.82% 0.080%
3 3.852 110 113 136 rBV 243064 430386 6.25% 0.607%
4 4.975 148 151 157 rVB4 6976 9789 0.14% 0.014%
5 4.175 164 168 175 rVB 15448 23775 0.35% 0.034%
6 4.481 217 220 225 rBV7 3533 7375 0.11% 0.010%
7 4.634 238 246 256 rBV 82589 132580 1.93% 0.187%
8 5.334 361 365 369 rvB 7204 9237 0.13% 0.013%
9 5.593 406 409 418 rVB 5839 13674 0.20% 0.019%
10 5.728 427 432 436 rBv7 4005 8921 0.13% 0.013%
11 5.969 467 473 478 rVB9 3787 7435 0.11% 0.010%
12 6.928 629 636 643 rBV9 5174 10627 0.15% 0.015%
13 7.211 676 684 695 rBV 211403 375367 5.45% ©.529%
14 7.375 705 712 726 rBV 798339 1281015 18.62% 1.806%
15 7.581 740 747 755 rBV 769762 1256297 18.26% 1.771%
16 7.640 755 757 763 rVW5 13295 21534 0.31% 0.030%
17 7.699 763 767 776 rVB5 5666 14422 0.21% 0.020%
18 7.911 794 803 806 rBv8 8953 18199 0.26% 0.026%
19 8.052 819 827 835 rBV 810299 1298437 18.87% 1.830%
20 8.146 841 843 848 rVB5 6200 7732  0.11% 0.011%
21 8.358 875 879 883 rBV5 6250 9298 0.14% 0.013%
22 8.428 886 891 903 rvv2 29867 60681 0.88% 0.086%
23  8.534 903 909 914 rVB1e 5346 11523 0.17% 0.016%
24 8.763 934 948 958 rBV 662795 1130670 16.43% 1.594%
25 8.893 968 970 976 rvB7 5030 7223 0.10% 0.010%
26 8.969 979 983 990 rVB1o 4828 10874 0.16% 0.015%
27 9.163 1011 1016 1019 rBV6 6733 9345 0.14% 0.013%
28 9.222 1019 1026 1040 rBV 1031819 1756540 25.53% 2.476%
29 9.363 1048 1050 1056 rVB6 4125 7021 0.10% 0.010%
30 9.440 1056 1063 1068 rVV9 8648 19101 0.28% 0.027%
31 9.510 1071 1075 1079 rVV2 8433 13256 ©.19% 0.019%
32 9.581 1079 1087 1098 rvv2 84165 169858 2.47% 0.239%
33  9.675 1098 1103 1110 rVB4 30042 65823 0.96% 0.093%
34 9.805 1120 1125 1130 rVB5 15229 22188 ©0.32% 0.031%
35 9.863 1131 1135 1143 rVB5 7699 17129 0.25% 0.024%

36 9.952 1143 1150 1161 rBV 854721 1454756 21.14%  2.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acqg On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

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_ P\Methods\SFAM-EPA-BP030723.M
Title : SVOA CALIBRATION
37 10.052 1163 1167 1170 rBV5 6985 10752 ©0.16% ©0.015%
38 10.152 1181 1184 1191 rVB9 8405 14643 0.21% 0.021%
39 10.216 1191 1195 1198 rBV6 6401 10952 0.16% 0.015%
40 10.263 1199 1203 1209 rVBS8 10069 19981 0.29% 0.028%
41 10.399 1220 1226 1229 rBV7 8332 15286 ©0.22% 0.022%
42 10.493 1235 1242 1263 rBV 1193159 2113149 30.71% 2.978%
43 10.657 1263 1270 1274 rVV1e 8792 21330 0.31% 0.030%
44 10.705 1274 1278 1282 rVV6 8320 14611 0.21% 0.021%
45 10.775 1286 1290 1294 rVV6 5843 7924 0.12% 0.011%
46 10.875 1300 1307 1319 rVB 1124952 1901017 27.63% 2.679%
47 11.010 1323 1330 1349 rBV 519783 1050322 15.26% 1.480%
48 11.428 1394 1401 1403 rBV6 9959 19006 0.28% 0.027%
49 11.463 1405 1407 1414 rVB8 9498 14056 0.20% 0.020%
50 11.581 1422 1427 1435 rVB2 38663 68244 0.99% 0.096%
51 11.675 1439 1443 1445 rBV5S 8846 12839 0.19% 0.018%
52 11.846 1468 1472 1475 rBV5 7150 9961 0.14% 0.014%
53 11.922 1481 1485 1492 rVB1eO 9590 21194 0.31% 0.030%
54 12.069 1503 1510 1516 rBvV9 15877 38589 0.56% 0.054%
55 12.122 1516 1519 1524 rVB5 21398 34784 ©0.51% 0.049%
56 12.204 1524 1533 1538 rBV 126462 235606  3.42% 0.332%
57 12.252 1538 1541 1547 rVB6 16736 29511 ©0.43% 0.042%
58 12.463 1569 1577 1588 rBV5 26083 93188 1.35% 0.131%
59 12.628 1601 1605 1610 rBV4 20061 32776 0.48% 0.046%
60 12.951 1655 1660 1664 rBV7 10623 23691 0.34% 0.033%
61 13.387 1731 1734 1737 rBV4 12791 19801 0.29% 0.028%
62 13.499 1749 1753 1755 rBV5 16104 24241 0.35% 0.034%
63 13.651 1775 1779 1783 rVB6 14242 20654 0.30% 0.029%
64 13.869 1812 1816 1819 rBV5 19960 28038 0.41% 0.040%
65 13.910 1819 1823 1826 rVV5 34478 53010 ©0.77% 0.075%
66 13.951 1827 1830 1835 rVB 32689 49879 0.72% ©.070%
67 14.010 1837 1840 1842 rBV4 12165 16741 0.24% 0.024%
68 14.098 1848 1855 1862 rVB 2493733 3556486 51.68% 5.013%
69 14.246 1877 1880 1883 rBV5 15479 22681 0.33% 0.032%
70 14.304 1887 1890 1897 rVV9 33200 67777 ©.98% 0.096%
71 14.387 1898 1904 1915 rVB 2841230 4152292 60.34% 5.853%
72 14.493 1917 1922 1931 rVWV 150439 262185 3.81% 0.370%
73 14.610 1938 1942 1945 rBV5 50336 74991 1.09% 0.106%
74 14.693 1950 1956 1962 rVV 1823012 2634097 38.28% 3.713%
75 14.904 1988 1992 2003 rBV 150939 302641 4.40% 0.427%

76 15.057 2014 2018 2022 rBv4 60395 115285 1.68% 0.162%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acqg On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

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_ P\Methods\SFAM-EPA-BP030723.M
Title : SVOA CALIBRATION

77 15.434 2077 2082 2087 rBV2 47481 103364 1.50% 0.146%
78 15.687 2118 2125 2137 rVB 3603832 5300699 77.03% 7.471%
79 15.804 2139 2145 2152 rBV 1348578 1891133 27.48% 2.666%
80 15.892 2156 2160 2164 rBV 201289 247047 3.59% 0.348%
81 16.045 2181 2186 2194 rBV 188412 260414  3.78% 0.367%
82 16.204 2206 2213 2222 rBV 2500108 3520208 51.16% 4.962%
83 16.528 2264 2268 2274 rVB 130769 172717 2.51% 0.243%
84 16.716 2294 2300 2305 rBV 1522929 2103418 30.57% 2.965%
85 16.828 2316 2319 2324 rBV7 33037 68414 0.99% 0.096%
86 17.445 2418 2424 2431 rBV 2289460 3278384 47.64% 4.621%
87 17.545 2435 2441 2448 rBV 3965502 5523914 80.27% 7.786%
88 18.304 2566 2570 2580 rBV 738422 1020473 14.83% 1.438%
89 19.528 2775 2778 2789 rVB 298891 410304 5.96% 0.578%
90 19.769 2813 2819 2823 rBV 5116354 6881285 100.00% 9.699%
91 19.804 2823 2825 2834 rVB 290719 359108 5.22% 0.506%
92 20.733 2980 2983 2987 rBV2 151941 170010 2.47% 0.240%
93 21.198 3058 3062 3069 rBV 772054 942922 13.70% 1.329%
94 21.527 3112 3118 3125 rBV 2389151 3370537 48.98% 4.751%
95 22.792 3330 3333 3339 rVB 242419 344584 5.01% 0.486%
96 23.880 3511 3518 3527 rVB2 2448850 5091778 73.99% 7.177%

97 24.045 3540 3546 3555 rVB2 1406721 2869343 41.70% 4.044%

Sum of corrected areas: 70947693
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP014155.D\data.ms

5000000
4000000
3000000
2000000

9222 10.49310.875
1000000 7.37%81 8.052

3.852 7.21
| BUB2 )\ 4.925%.48834 5.338.50828.969 6.928 1\ 999 14, 1 8688 584 3 BB G LD

0\\‘\\\\"Fk\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\T\T\\TTT\\\\"\*\\\""\"\\\”"\\“\"T\"fW‘\A\\\"\\\\‘\\\'

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP014155.D\data.ms

19.Y69
5000000

17.545

4000000 15.687

3000000 14.387

14.098 16.204 17.445

14.693
2000000 16.716
5.804

1000000 18.304

19.52.8.&
BOR45 165
o 2R 282 951 13 3R QST 828

Time--> 12.00 12,50 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: BP014155.D\data.ms

5000000

4000000

21.527 23.880

3000000

2000000

1000000

o

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 1 1,3-Oxathiolane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.634 2.04 ng/ul 132580 1,4-Dichlorobenzene-d4 8.052

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 94
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 83
3 3-Thietanol 90 C3H60S 010304-16-2 53
4 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
5 2,3-Dimercaptopropan-1-ol 124 C3H80S2 000059-52-9 39
Abundance Scan 246 (4.634 min): BP014155.D\data.ms (-238) (-) m/z 60.00 100.00%

60.0
5000

4.40 4.60 4.80 5.00

bt 1 1851 207.0268,9326.9  425.1 4900546. /7 op.00  93.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2559: 1,3-Oxathiolane
60.0
5000 UL L L I L B

4.40 4.60 4.80 5.00
m/z 58.95 61.03%

|
\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2558: 1,3-Oxathiolane
90.0

4.40 4.60 4.80 5.00

o

5000 m/z 44.95 58.19%
P9.
0 ‘[J'_H A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2556: 3-Thietanol  ERARARENEEESSEEEEEC
90.0 4.40 4.60 4.80 5.00

m/z 60.95  23.44%

5000 A
L

m/z--> 50 100 150 200 250 300 350 400 450 500 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 Phenol, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.204 2.48 ng/ul 235606  Naphthalene-d8 10.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 94
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 87
Abundance Scan 1533 (12.204 min): BP014155.D\data.ms (-1524) (| m/z 135.00 100.00%
135.0
5000
—— —
77-ﬁ \ 12.00 12.50
Ol bpbblibs || 207.0  296.0356.0 4293 8322 /7 167.05 51.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 e e
12.00 12.50
m/z 150.00  19.97%
77.
O]‘-\S\-\Ou‘m!‘hltrﬁ[”\l%Hl\\\\‘HH‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
— —
12.00 12.50
5000 m/z 95.00 15.45%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27478: Phenol, m-tert-butyl- T T
135.0 12.00 12.50
m/z 91.00 13.35%
5000
41.0
0‘N\ui‘”\‘h\tmd‘“\uu,\u\‘uu‘uu‘\u\‘HHWHWHWH‘\ P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP@30723.M Tue Mar 21 13:11:24 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 3 Benzenesulfonamide, N-ethyl... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.204  21.48 ng/ul 3520210  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 52
3 p-Toluenesulfonylacetonitrile 195 C9HINO2S 005697-44-9 50
4 Tolbutamide 270 C12H18N203S 000064-77-7 50
5 1-Hydroxytricyclo[4.3.0.0(4,9)]n... 308 C16H2004S 201992-83-8 50
Abundance Scan 2213 (16.204 min): BP014155.D\data.ms (-2206) (- m/z 91.00 100.00%

91.0
5000
155.0
—A

—
‘ 16.00 16.50

LIH‘ L ‘m_H‘\u?“"’?‘-?w‘3“"'9‘-9“7'9‘1;‘1‘4‘59;9‘5‘1‘?:ﬁ‘ m/z 155.00  30.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0
—

o

5000 U
155.0 16.00 16.50

m/z 65.00 29.00%
]

299 l

WLy

O ‘ TT % ‘\ T ‘ ‘\ \‘ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70709: 4-Toluenesulfonylmethyl isocyanide
91.0
— —
155.0 16.00 16.50
5000 m/z 90.00 25.71%

290 4 1
0 et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70698: p-Toluenesulfonylacetonitrile —— 7
91.0 16.00 16.50
m/z 199.10 17.85%
5000 155.0
27. l
o“mwﬁhﬂ“H‘m‘uu‘H‘_‘H‘H“_‘H‘H‘w“u‘u‘w‘ e —— j
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP@30723.M Tue Mar 21 13:11:26 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 4 Benzenesulfonamide, N-ethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.716  12.83 ng/ul 2103420  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 97
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 95
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
4 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 86
5 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 81
Abundance Scan 2300 (16.716 min): BP014155.D\data.ms (-2294) (- m/z 91.00 100.00%
91.0
154.9
5000
— —
16.50 17.00
ol bl 421522811 3695 47535360y 7 154.95  69.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0
5000 L 1 T 7
16.50 17.00
‘ m/z 183.95 45.91%
0 ‘\\‘\-\lH'\JT "THH'\H‘WHH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 \
155.0 — ——
16.50 17.00
5000 m/z 65.00 28.52%
28.
0 _wﬁm B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl- —= —
155.0 16.50 17.00
m/z 92.00 12.54%
91.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.304 6.23 ng/ul 1020470  Phenanthrene-d10 17.445
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2570 (18.304 min): BP014155.D\data.ms (-2566) (- m/z 73.00 100.00%
5000 WJL/\
2132 = —
’ “H 2 18.00 18.50
0o iR \wm,m\lgm 2830 3691 462815312 1/, 6e.e0 83.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 — s
129.0 18.00 18.50
m/z 43.05 79.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
— ——
18.00 18.50
5000 129.0 m/Z 55.10 70.31%
u 213.0
(- H"MJ,H‘Mw‘\”H_Hww_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid “ —
73.0 18.00 18.50
m/z 57.05 69.30%
256.0
5000
U 57.0
o_wﬂ‘p" H““,H _— =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.528 2.43 ng/ul 410304  Chrysene-d12 21.528
Hit# of 5 Tentative ID MW MolForm CAS# 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 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Octadecanoic acid 284 C18H3602 000057-11-4 64
Abundance Scan 2778 (19.528 min): BP014155.D\data.ms (-2775) (- m/z 73.00 100.00%
241.2 —— :
‘ H | 171 \ 19.50
O bl H\M o 3951416.0476.3 549. 1/, 43 19 84.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
19.50
H 1850  284.0 m/z 57.05 73.68%
O‘\\"\U’ "1"\'[““!“1\‘\f\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
T \
19.50
5000 284.0 m/z 55.05 72.14%
185.0
ob ‘Mh\“ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid —
43.0 19.50
m/z 60.00 71.18%
5000 129.0
284.0
R T it
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acq On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.198 5.60 ng/ul 942922  Chrysene-di12 21.528
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3062 (21.198 min): BP014155.D\data.ms (-3058) (- m/z 57.10 100.00%
1.1

5
5000

1051 —
} 2392 21.00 21.50
b, (2207 3130 3833 47505842 L/, g3 65 96.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

o

5000 T —
21.00 21.50
125.0 m/z 55.85 95.72%
“ 336.0
O‘\\\\\‘\“M\“\‘\‘\H‘l"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
—— ——
21.00 21.50
5000 ITI/Z 43.10 85.99%

o

125.0
{11, 2000 5
B L
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #264236: n-Tetracosanol-1 T
57.0 21.00 21.50
m/z 69.05 85.63%

5000
125.0
{ M\ J\ 1\ ) 1.195'0 308.0

o_u\‘\‘mH‘mWm_mwWm_HWH,HH_HW —r ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP032023\
BP014155.D

: 20 Mar 2023 23:36
: CG/JU
: 01885-01

: 20 Sample Multiplier: 1

TIC Library

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
. SVOA CALIBRATION

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 Squalene Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
22.792 2.40 ng/ul 344584  Perylene-di12 24.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 72
2 Farnesol isomer a 222 C15H260 1000108-92-4 72
3 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 72
4 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 64
5 Supraene 410 C30H50 007683-64-9 64

Abundance Scan 3333 (22.792 min): BP014155.D\data.ms (-3330) (- m/z 69.05 100.00%
69.0
5000 V&«gﬂkMAMWWWNWA/
2250 2300
137.1 . .
2081
o ‘ b MM Ll fois 28113411 42904899549, ./, 81 .65  48.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 —r— ——
22.50 23.00
m/z 41.00 21.84%
137.0
O \\l\“d\ “\‘\‘”““\ \”\A\d‘\\\29‘3\9\‘2\7\3\\0‘\3\4\]“9\ \4\.]‘-\0\\0\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101957: Farnesol isomer a
69.0
— —
22.50 23.00
5000 m/z 95.05 15.95%
ol ROz WJ\WW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101990: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- — ——
69.0 22.50 23.00
m/z 68.05 11.21%
- WJ\W
oHNh'I2220 e i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14155.D

Acqg On : 20 Mar 2023 23:36
Operator : CG/JU

Sample : 01885-01

Misc

ALS vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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|
1,3-Oxathiolane 4.634 2.0 ng/ul 132580 1 8.052 1298440 20.0
Phenol, p-tert-... 12.204 2.5 ng/ul 235606 2 10.875 1901020 20.0
Benzenesulfonam... 16.204 21.5 ng/ul 3520210 4 17.445 3278380 20.0
Benzenesulfonam... 16.716 12.8 ng/ul 2103420 4 17.445 3278380 20.0
n-Hexadecanoic ... 18.304 6.2 ng/ul 1020470 4 17.445 3278380 20.0
Octadecanoic acid  19.528 2.4 ng/ul 410304 5 21.528 3370540 20.0
(DEL) Alkane: S... 21.198 5.6 ng/ul 942922 5 21.528 3370540 20.0
Squalene 22.792 2.4 ng/ul 344584 6 24.045 2869340 20.0
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