LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc :

ALS Vvial : 16 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©10523.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23762.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.270 27 31 38 rBV 42303 60832 1.19% 0.100%
2 3.699 101 104 121 rBV 409608 665036 13.06% 1.093%
3  3.934 139 144 151 rVB 19740 33511 0.66% 0.055%
4 4.028 156 160 165 rVB 17250 23859 0.47% 0.039%
5 4.481 232 237 247 rVB 306384 457059 8.98% 0.751%
6 4.975 315 321 326 rBV2 11068 15716 0.31% 0.026%
7 5.365 372 377 381 rBV 11099 14634 0.29% 0.024%
8 5.346 381 384 392 rBV 20679 39164 0.77% 0.064%
9 6.158 515 522 531 rVB 9270 17890 0.35% 0.029%
106 7.052 666 674 684 rVB 261666 422170 8.29% 0.694%
11  7.216 696 702 713 rBV 783728 1192705 23.43% 1.960%
12 7.416 729 736 745 rBV 811017 1256739 24.68% 2.065%
13 7.616 764 770 778 rVB9 8207 20122 0.40% 0.033%
14 7.887 809 816 824 rBV 855864 1308700 25.71% 2.151%
15 7.981 824 832 840 rVB7 27206 67267 1.32% 0.111%
16 8.599 929 937 949 rBvV 777694 1211573 23.80% 1.991%
17 8.781 964 968 979 rVB2 17417 34395 0.68% 0.057%
18 8.963 991 999 1001 rBvV2 13425 23192 0.46% 0.038%
19 8.999 1001 1005 1008 rVvV 34784 51474 1.01% 0.085%
20 9.058 1008 1015 1024 rVwV 940718 1487229 29.21% 2.444%
21  9.140 1024 1029 1034 rVB7 6553 12392 0.24% 0.020%
22 9.281 1045 1053 1061 rVB 45086 72076 1.42% 0.118%
23 9.387 1064 1071 1078 rBv4 14411 27923 0.55% 0.046%
24  9.458 1078 1083 1088 rVB3 10763 18478 ©0.36% 0.030%
25 9.510 1088 1092 1097 rVB3 16903 24649 0.48% 0.041%
26 9.581 1100 1104 1110 rBV 7795 14840 0.29% 0.024%
27 9.710 1120 1126 1131 rBV6 5740 13160 0.26% 0.022%
28 9.781 1131 1138 1150 rVB 771139 1226281 24.09% 2.015%
29 10.116 1187 1195 1200 rBV6 8581 20634 0.41% 0.034%
30 10.316 1222 1229 1239 rBV 1208656 1959057 38.48% 3.220%
31 10.481 1249 1257 1260 rBvV8 6578 14101 0.28% 0.023%
32 10.634 1278 1283 1286 rBvV3 8829 13904 0.27% 0.023%
33 10.699 1287 1294 1302 rVB 1160049 1902470 37.37% 3.127%
34 10.840 1311 1318 1333 rBV 1244087 2041726 40.10% 3.356%
35 10.946 1333 1336 1342 rVB6 6197 11928 0.23% 0.020%
36 11.210 1375 1381 1386 rBV4 18662 38084 0.75% 0.063%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc :

ALS Vvial : 16 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©10523.M
Title : SVOA CALIBRATION
37 11.252 1386 1388 1396 rVB4 10814 20810 0.41% 0.034%
38 11.475 1421 1426 1430 rBV5 6957 12786 ©0.25% 0.021%
39 11.557 1435 1440 1444 rVV8 7600 13757 0.27% 0.023%
40 11.610 1444 1449 1456 rVv8 6418 13645 0.27% 0.022%
41 11.675 1456 1460 1465 rVV 13462 22807 0.45% 0.037%
42 11.775 1472 1477 1481 rVWV3 9714 16551 0.33% 0.027%
43 11.828 1481 1486 1493 rVB1o 10575 25295 0.50% 0.042%
44 11.957 1503 1508 1513 rVB6 6928 11937 0.23% 0.020%
45 12.022 1513 1519 1525 rBvVv8 10200 25794 0.51% 0.042%
46 12.081 1525 1529 1530 rVW4 13186 16313 0.32% 0.027%
47 12.110 1530 1534 1538 rVB4 28815 44695 0.88% 0.073%
48 12.193 1543 1548 1551 rBV 20725 28108 ©0.55% 0.046%
49 12.287 1560 1564 1568 rVB2 18262 25104 0.49% 0.041%
50 12.387 1576 1581 1584 rBV6 7779 14311 0.28% 0.024%
51 12.757 1638 1644 1648 rBV9 10020 21724 0.43% 0.036%
52 12.969 1675 1680 1684 rBvV7 9186 18466 0.36% 0.030%
53 13.357 1742 1746 1752 rBV5 8982 16534 0.32% 0.027%
54 13.434 1754 1759 1763 rBV2 19915 33122 0.65% 0.054%
55 13.540 1774 1777 1782 rVB2 14680 19166 0.38% 0.031%
56 13.716 1803 1807 1809 rBV5 7465 12061 0.24% 0.020%
57 13.951 1839 1847 1855 rBV 2089847 2933194 57.61% 4.821%
58 14.128 1874 1877 1882 rBV2 16640 27536 0.54% 0.045%
59 14.187 1883 1887 1889 rVv3 43653 60933 1.20% 0.100%
60 14.228 1889 1894 1903 rVB 2209585 3258117 64.00% 5.355%
61 14.340 1909 1913 1917 rBV3 19289 28055 ©.55% 0.046%
62 14.410 1921 1925 1930 rVV 40072 68791 1.35% 0.113%
63 14.451 1930 1932 1937 rW 32795 43444 0.85% 0.071%
64 14.534 1937 1946 1952 rVV 1615884 2438486 47.90% 4.008%
65 14.598 1952 1957 1965 rVB 235231 345820 6.79% 0.568%
66 14.740 1975 1981 1987 rBV 207336 327692 6.44% 0.539%
67 15.004 2021 2026 2028 rBvV2 52086 83498 1.64% 0.137%
68 15.063 2033 2036 2043 rVB2 49732 76827 1.51% 0.126%
69 15.193 2054 2058 2065 rVB2 36821 52428 1.03% 0.086%
70 15.275 2069 2072 2078 rVWV 39042 50637 ©0.99% 0.083%
71 15.363 2083 2087 2093 rVB 74292 107527 2.11% 0.177%
72 15.528 2109 2115 2121 rBV 2763090 3868376 75.98% 6.358%
73 15.645 2130 2135 2141 rBV 785015 1054610 20.71% 1.733%
74 15.892 2172 2177 2185 rBV 958758 1315416 25.84% 2.162%
75 16.045 2198 2203 2208 rVB 191522 270868 5.32%  0.445%

76 16.457 2270 2273 2282 rVB 74272 122744 2.41% 0.202%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc :

ALS Vvial : 16 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©10523.M

Title : SVOA CALIBRATION

77 16.551 2285 2289 2294 rBV 104378 159020 3.12% 0.261%
78 16.687 2309 2312 2317 rVB3 65905 82156 1.61% ©.135%
79 16.881 2343 2345 2351 rVB 49722 59005 1.16% 0.097%
80 17.039 2369 2372 2376 rVV3 91194 114897 2.26% 0.189%
81 17.087 2376 2380 2387 rVB 285812 368119 7.23% 0.605%
82 17.151 2388 2391 2397 rVB2 53654 70847 1.39% 0.116%
83 17.281 2408 2413 2419 rVB 1803670 2480617 48.72% 4.077%
84 17.381 2424 2430 2439 rVB2 3046644 4298717 84.43% 7.065%
85 17.457 2440 2443 2449 rBv4 54607 87259 1.71% 0.143%
86 17.769 2492 2496 2501 rBV 197670 292223 5.74% 0.480%
87 18.063 2541 2546 2550 rBV2 203121 371367 7.29% 0.610%
88 18.110 2551 2554 2561 rVB 196151 290468 5.71% 0.477%
89 18.181 2562 2566 2574 rBV 777593 1049640 20.62% 1.725%
90 19.339 2760 2763 2768 rVB 149801 199370 3.92% 0.328%
91 19.392 2769 2772 2777 rVB 108775 130238 2.56% 0.214%
92 19.457 2780 2783 2788 rBV 179041 226251 4.44% 0.372%
93 19.681 2815 2821 2826 rBV 3719526 5091157 100.00% 8.367%
94 19.728 2826 2829 2836 rVB 300972 363596 7.14% 0.598%
95 19.910 2856 2860 2868 rVB2 340541 438688 8.62% 0.721%
96 21.180 3072 3076 3081 rBV 710356 804416 15.80%  1.322%
97 21.475 3122 3126 3133 rVB 2104220 2757261 54.16% 4.532%
98 22.733 3337 3340 3346 rVB 494269 662205 13.01% 1.088%
99 23.751 3505 3513 3527 rVB2 2251913 5007945 98.37% 8.231%
100 23.898 3532 3538 3549 rVB2 1401682 2676624 52.57% 4.399%

Sum of corrected areas: 60845041
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 23 Jan 2023 21:11
: CG/JU
: 01226-07

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
BN©23762.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BN023762.D\data.ms

10.31610165840

7075116 7.887

o

8.599
3.699

3270 || 34828 4.975538 6158

4.481

010.1161043 Qmm

87 ..‘}'

Time-->

9.50 10.00 10.50

350 400 450 500 550 6. OO 6. 50

700 7.50 8.00

900 11.00 1150

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN023762.D\data.ms

19.681

17.381
15.528
odf 720

13. 17.28

-

14.534

15.892

18.181

14159
1RABRBN 2. 1719691 msuqﬂﬁﬂ B?W

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 1750

1800 18.50 19.00 19.50 20.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BN023762.D\data.ms

21.475 23.751

3.898

21.180

_

22.733

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_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 1,3-Oxathiolane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.481 6.98 ng/ul 457059  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 90
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 64
3 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
4 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 38
5 Thiourea, methyl- 90 C2H6N2S 000598-52-7 36

Abundance Scan 237 (4.481 min): BN023762.D\data.ms (-232) (-) m/z 59.95 100.00%

60.0 90Q.0
5000

4.20 4.40 4.60 4.80
o“u“§§pﬁ“"H,‘M“ﬂ?ﬁp“l4?9‘u“_‘u%9?9 m/z 90.00  95.69%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2559: 1,3-Oxathiolane j\
600 90.0
5000 AR A

4.20 4.40 4.60 4.80
m/z 45.00 62.16%

27.0
HH‘\‘\“\“\MMH\ \\H’\M\‘\H\‘\\H’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200

o

Abundance #2558: 1,3-Oxathiolane
90.0
60.0

4.20 4.40 4.60 4.80

5000 m/z 58.95 61.56%
29.0 ‘
0““‘ﬂw‘pw‘w““‘w““‘H““H,““_““‘H““‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2514: Thiourea, methyl- T T T T
90.0 4.20 4.40 4.60 4.80

m/z 61.00 23.78%

5000 300

57.0

O bbb el by EEEREE H S —
miz--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.893 10.79 ng/ul 1315420  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2177 (15.892 min): BN023762.D\data.ms (-2172) (- | m/z 105.00 100.00%
105.0
5000 182.0
51.0
— e
15.50 16.00
152.0 .
Obrrrerrepeab e bbb 220 0 28 myz 77.00 70.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 — —=
15.50 16.00
510 m/z 182.00  48.80%
0H\‘\‘\H“H‘H‘H\MMHH"\\\’H\\"1\5\}2‘\"0\\\\‘HHH‘HH’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
— 1
15.50 16.00
5000 182.0 m/z 50.95 28.21%
51.0
ot8o |y | 1520
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 A;
Abundance #56927: Benzophenone - =T
105.0 15.50 16.00
m/z 50.00 9.23%
182.0
5000
51.0
152.0
[ USSR SIS S SIS ~7AﬁA‘ e
mlz--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Benzenesulfonamide, N-ethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.045 2.18 ng/ul 270868  Phenanthrene-di10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 64
3 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 58
4 Benzenesulfonic acid, 4-methyl-,... 200 C9H1203S 000080-40-0 53

5 4-Methyl-N-[2-(3-nitro-[1,2,4]tr... 311 C11H13N504S  1000301-83-5 50

Abundance Scan 2203 (16.045 min): BN023762.D\data.ms (-2198) (- m/z 91.00 100.00%
91.0
5000
65.0 155.0
199.0 UL
39? H 120.1 ‘ ‘ 16.00
Ol b b bk m/z 155.00  33.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0
5000 ) :
199.0 m/Z 65.00 28.29%
P 120.0 ‘
0\\\\‘\\\\"\\\\‘\\\\‘\\!\’\‘\\\l\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0 e ‘
16.00
5000 m/z 96.08  23.98%
184.0
65.0
39.0 ‘
ol 180 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 L
Abundance #70708: 4-Toluenesulfonylmethyl isocyanide N 1
91.0 16.00
m/z 199.00 18.34%
5000
620 155.0
39.0
131.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Benzenesulfonamide, N-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.087 2.97 ng/ul 368119  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 95
2 N-hexylbenzenesulfonamide 241 C12H19NO2S 007250-80-8 74
3 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 56
4 Malononitrile, 2-phenylazo- 170 C9H6N4 006017-21-6 50

5 N-Benzenesulfonyloxy-2,2-bis(tri... 335 C1@H7F6NO3S 055734-41-3 50

Abundance Scan 2380 (17.087 min): BN023762.D\data.ms (-2376) (- m/z 77.00 100.00%
77.0 141.0
170.0
5000
17.00 |
41-4 213.1 :
Obrerprondies s 1080 b LA e m/z 141.00  94.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90632: Benzenesulfonamide, N-butyl-
77.0 141.0170.0
5000 — ‘
17.00
300 m/z 170.00 83.42%
’ 213.0
0 H\‘\‘M\\“M\\“\\‘HH‘“\\\1\‘0\6\;\0‘\\\\‘h\\\\“\\h\‘\\\\‘H\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #124493: N-hexylbenzenesulfonamide
141.0170.0
77.0
17.00
5000 m/z 51.60 22.51%
0 33'9\‘\ I 14)6'0‘ I ‘ I 212.0241.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #159003: 2-propenoic acid, 2-methyl-, 2-[(phenylsulfonyl) —
77.0 141.0 17.00
m/z 78.00 10.95%
183.0
5000 440
Obrrrpebrefbsbit ekttt e 200 —
m/z--> 20 40 60 80 100120140160180200220240260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.769 2.36 ng/ul 292223  Phenanthrene-di10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 99
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 98
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 94
4 3-tert-Butylbenzoic acid, TMS 250 C14H2202Si 1000507-56-6 64
5 2,5-di-tert-Butyl-1,4-dimethoxyb... 250 C16H2602 007323-63-9 59
Abundance Scan 2496 (17.769 min): BN023762.D\data.ms (-2492) (- | m/z 235.10 100.00%
235.1
5000 j\\\
— —
57‘-0 910 o4 1750 ‘ | ‘ 17.50 18.00
bbb i g L2980 s 67,05 23.65%
m/z--> 50 100 150 200 250
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000 —— P
17.50 18.00
57.0 m/z 236.10  15.57%
91.0 4o80 1750 ‘ ‘
01‘ "0\‘ \“\ ‘u“‘\‘ L\‘ \“\‘M\}‘M\‘ \h“u ‘m‘ ST “ ‘m‘ L ‘\ ]
m/z--> 50 100 150 200 250
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
s =
17.50 18.00
5000 m/z 250.10 14.83%
0 910 g0 1750 | |
ol b A T
miz--> 50 100 150 200 250
Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr b e
235.0 17.50 18.00
m/z 57.00 13.91%
B WJ
50 %0 4310 150 | |
S = —
miz--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\

Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Palmitoleic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.063 2.99 ng/ul 371367 Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 99
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 97
3 Palmitoleic acid 254 C16H3002 000373-49-9 97
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 95
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91

Abundance Scan 2546 (18.063 min): BN023762.D\data.ms (-2541) (- m/z 55.05 100.00%
55.0
5000
97.0
— T \
Ll 187.0  qoaq1 2361 o 18.00
0b— N‘W” MNMMHWHWNM N;\ H\‘\,\ col.3 m/z 41.10 80.14%
m/z--> 50 100 150 200 250
Abundance #140797: Palmitoleic acid
55.0
5000 97.0 ——
18.00
m/z 69.05 73.39%
‘ H 137.0 495, 2360
[o | — ‘M ‘ \J u “ . \‘hm\\“ hh”\‘\ m‘“\ T — ‘M .‘ T ‘\‘ ’\ S
m/z--> 50 100 150 200 250
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
T \
18.00
5000 m/z 43.00 46.63%
97.0
| ‘\ M\ M \H L1300 1920 2360
oL ;“ “ b “ L w\ uw\ \‘h“d‘m\h“ “M‘ RN
m/z-—-> 50 100 150 200 250
Abundance #140796: Palmitoleic acid T ‘
55.0 18.00
m/z 83.05 46.29%
5000 97.0 J/L/
137.0 236.0
0 1‘5"0\“ “ ‘HJ H‘HM\ WHM“ m”\‘\ u‘“\ e ‘1 9‘:]-‘0‘ . \‘ - —
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11

Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
: SVOA CALIBRATION

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 7 (E)-Hexadec-9-enoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.110 2.34 ng/ul 290468  Phenanthrene-di10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 70
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 64
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 64
5 Palmitoleic acid 254 C16H3002 000373-49-9 62

Abundance Scan 2554 (18.110 min): BN023762.D\data.ms (-2551) (-
58.0

m/z 55.05 100.00%

5000

~

97.0 1490

18.00 18.50
“\ \‘ ‘ Mhhhh ‘\\Hhm\HH \hh . H\u y . \?9‘?"1 . ;‘2?\6"1‘ . ‘28‘1‘( m/z 41.00 52.53%

m/z--> 0 100 150 200 250
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0

o

5000 T —
18.00 18.50
m/z 69.05 50.07%
oL, ‘ﬂ M“\ MM‘ Mwm‘w ““1929“2?90“‘ .
m/z--> 50 100 150 200 250
Abundance #140797: Palmitoleic acid
55.0
— —

18.00 18.50
5000 m/z 83.05 27.79%

97.0
‘ 1370 49y 2360
0 . ‘M “ \! i “ L H‘H\‘ m”h HH\ el ‘M .‘ " . L‘ ‘\ .
mjz-> 50 100 150 200 250

Abundance #140807: cis-7-Hexadecenoic acid — —
55.0 18.00 18.50
m/z 97.05 23.64%
o150 |11 L L1370 sz0 2360 ot T
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.181 8.46 ng/ul 1049640  Phenanthrene-d10 17.281
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 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2566 (18.181 min): BN023762.D\data.ms (-2562) (- m/z 73.00 100.00%

43.0 73.0
5000 1290

213.2 U
H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
oL, ‘\me WNWWMMMN N‘ﬂ‘i‘kwﬁ“‘y “k : m/z 43.05 89.91%

miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 RN R
18.00 18.50
97.0 1710 2130 2560 m/z 59.95 84.48%
oL—— i““ “H‘\‘\‘ \\hu\ ;‘H‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘r\‘ . “\‘ N
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
e
430 730 256.0
— —
18.00 18.50
5000 m/z 41.10 74.72%
129.0
213.0
171.0 ‘
o Y PO G T
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid — —
73.0 18.00 18.50

m/z 55.00 67.17%

43.0 129.0 256.0
5000 213.0 MJMWMNJAAAkLNAVPﬁW
171.0
il ‘ ‘ ‘ \ |

0! Ao Al 3L —— —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 wunknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.910 3.18 ng/ul 438688  Chrysene-d12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+-)-2-Bromopropionyl chloride 170 C3H4BrcClo 071425-59-7 23
2 Cyclohexene, 4,5-dibromo- 238 C6H8Br2 062199-53-5 14
3 3-Amino-3-(pyridin-4-yl)propanoi... 238 C11H18N202Si  1000501-05-5 14
4 1,3-Benzodioxol-5-amine 137 C7H7NO2 014268-66-7 12
5 Benzene, 1-methyl-4-nitro- 137 C7H7NO2 000099-99-0 10
Abundance Scan 2860 (19.910 min): BN023762.D\data.ms (-2856) (- m/z 79.00 100.00%
79.0
137.0
5000
——
‘ ’ 1 124T2 20.00
o lld b (411871 [ 3269 4010 4750 ., 1p7.00  92.21%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45569: (+-)-2-Bromopropiony! chloride
107.0
27.0
5000 p—— —
20.00
m/z 137.00 74.46%
Ollfjl \1\‘1\7\2\-(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121430: Cyclohexene, 4,5-dibromo-
79.0
—
20.00
5000 m/z 125.00  32.25%
27.0
A .
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #120264: 3-Amino-3-(pyridin-4-yl)propanoic acid, TMS —
107.0 20.00
m/z 109.00 16.01%
- WMVMWMWMWAWWMM%NWwW
45.0
oh ettt 41620 2880 S
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.180 5.83 ng/ul 804416  Chrysene-di12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Tricosene 322 C23H46 018835-32-0 94

Abundance Scan 3076 (21.180 min): BN023762.D\data.ms (-3072) (- m/z 57.10 100.00%

57.1
5000 111.1

T
21.00 21.50

168.1
o ALLLLLL 168 2201 2610 5410 4020 475: 1/, “as 05 og.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
5000 111.0 T —
21.00 21.50

m/z 55.00  93.88%
)

Uil ‘\ 1670 266.0
\\\!‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho!
83.0

o

21}00 21}50
5000 m/z 83.10 93.16%
29. 9.0
o il L (T em0 200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene T —
57.0 21.00 21.50

m/z 69.05 88.79%

5000 111.0 VL
iy ‘ [167.0 406.0

Ot L —— Bam—e
miz—-> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample : 01226-07

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.733 4.95 ng/ul 662205 Perylene-di2 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
4 5-Bromo-1-pentanol 166 C5H11BroO 034626-51-2 59
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 53

Abundance Scan 3340 (22.733 min): BN023762.D\data.ms (-3337) (- m/z 69.10 100.00%

69.1
5000

1870 2250  23.00
obbadiliidy 2031 273.1 341.1 410.2 4761 549 ./, g1 .19  46.98%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0

5000 — —
22.50 23.00

m/z 41.00 24.87%

137.0
obotibiliy |, 2030 273.0 341.0 410.0
\\\f‘\\\‘\\\\‘T\\\‘\\f\‘\\\\[\\W\‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0

22.50 23.00
5000 m/z 95.10  11.99%

\1370
il emeo
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t —— —
69.0 22.50 23.00

m/z 68.00 11.58%

5000
136.0
‘udlANmHJu 2040 275,0332.0 ‘ ‘

(UREENTENIE I W S £ i — = :
miz--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23762.D

Acqg On : 23 Jan 2023 21:11
Operator : CG/JU

Sample . 01226-07

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.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|
1,3-0Oxathiolane 4.481 7.0 ng/ul 457059 1 7.887 1308700 20.0
Benzophenone 15.893 10.8 ng/ul 1315420 3 14.534 2438490 20.0
Benzenesulfonam... 16.045 2.2 ng/ul 270868 4 17.281 2480620 20.0
Benzenesulfonam... 17.087 3.0 ng/ul 368119 4 17.281 2480620 20.0
Benzoic acid, 3... 17.769 2.4 ng/ul 292223 4 17.281 2480620 20.0
Palmitoleic acid 18.063 3.0 ng/ul 371367 4 17.281 2480620 20.0
(E)-Hexadec-9-e... 18.110 2.3 ng/ul 290468 4 17.281 2480620 20.0
n-Hexadecanoic ... 18.181 8.5 ng/ul 1049640 4 17.281 2480620 20.0
unknown-01 19.910 3.2 ng/ul 438688 5 21.475 2757260 20.0
1-Heneicosanol 21.180 5.8 ng/ul 804416 5 21.475 2757260 20.0
Supraene 22.733 5.0 ng/ul 662205 6 23.904 2676620 20.0
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