LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc :

ALS Vvial : 28 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-BP100724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@22436.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.199 33 36 44 rVB 9863 12877 0.46% 0.057%
2 3.469 78 82 88 rBv2 8920 13046 0.47% 0.057%
3 3.599 99 104 105 rBV2 8960 10167 ©0.36% 0.045%
4 3.622 105 108 113 rVvV2 29107 47410 1.70% ©0.208%
5 3.675 113 117 120 rVWV 34152 50367 1.80% 0.221%
6 3.711 120 123 129 rW 30491 40362 1.45% 0.177%
7 3.764 129 132 140 rVB4 7597 15255 ©.55% 0.067%
8 3.917 150 158 167 rVV3 29984 55720 2.00%  0.245%
9 4.081 181 186 196 rBV4 9422 16147 0.58% 0.071%
106  4.175 198 202 209 rVB5 10458 15855 0.57% 0.070%
11 4.299 215 223 228 rBV2 20663 31150 1.12% 0.137%
12 4.446 241 248 252 rBV 229928 401505 14.38% 1.765%
13 4.522 258 261 269 rVB 50734 72466  2.60%  0.319%
14 4.687 286 289 291 rVW4 5038 7612 0.27% 0.033%
15 4.716 291 294 305 rVv8 7405 16339 0.59% 0.972%
16 4.828 307 313 319 rBV 18584 28978 1.04% 0.127%
17 4.928 326 330 338 rVB8 4950 12046 0.43% 0.053%
18 5.605 438 445 449 rBV6 16078 28371 1.02% 0.125%
19 5.652 449 453 459 rVW 29824 47097 1.69% 0.207%
20 5.711 459 463 468 rVVve6 5338 11823 0.42% 0.052%
21 5.758 468 471 477 rVB5 4004 7589 0.27% 0.033%
22 5.963 499 506 512 rBv7 12071 29767 1.07% 0.131%
23  6.046 516 520 522 rVV2 10059 15614 0.56% 0.069%
24 6.075 522 525 531 rVB2 16040 26339 0.94% 0.116%
25 6.328 559 568 575 rBV 255302 413496 14.81% 1.818%
26 6.522 593 601 609 rBV8 17736 48120 1.72% 0.212%
27 6.816 643 651 653 rBV 11723 21059 0.75% 0.093%
28 6.858 653 658 667 rVB 189674 309936 11.10% 1.363%
29 7.010 678 684 692 rBvV 155767 237290 8.50% 1.043%
30 7.210 711 718 730 rBV 208169 329276 11.80% 1.448%
31 7.363 739 744 752 rBV5 11596 24615 0.88% 0.108%
32 7.587 777 782 784 rBV5 5413 8643 0.31% 0.038%
33 7.663 788 795 804 rVB 501971 818385 29.32%  3.598%
34 7.734 804 807 813 rBV5 5859 9974 0.36% 0.044%
35 7.840 821 825 830 rvB4 9782 15927 ©0.57% 0.070%
36 7.922 832 839 843 rBV5 14766 28585 1.02% 0.126%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc :

ALS Vvial : 28 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-BP100724.MA.M
Title : SVOA CALIBRATION
37 7.975 843 848 855 rvwW 137525 212807 7.62% 0.936%
38 8.369 906 915 922 rBV 117625 215328 7.71% 0.947%
39 8.475 929 933 942 rVB 37440 64334 2.30% 0.283%
40 8.804 983 989 999 rBvV 189414 321054 11.50% 1.411%
41  8.899 999 1005 1008 rVV2 19470 34083 1.22% 0.150%
42 8.940 1008 1012 1021 rVB8 9287 21336 0.76% 0.094%
43 9.216 1052 1059 1068 rvVB2 19612 40662 1.46% 0.179%
44  9.363 1078 1084 1091 rBV 19521 35489 1.27% 0.156%
45 9.516 1102 111@ 1124 rBV 167778 278633  9.98%  1.225%
46 9.699 1134 1141 1147 rBvVi1e 7516 17775 0.64% 0.078%
47 9.869 1162 1170 1176 rVB7 4628 11440 0.41% 0.050%
48 10.057 1193 1202 1218 rBV 254361 509766 18.26% 2.241%
49 10.281 1235 1240 1247 rVB5 5299 9598 0.34% 0.042%
50 10.422 1256 1264 1275 rBV 658320 1097090 39.30% 4.823%
51 10.557 1281 1287 1293 rBV 62508 121821 4.36% 0.536%
52 10.799 1323 1328 1331 rBV6 4573 8339 0.30% 0.037%
53 10.881 1335 1342 1349 rVW4 26540 53842 1.93% 0.237%
54 10.957 1349 1355 1365 rvv4 8468 21995 0.79% 0.097%
55 11.087 1368 1377 1383 rvv9 6096 19147 0.69% 0.084%
56 11.151 1383 1388 1394 rVB5 5168 11399 0.41% 0.050%
57 11.234 1394 1402 1410 rBV8 9216 22902 0.82% 0.101%
58 11.698 1474 1481 1485 rVB2 10314 18923 0.68% 0.083%
59 11.781 1489 1495 1501 rVBS 5806 10212 0.37% 0.045%
60 12.010 1526 1534 1538 rBV6 5833 14643 0.52% 0.064%
61 12.057 1538 1542 1549 rVB9 4593 8089 0.29% 0.036%
62 12.375 1590 1596 1602 rVB2 13073 20233 0.72% 0.089%
63 12.475 1609 1613 1617 rBV2 6670 10135 0.36% 0.045%
64 12.634 1634 1640 1643 rBVS8 4880 7461 0.27% 0.033%
65 13.687 1810 1819 1835 rBV 456197 739602 26.50%  3.251%
66 13.969 1858 1867 1880 rBV 484598 806591 28.90%  3.546%
67 14.281 1911 1920 1928 rBV 1118631 1655793 59.32% 7.279%
68 14.504 1952 1958 1975 rBV 144709 272169 9.75% 1.197%
69 14.651 1979 1983 1990 rVV5 12129 27917 1.00% 0.123%
70 14.722 1990 1995 1999 rVB7 9908 16661 0.60% 0.073%
71 15.098 2055 2059 2065 rBV7 9168 16848 0.60% 0.074%
72 15.286 2084 2091 2098 rBV 713936 1112045 39.84% 4.889%
73 15.351 2098 2102 2108 rVB9 6380 12429 0.45% 0.055%
74 15.428 2110 2115 2122 rBV 153360 228589 8.19% 1.005%
75 15.663 2145 2155 2164 rBV 217856 388968 13.93% 1.710%
76 15.834 2180 2184 2188 rVB7 6155 8060 0.29% 0.035%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc :

ALS Vvial : 28 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-BP100724.MA.M
Title : SVOA CALIBRATION

77 15.957 2197 2205 2213 rBV3 35843 66584  2.39% 0.293%
78 16.233 2248 2252 2263 rVB7 11045 21576 0.77% 0.095%
79 16.481 2290 2294 2300 rBV8 10598 17925 0.64% 0.079%
80 16.563 2305 2308 2311 rVV5 5378 7897 0.28% 0.035%
81 16.604 2311 2315 2322 rVB 18189 27526 ©0.99% 0.121%
82 16.775 2338 2344 2350 rVB3 23821 38430 1.38% 0.169%
83 16.904 2363 2366 2369 rVB3 7149 8305 0.30% 0.037%
84 17.081 2389 2396 2402 rBV 1304839 2184098 78.25% 9.602%
85 17.128 2402 2404 2408 rVV 78326 93559 3.35% 0.411%
86 17.186 2408 2414 2424 rW 866974 1208749 43.30% 5.314%
87 17.786 2513 2516 2520 rBV6 7536 11497 0.41% 0.051%
88 17.892 2529 2534 2539 rBV8 18014 34604 1.24% 0.152%
89 18.016 2547 2555 2564 rBV2 205180 409836 14.68% 1.802%
90 18.186 2581 2584 2590 rBv4 15295 20499 0.73% 0.090%
91 18.604 2653 2655 2658 rVB3 13940 15360 ©.55% 0.068%
92 18.851 2694 2697 2701 rBVS5 10342 15229 0.55% 0.067%
93 19.210 2753 2758 2764 rVB 171842 277677 9.95% 1.221%
94 19.345 2778 2781 2788 rBV5 53930 88167 3.16% ©.388%
95 19.563 2812 2818 2828 rBV3 699749 1302016 46.64% 5.724%

96 20.110 2909 2911 2915 rBV2 30002 26052 .93%  0.115%
97 21.186 3091 3094 3101 rVB4 89054 128896 .62% 0.567%
98 21.510 3143 3149 3155 rBV 1785813 2791357 100.00% 12.271%
99 24.551 3662 3666 3676 rVB 265049 610149 21.86% 2.682%
100 24.768 3696 3703 3705 rBV 864672 1557480 55.80% 6.847%

O

Sum of corrected areas: 22746884
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP022436.D\data.ms
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Abundance TIC: BP022436.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\

Library Search Compound Report

Data File : BP©22436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724 .MA.M
: SVOA CALIBRATION

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 2-Cyclohexen-1-one Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.328 10.11 ng/ul 413496  1,4-Dichlorobenzene-d4 7.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 90
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 86
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 58
5 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 53

Abundance Scan 568 (6.328 min): BP022436.D\data.ms (-559) (-)
68.0

m/z 68.00 100.00%

5000

R RARa R
' ’ 6.00 6.20 6.40 6.60
ek 1182.7193.0 281.0340.9 4151 489.6549. | n/z 96.00  26.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #3150: 2-Cyclohexen-1-one

o

68.0

5000 A eEES
6.00 6.20 6.40 6.60

m/z 39.05 19.95%

A\L‘“l ‘
‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3153: 2-Cyclohexen-1-one
68.0

6.00 6.20 6.40 6.60

o

5000 m/z 40.00 15.05%
o\“ﬂ,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one TR
68.0 6.00 6.20 6.40 6.60

m/z 42.00 7.66%

oh Jt

|
R L L R L B R R R IR B R R R R RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.975 5.20 ng/ul 212807 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 95
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 76
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 64

4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 58
5 (t-Butylthio)carbonylacetic acid... 204 C9H1603S 1000192-52-7 37

Abundance Scan 848 (7.975 min): BP022436.D\data.ms (-843) (-) m/z 56.95 100.00%

57.0
5000

| ' 1360 121 2080 7.60 7.80 8,00 8.20
o ARLTECT 221.2282.9341.24008 4995 y/p 79,95 34.62%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17285: 2-Chlorocyclohexanol
57.0
5000 L L L BN B R R
7.60 7.80 8.00 8.20
m/z 80.95 26.14%
134.0
O‘\\“#A“A\u"\m\m\‘l‘\‘\\L\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17288: 2-Chlorocyclohexanol
57.0
A o R
7.60 7.80 8.00 8.20
5000 m/z 87.90 19.65%
m ’ 134.0
o"Jhu‘“‘eﬂ!'vw_uJu_H‘,‘m‘HHWH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17289: 2-Chlorocyclohexanol e e
57.0 7.60 7.80 8.00 8.20

m/z 41.00 18.03%

5000

h\ ‘H 1 mlhl‘3‘4.0
O e e e e e R BEAREwEs ST S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.663 4.70 ng/ul 388968  Acenaphthene-d10 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 87
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 50
Abundance Scan 2155 (15.663 min): BP022436.D\data.ms (-2145) (- m/z 105.00 100.00%
105.0
181.9
5000
—— —
39 15.50 16.00
Ofribd o | 2665 3548 4271 5045  m/z 77.00  70.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 P ——
15.50 16.00
m/z 181.95 66.48%
27.0
O \\‘\‘\‘\\”\\‘\\\\‘h\\!‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
—— —
182.0 15.50 16.00
5000 ’ m/z 50.95 23.56%
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone fp— =
105.0 15.50 16.00
m/z 181.00 10.91%
5000 182.0
0 27‘0‘ il i I
e e e e e e e e —=— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

SFAM-EPA-BP100724.MA.M Thu Oct 17 13:35:14 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724 .MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.016 3.75 ng/ul 409836  Phenanthrene-d10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 83

Abundance Scan 2555 (18.016 min): BP022436.D\data.ms (-2547) (- m/z 73.00 100.00%

73.0
5000 213.0
1 \
]
ol AMULERZE 41| 2909 3559 4287 5028 /. 6o.00 75.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — :
129.0 18.00
m/z 43.05 68.45%
0 .\‘M Jm Jh AM Ul \}?ﬂb\ l
‘\\\‘ \\‘1\\1’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid

~J
w

.0

%

18.00
5000 m/z 57.00 64.31%

171.0

mhn,m‘\

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

o
=
al

*6

—

Abundance #143511: n-Hexadecanoic acid

73.0 18.00
m/z 55.00 61.25%
256.0
5000
“ 57.0

Ok “HJM.\,H\,H‘ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

SFAM-EPA-BP100724.MA.M Thu Oct 17 13:35:15 2024 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101624\
Data File : BP022436.D

Acqg On : 17 Oct 2024 06:40
Operator : RC/JU

Sample : P4329-17

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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|
2-Cyclohexen-1-one 6.328 10.1 ng/ul 413496 1 7.663 818385 20.0
2-Chlorocyclohe... 7.975 5.2 ng/ul 212807 1 7.663 818385 20.0
Benzophenone 15.663 4.7 ng/ul 388968 3 14.281 1655790 20.0
n-Hexadecanoic ... 18.016 3.8 ng/ul 409836 4 17.081 2184100 20.0
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