LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\
Data File : BP017818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc :

ALS Vvial : 12 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-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17818.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.275 29 32 40 rvB2 15361 26864 1.36% 0.115%
2 3.722 105 108 120 rBV3 22664 54492 2.76% 0.233%
3 3.817 120 124 130 rVv2 24212 44400 2.25% 0.190%
4 3.887 131 136 146 rVB 25043 56572 2.86% 0.242%
5 4.011 152 157 163 rBV6 8844 17666 0.89% 0.076%
6 4.228 188 194 204 rBV 112912 197665 10.00% 0.846%
7 4.593 252 256 259 rVB6 6373 9077 0.46% 0.039%
8 4.640 259 264 273 rVB 98509 157250 7.95% 0.673%
9 4.934 308 314 322 rBV 30612 53903 2.73% 0.231%
106 5.075 334 338 342 rBV7 6101 11774 0.60% 0.050%
11 5.511 410 412 417 rVB6 3960 4937 0.25% 0.021%
12 6.293 539 545 551 rBV 48334 82048 4.15% 0.351%
13 6.446 567 571 573 rBV5S 3296 5556 ©0.28% 0.024%
14 6.511 580 582 584 rBV3 3061 3233  0.16% 0.014%
15 6.669 607 609 612 rV4 2968 3815 0.19% 0.016%
16 6.711 614 616 617 rVv2 4529 3571 0.18% 0.015%
17 6.728 617 619 624 rVB6 4608 5385 0.27% 0.023%
18 6.840 636 638 643 rVBS 3309 3401 0.17% 0.015%
19 7.046 667 673 685 rBv 343556 611842 30.94% 2.620%
20 7.228 697 704 718 rVB 298893 492616 24.91% 2.109%
21 7.405 728 734 745 rBV 389464 661764 33.47% 2.833%
22 7.510 748 752 755 rBV5 3379 4120 0.21% 0.018%
23 7.881 806 815 828 rBV 531441 877125 44.36%  3.755%
24 8.605 930 938 957 rBV2 317440 580080 29.34%  2.484%
25 8.746 957 962 969 rvVB 59922 95667 4.84% 0.410%
26 8.846 978 979 983 rBv4 2600 2706 0.14% 0.012%
27 9.087 1012 1020 1034 rBV 348296 608172 30.76% 2.604%
28 9.275 1048 1052 1057 rVB7 5481 9360 0.47% 0.040%
29 9.804 1134 1142 1153 rBV 296654 506721 25.63% 2.170%
30 10.187 1201 1207 1210 rBV7 5205 11078 0.56% 0.047%

31 10.334 1221 1232 1246 rBV 381546 723466 36.59%
32 10.528 1262 1265 1271 rVB8 3070 5542  0.28%
33 10.710 1288 1296 1312 rBV 663928 1107337 56.00%

Or hoOow
N
N
=Y
BN

34 10.887 1320 1326 1344 rBV 219737 456811 23.10% 956%
35 11.228 1380 1384 1385 rBV4 3050 3132 0.16% 013%
36 11.251 1385 1388 1393 rVB6 4535 7555 0.38% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\
Data File : BP017818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc :

ALS Vvial : 12 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-BP101823.MA.M
Title : SVOA CALIBRATION
37 11.416 1414 1416 1425 rBVi1e 2460 6235 0.32% 0.027%
38 11.740 1467 1471 1475 rBV7 5485 10002 0.51% 0.043%
39 11.769 1475 1476 1485 rVBS8 5186 8321 0.42% 0.036%
40 12.216 1547 1552 1554 rBV5 2935 4053 0.20% 0.017%
41 12.310 1564 1568 1575 rVB7 7216 13462 0.68% 0.058%
42 12.687 1630 1632 1637 rVB6 1989 2640 0.13% 0.011%
43 12.763 1642 1645 1648 rVV5 4080 6229 0.32% 0.027%
44 12.875 1659 1664 1665 rBV5 1977 3016 ©0.15% 0.013%
45 13.316 1733 1739 1744 rBV9 5502 10862 ©.55% 0.047%
46 13.416 1751 1756 1762 rBV 28058 45160 2.28% 0.193%
47 13.528 1772 1775 1777 rBV4 2334 2738 0.14% 0.012%
48 13.687 1796 1802 1807 rBV9 5060 9920 0.50% 0.042%
49 13.793 1816 1820 1824 rVB7 2847 4982 0.25% 0.021%
50 13.828 1824 1826 1832 rVB7 2747 4714 0.24% 0.020%
51 13.887 1832 1836 1837 rBV4 2511 2812 0.14% 0.012%
52 13.992 1847 1854 1865 rBV 734887 1017918 51.48% 4.358%
53 14.122 1875 1876 1883 rVB7 2037 2827 0.14% 0.012%
54 14.204 1883 1890 1894 rBV1e 2980 6125 0.31% 0.026%

55 14.275 1894 1902 1912 rBV 814282 1146442 57.98% 4.909%

56 14.398 1920 1923 1924 rBV3 2674 2695 0.14% 0.012%
57 14.422 1925 1927 1929 rW3 4392 4625 0.23% 0.020%
58 14.440 1929 1930 1935 rVB5 2735 3194 0.16% 0.014%
59 14.575 1946 1953 1962 rBV 896730 1294348 65.46% 5.542%
60 14.834 1991 1997 2011 rBV2 94824 262833 13.29% 1.125%
61 15.045 2027 2033 2039 rBV2 10211 21528 1.09% ©.092%
62 15.087 2039 2040 2044 rVB4 3672 2606 0.13% 0.011%
63 15.175 2051 2055 2056 rBvV4 2745 2975 0.15% 0.013%
64 15.369 2086 2088 2094 rVB7 4309 5212 ©.26% 0.022%
65 15.581 2117 2124 2132 rBV 997216 1439602 72.80% 6.164%
66 15.634 2132 2133 2140 rVV7 6054 10548 ©.53% 0.045%
67 15.728 2143 2149 2161 rVV 197655 315428 15.95% 1.351%
68 15.828 2161 2166 2172 rVVie 7382 17755 ©.90% 0.076%
69 16.222 2230 2233 2235 rBV4 2113 2996 0.15% 0.013%
70 16.369 2256 2258 2262 rVB5 2163 2604 0.13% 0.011%
71 16.451 2268 2272 2274 rBV6 3205 4185 0.21% ©0.018%
72 16.728 2316 2319 2323 rVB6 3798 4156 0.21% 0.018%
73 16.828 2332 2336 2341 rBVS8 1944 3190 0.16% 0.014%
74 16.892 2341 2347 2351 rBV2 16591 26402 1.34% ©0.113%
75 17.028 2368 2370 2371 rBV2 3182 2668 0.13% 0.011%
76 17.104 2379 2383 2388 rVB8 4484 7988 0.40% 0.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\
Data File : BP017818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc :

ALS Vvial : 12 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-BP101823.MA.M
Title : SVOA CALIBRATION
77 17.151 2388 2391 2394 rBV5 3387 4201 0.21% 0.018%
78 17.198 2394 2399 2400 rBV5 2497 2980 0.15% 0.013%
79 17.216 2400 2402 2406 rBV4 3444 5372 0.27% 0.023%
80 17.310 2416 2418 2421 rBv4 1645 2618 0.13% 0.011%
81 17.369 2422 2428 2433 rVV 1039097 1443156 72.98% 6.179%
82 17.410 2433 2435 2440 rVV 38908 52929 2.68% 0.227%
83 17.469 2440 2445 2456 rVV 1021079 1422205 71.92% 6.089%
84 17.575 2459 2463 2469 rVB8 10909 21293 1.08% 0.091%
85 17.728 2487 2489 2492 rVB3 3874 4127 0.21% 0.018%
86 17.810 2500 2503 2508 rVB5 4580 7715 0.39% 0.033%
87 17.863 2508 2512 2514 rBV4 4007 5091 0.26% 0.022%
88 18.004 2531 2536 2542 rVB1eO 7188 12807 ©.65% ©.055%
89 18.098 2548 2552 2556 rBV7 6695 9605 0.49% 0.041%
90 18.222 2568 2573 2582 rBV 132918 212522 10.75% 0.910%
91 19.051 2710 2714 2717 rBV2 9200 13717 ©0.69% 0.059%
92 19.292 2747 2755 2759 rBV6 27648 60089 3.04% 0.257%
93 19.398 2769 2773 2780 rVB 145195 189962 9.61% 0.813%
94 19.463 2781 2784 2795 rBV3 61092 99238 5.02% 0.425%
95 19.727 2823 2829 2840 rBV 1416605 1977411 100.00%  8.466%
96 20.192 2906 2908 2913 rVB5 20505 21775 1.10% 0.093%
97 21.151 3068 3071 3073 rBV2 50286 60157 3.04% 0.258%
98 21.510 3126 3132 3136 rBV 1137785 1532736 77.51% 6.562%
99 23.892 3530 3537 3544 rBV2 776572 1556929 78.74% 6.666%
100 24.063 3559 3566 3573 rBV 687376 1384734 70.03% 5.929%

Sum of corrected areas: 23356068
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\
Data File : BP@17818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP017818.D\data.ms
1400000

1200000
1000000

800000
10.710

600000 7.881

7.405
400000 5, 8.605 9087 9.804 10.334
0.887
200000 4.228 4640
3.275 332aaﬁ£ﬂﬁmk§@34%p675 551l4~d~¥*ﬁ%%§§§@m 486 9275 || 10.1810.52 10 PF 18077
0

Time--> 350 400 450 5.00 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP017818.D\data.ms

1400000

19.y27

1200000

15.581 14:2G%9

1000000 14,575

14.275
800000 13.992

600000

400000

200000

15.728 19.398
14.834 ) 14 20.192
BEE369 .6 GORR 0B AT BITasR09: 051

o e T e e T 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: BP017818.D\data.ms

1400000 21.510

1200000
23.892

1000000 4.063
800000

600000

400000

200000 21351

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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\BP102523\
Data File : BP@17818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.228 4.51 ng/ul 197665 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 72
2 4-Trifluoroacetoxyoctane 226 C1OH17F302 116465-17-9 56
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 50
4 3-Butyn-2-o0l, 2-methyl- 84 C5H80 000115-19-5 50
5 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 50
Abundance Scan 194 (4.228 min): BP017818.D\data.ms (-188) (-) m/z 69.10 100.00%
69.1
5000 [\\
o ERARERERERRE
133.0 208.2 4.00 4.20 4.40 4.60
olrhlel, 1330 208.2 2811341.2401.2 47535364 1/, 41,05 91.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
5000 L L I L A LR B
4.00 4.20 4.40 4.60
‘ \ m/z 43.18  52.20%
O‘\J\‘I‘WI“J\J1’\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106099: 4-Trifluoroacetoxyoctane
69.0
PR
4.00 4.20 4.40 4.60
5000 m/z 55.10 31.06%
1 L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3782: 1-Pentene, 3,3-dimethyl- e  ARRRRERRNES
69.0 4.00 4.20 4.40 4.60
m/z 39.10  21.49%
o“ W "“_m_‘H,mwHH‘mwwm‘www G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\
Data File : BP@17818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Cyclopentane, bromo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.640 3.59 ng/ul 157250 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 64
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 56
3 2-Butenoic acid, 4-nitrophenyl e... 207 C1OHONO4 014617-88-0 50
4 Zinc, bis(3-methyl-2-butenyl)- 202 C10H18Zn 066094-28-8 43
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 42
Abundance Scan 264 (4.640 min): BP017818.D\data.ms (-259) (-) m/z 41.10 100.00%
41.1
- u
e ARRRRRAN S
207.1 4.40 4.60 4.80 5.00
Ol Af)1028  “Hi- 28313412 4292 5054  m/z 69.10  87.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26542: Cyclopentane, bromo-
69.0
5000 L L B B IR R
4.40 4.60 4.80 5.00
m/z 39.05 41.75%
ol il 1480
‘\\\’\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3772: 1-Pentene, 2,3-dimethyl-
41.0
NS REEEES SR
4.40 4.60 4.80 5.00
5000 m/z 43.10 33.06%
01“ M‘Obo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)- T T T
69.0 4.40 4.60 4.80 5.00
m/z 42.05 12.52%
5000
0 ‘M || 139.0 207.0
i R REEE LS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\

Library Search Compound Report

Data File : BP@17818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

2

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
: SVOA CALIBRATION

¢ 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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.222 2.95 ng/ul 212522  Phenanthrene-di10 17.369
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 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2573 (18.222 min): BP017818.D\data.ms (-2568) (- m/z 73.05 100.00%

73.0
5000
213.3
— —
521 L o s
o_HU‘M,e\ww\m P82 357341614753 5420 n/; 43.e5  80.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
18.00 18.50
m‘ 213.0 m/z 60.00 79.69%
0‘\\\ ‘\\i’IWhWM}\l‘\\\r‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid

256.0

43.0

T
18.00 18.50
5000 m/z 41.00 67.66%

129.0
ol e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #126199: Pentadecanoic acid T —
73.0 18.00 18.50

m/z 55.05 65.38%

OLSJL \HHN .,ipxl\gfo J‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102523\
Data File : BP017818.D

Acqg On : 26 Oct 2023 00:23
Operator : MA/JU

Sample : 04953-08

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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|
(DEL) Alkane: S... 4.228 4.5 ng/ul 197665 1 7.881 877125 20.0
Cyclopentane, b... 4.640 3.6 ng/ul 157250 1 7.881 877125 20.0
n-Hexadecanoic ... 18.222 3.0 ng/ul 212522 4 17.369 1443160 20.0
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