LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc :

ALS vial : 8 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-BP060723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15624.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 34 37 42 rVB4 8804 14133 0.63% 0.059%
2 3.858 113 114 123 rBV 53236 90091 4.04% 0.377%
3  3.952 127 130 133 rVB4 8022 10887 0.49% 0.046%
4 4.076 147 151 158 rVvB3 10873 20624 0.92% 0.086%
5 4.176 166 168 172 rVB5 4651 6181 ©0.28% 0.026%
6 4.340 193 196 199 rBV5 2659 3095 0.14% 0.013%
7 4.911 290 293 296 rVB5S 1949 2912 0.13% 0.012%
8 5.128 326 330 333 rBVS 3152 4753 0.21% 0.020%
9 5.281 355 356 360 rVvB4 2262 2302 0.10% 0.010%
10 5.740 431 434 435 rBV3 2037 2320 0.10% 0.010%
11  6.311 525 531 533 rBVS 5330 10833 0.49% 0.045%
12 6.717 596 600 602 rBV5 1937 2484 0.11% 0.010%
13 6.758 605 607 610 rVB4 2193 2564 0.11% 0.011%
14 7.046 654 656 660 rBV5 1746 2436 0.11% 0.010%
15 7.111 660 667 668 rVB7 2115 3549 0.16% 0.015%
16 7.246 688 690 705 rVB2 132881 229377 10.28%  0.960%
17 7.4e5 712 717 724 rBV 99717 167768 7.52% 0.702%
18 7.611 746 752 761 rBV 139612 242118 10.85% 1.013%
19 7.687 762 765 768 rVvV5 5094 6559 0.29% 0.027%
20 7.717 768 770 775 rVB6 2553 3894 0.17% 0.016%
21 8.087 826 833 841 rVW 275080 467639 20.96% 1.957%
22 8.181 848 849 855 rVB6 2457 3630 0.16% 0.015%
23 8.293 866 868 873 rVB6 2605 3135 0.14% 0.013%
24 8.369 873 881 882 rBvVS8 2677 6205 0.28% 0.026%
25 8.811 949 956 967 rBV 118591 233527 10.47% 0.977%
26 8.928 972 976 985 rvB2 9362 16722 0.75% 0.070%
27  9.263 1024 1033 1049 rBV 134941 261774 11.73%  1.096%
28 9.640 1095 1097 1100 rVB4 2348 2430 0.11% 0.010%
29 9.940 1145 1148 1151 rBV4 1903 2440 0.11% 0.010%
30 9.993 1151 1157 1168 rBV 113898 221189 9.91% 0.926%

31 10.546 1244 1251 1265 rBV 128373 306417 13.73%
32 10.863 1301 1305 1306 rBv4 2487 3299 0.15%
33 10.910 1306 1313 1320 rBV 417461 715275 32.06%
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B

34 11.069 1331 1340 1354 rBV 74993 217556  9.75% 910%
35 11.263 1372 1373 1377 rBV4 1713 2316 0.10% 010%
36 11.357 1387 1389 1394 rVB6 1997 2601 0.12% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc :

ALS vial : 8 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-BP060723.MA.M
Title : SVOA CALIBRATION
37 11.599 1428 1430 1432 rBV3 1898 2376 0.11% 0.010%
38 11.910 1479 1483 1486 rVvveé 2271 3577 ©0.16% 0.015%
39 12.504 1579 1584 1588 rBvVS8 3988 7195 0.32% 0.030%
40 12.569 1591 1595 1596 rBV4 2405 3071 0.14% 0.013%
41 12.657 1606 1610 1612 rBV5 6438 8917 0.40% 0.037%
42 12.781 1625 1631 1632 rBV6 3662 5513 0.25% 0.023%
43 13.122 1687 1689 1692 rVB4 2074 2492 0.11% 0.010%
44 13.157 1692 1695 1697 rBv4 3004 2541 0.11% 0.011%
45 13.246 1705 1710 1714 rBV7 3931 6559 0.29% 0.027%
46 13.281 1714 1716 1720 rVB5 2445 2900 0.13% 0.012%
47 13.334 1720 1725 1729 rBvV8 3659 6661 ©0.30% ©0.028%
48 13.451 1740 1745 1747 rBV5 4033 6214 0.28% 0.026%
49 13.481 1748 1750 1754 rWV5 3879 4730 0.21% 0.020%
50 13.534 1754 1759 1762 rVWV5 4210 5388 0.24% 0.023%
51 13.610 1767 1772 1778 rVB3 15959 25511 1.14% 0.107%
52 13.687 1781 1785 1787 rBv4 2442 2765 0.12% 0.012%
53 13.763 1795 1798 1799 rBV3 3051 2825 0.13% 0.012%
54 13.828 1808 1809 1815 rBV6 1273 2317 0.10% 0.010%
55 14.046 1840 1846 1852 rVB9 7301 10683 0.48% 0.045%
56 14.134 1852 1861 1868 rBV 358507 530340 23.77%  2.220%
57 14.287 1883 1887 1890 rBV5 4077 5286 0.24% 0.022%
58 14.422 1905 1910 1923 rVV 408245 654213 29.32%  2.738%
59 14.604 1938 1941 1944 rBV5 4557 5231 0.23% 0.022%
60 14.675 1950 1953 1954 rBV3 3606 3034 0.14% 0.013%
61 14.728 1956 1962 1968 rVV 696480 1025848 45.98% 4.293%
62 14.787 1968 1972 1977 rVB4 18099 33133 1.49% 0.139%
63 14.975 1996 2004 2019 rBV3 45868 168550 7.55% 0.705%
64 15.134 2027 2031 2037 rVB8 12419 19612 ©0.88% 0.082%
65 15.346 2061 2067 2068 rBV5 2858 5197 0.23% 0.022%
66 15.546 2099 2101 2106 rVB5 7875 9524 0.43% 0.040%
67 15.722 2125 2131 2138 rBV 553187 800393 35.87%  3.350%
68 15.863 2150 2155 2167 rBV 106309 171010 7.66% 0.716%
69 16.087 2188 2193 2199 rBV 56934 88515 3.97% 0.370%
70 16.440 2246 2253 2259 rBV 13723 40896 1.83% 0.171%
71 16.498 2261 2263 2266 rBV4 5294 7400 0.33% 0.031%
72 16.575 2272 2276 2280 rBV7 11137 20778 0.93% 0.087%
73 17.151 2369 2374 2378 rBV3 12226 18338 0.82% 0.077%
74 17.216 2381 2385 2390 rVB7 12736 21562 ©0.97% 0.090%
75 17.357 2406 2409 2413 rBV4 20432 25687 1.15% ©.108%
76 17.428 2418 2421 2425 rVB4 16869 17632 0.79% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc :

ALS vial : 8 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-BP060723.MA.M
Title : SVOA CALIBRATION
77 17.487 2425 2431 2435 rBV 990066 1376707 61.70% 5.762%
78 17.528 2435 2438 2443 rVB 128893 163501 7.33% 0.684%
79 17.587 2443 2448 2453 rBV2 586543 844502 37.85% 3.534%
80 17.898 2497 2501 2507 rVB2 16693 26542 1.19% 0.111%
81 17.951 2507 2510 2514 rBV4 12604 14605 0.65% 0.061%
82 18.122 2537 2539 2545 rVB7 11658 16350 0.73% 0.068%
83 18.228 2555 2557 2562 rVB4 20542 24602 1.10% 0.103%
84 18.287 2563 2567 2571 rBV2 66265 91151 4.09% 0.381%
85 18.339 2572 2576 2582 rBV 636719 831431 37.26%  3.480%
86 18.628 2620 2625 2630 rBV6 29277 69199 3.10% ©.290%
87 19.222 2723 2726 2730 rVB3 45031 51759 2.32% 0.217%
88 19.428 2758 2761 2763 rBV2 62627 76605  3.43% 0.321%
89 19.481 2766 2770 2778 rVB 467905 657248 29.46% 2.751%
990 19.563 2781 2784 2791 rBV 221995 310864 13.93% 1.301%
91 19.810 2821 2826 2829 rBV 963365 1350742 60.54% 5.653%
92 19.834 2829 2830 2835 rVB 332526 334146 14.98% 1.398%
93 21.245 3066 3070 3074 rVB2 265710 366677 16.43%  1.535%
94 21.569 3118 3125 3129 rBV2 1389424 2231145 100.00% 9.337%
95 22.957 3358 3361 3367 rVB2 262330 399170 17.89% 1.671%
96 23.280 3411 3416 3421 rBV 702482 1095884 49.12% 4.586%
97 23.357 3425 3429 3439 rVB 709203 1658594 74.34% 6.941%
98 23.951 3525 3530 3536 rVB2 723015 1297922 58.17% 5.432%
99 24.116 3553 3558 3565 rVB 806815 1573909 70.54% 6.587%
100 24.727 3656 3662 3674 rVB 866713 1951850 87.48% 8.169%

Sum of corrected areas: 23894554
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Jun 2023 16:29
: MA/JU
: 03080-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
BP015624.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015624.D\data.ms
1500000
1000000
500000 10.910
8.087
7.246d=611 8.811 9.263 9.993 10.546
: : - 1,
o 2405 38%mwss0  4.9EPEs1 5740 6311 GuEEMLEl | 76ar S.82889  £.928 | 9.64®.940 |\ 10.86311P6ET.599
L ‘ L ‘ T T T ‘ L ’ L ‘ L ‘ L ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ T 1T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015624.D\data.ms
1500000
19.810
1000000
500000

JAN -
T T e L 1 L e L B I

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 18.50 19.00 19.50 20.00

Abundance

1500000

1000000

500000

o

Time-->

TIC: BP015624.D\data.ms
21.569

116 24727
232887 2345

21.245

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\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.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 1 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.340 12.08 ng/ul 831431  Phenanthrene-di10 17.487
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 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2576 (18.339 min): BP015624.D\data.ms (-2572) (-
73.0

m/z 73.00 100.00%

5

5000
2132 :
m ’ 18.00 18.50
ob - LLLESS ‘HUMHn“?8‘3‘1”?’559‘f‘zﬁ?f‘??ﬂ?ﬁ“rﬁ" n/z 43.00 87.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 r !
18.00 18.50
213.0 m/z 60.00 81.60%
O‘\\\\“ ‘“’“h‘l\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.
50 256.0
— ==
18.00 18.50
5000 ITI/Z 41.00 73.42%
129.0
0 194.0
B R s N RERENERESS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = —
43.0 18.00 18.50
m/z 55.00 73.38%
5000 256.0
129.0
NI TREE) W
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\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.563 2.79 ng/ul 310864 Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# 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 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2784 (19.563 min): BP015624.D\data.ms (-2781) (- m/z 73.00 100.00%
3.0

185.2 —
‘ ‘ ‘ | 80 19.50
1 MWMM*Vw%HMAMH“ 3251 4290 5050 /7 43.00  97.39%
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 59.95 85.59%
O‘\\"\U“ ‘\"\"‘\H\H\\‘\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
T I
19.50
5000 284.0 m/z 55.00  81.09%
185.0
(o LR L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid ——
43.0 19.50
m/z 57.05 79.37%
5000 129.0
284.0
Al -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29

Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 3 1-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.245 3.2 ng/ul 366677 Chrysene-di2 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C1Has0 615594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 91

3 2- Chloropropionic acid, octadec... 360 C21H41C102
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302
5 Heptacos-1-ene 378 C27H54

088104-31-8 90
959010-23-2 90
015306-27-1 90

Abundance Scan 3070 (21.245 min): BP015624.D\data.ms (-3066) (- m/z 55.00 100.00%

55.0
5000 228.1

125.1

——
L, 203.1352.1 430.1 504.3 21.00  21.50
L b A 29323521 4301 8043 0 43 05 86.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

o

5000 — —
21.00 21.50
5.0 m/z 57.05 86.48%
O‘\\l‘\“\l’\‘\l\\‘}‘1\‘\‘\\‘!‘I\‘\l\g\e‘.\(?\\z‘e\s\.\(?‘HH‘HH‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
L — I —
21.00 21.50
5000 m/z 83.00 86.19%

0l9. 153.0 555 0280.0
AELEE DU EE W EEEL20t o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester ——
57.0 21.00 21.50

m/z 69.05 82.76%

5000

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Tetracosanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.957 5.07 ng/ul 399170  Perylene-d12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanal 352 C24H480 057866-08-7 98
2 Tetracosanal 352 (C24H480 057866-08-7 96
3 Octadecanal 268 C18H360 000638-66-4 95
4 Hexacosanal 380 C26H520 026627-85-0 94
5 Octadecanal 268 C18H360 000638-66-4 92
Abundance Scan 3361 (22.957 min): BP015624.D\data.ms (-3358) (- m/z 57.00 100.00%
57.0
- J
23.00
224.2 286 1 353 1 :
oLl [ZJH oty et 20 L H8:3473.2538.3 |y 43 05 95.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262003: Tetracosanal
82.0
334.0
5000 T
23.00
m m/z 82.05 90.42%
w 250.0
O‘\\\‘\\\‘\‘\\F\‘\‘\\‘\\“\\‘\‘\J‘\l\l\\l“\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
—
23.00
5000 m/z 55.00 73.99%
123.0
o 222.0 334.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158566: Octadecanal —
43.0 23.00
m/z 83.00 54.68%
h MWV»VWM,j\NWwJAj\\
‘“ ‘ 180.0 250.0
om“ ngnm‘H‘w‘;"H‘Hwawwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.280 13.93 ng/ul 1095880  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 2-Methylpentacosane 366 C26H54 000629-87-8 95
3 2-Methylheptacosane 394 (C28H58 001561-00-8 93
4 Tetracosane 338 (C24H50 000646-31-1 93
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3416 (23.280 min): BP015624.D\data.ms (-3411) (- m/z 57.05 100.00%
57.0
— —
P 197.2 23.00 23.50
b _‘H‘_uLm‘w‘:"“2‘*‘3‘1"‘1"‘“3‘7‘5-‘1‘””_4‘39‘-??“‘?:‘ m/z 71.00  69.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 s —
23.00 23.50
m/z 43.05 61.85%
239.0
0\\ ‘\‘\\\“]-\F\I\\“‘\‘\\\‘\\\l\‘\\z\g\s‘\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—— —
23.00 23.50
5000 m/z 85.05 51.37%
127.0 323.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane P —=
57.0 23.00 23.50
m/z 55.00 23.47%
5000
351.0
OI‘WW‘%‘%‘@P S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.727  24.80 ng/ul 1951850  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
4 Tetracosane 338 C24H50 000646-31-1 94
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3662 (24.727 min): BP015624.D\data.ms (-3656) (- m/z 57.10 100.00%
1.1

5
5000

—
[ 2450 2500

160.2
ob AL A0 7229:2 298.1355.1 4301 5361y ; 71.05  72.74%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000

m/z 43.05 63.65%

113.0
Ll 18302300 3380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

o

5000 m/z 85.10 51.23%
113.0
0 18&023902960
R R e R S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- = T
57.0 24.50 25.00

m/z 55.00  25.26%

- JU/\«/\\/\
| Jl 30 %100

ob bl 2100 %9060 IR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062023\
Data File : BP@15624.D

Acqg On : 20 Jun 2023 16:29
Operator : MA/JU

Sample : 03080-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
n-Hexadecanoic ... 18.340 12.1 ng/ul 831431 4 17.487 1376710 20.0
Octadecanoic acid 19.563 2.8 ng/ul 310864 5 21.569 2231150 20.0
1-Heneicosanol 21.245 3.3 ng/ul 366677 5 21.569 2231150 20.0
Tetracosanal 22.957 5.1 ng/ul 3991706 6 24.116 1573910 20.0
(DEL) Alkane: S... 23.280 13.9 ng/ul 1095880 6 24.116 1573910 20.0
(DEL) Alkane: S... 24.727 24.8 ng/ul 1951850 6 24.116 1573910 20.0
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