LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc :

ALS Vvial : 11 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: BP@1429@.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.364 25 30 39 rBV 1151610 1846606 15.80%  3.326%
2 3.434 39 42 55 rVB 240732 339271 2.90% 0.611%
3 3.681 80 84 89 rBV 11350 17023 0.15% 0.031%
4 3.852 111 113 126 rBV2 60421 90411 0.77% 0.163%
5 4.058 143 148 156 rvB2 8139 14724 0.13% 0.027%
6 4.158 160 165 176 rBV 295417 432354 3.70% 0.779%
7 4.699 250 257 273 rVB 7659027 11686378 100.00% 21.046%
8 5.505 389 394 398 rBV 23459 33687 ©0.29% 0.061%
9 5.664 412 421 426 rBV 16509 32845 0.28% 0.059%
10 6.017 474 481 487 rBV 15991 28660 0.25% 0.052%
11 6.499 557 563 567 rBV3 9551 17676 0.15% 0.032%
12 6.687 588 595 599 rBvie 7215 12944 0.11% 0.023%
13 7.111 662 667 673 rVW3 10836 25732 0.22% 0.046%
14 7.193 676 681 693 rVW 77539 172441 1.48% 0.311%
15 7.281 693 696 702 rVB5S 8916 14548 0.12% 0.026%
16 7.352 702 708 714 rBV 294708 477917 4.09% 0.861%
17 7.411 714 718 723 rVB 25572 40791 0.35% 0.073%
18 7.558 737 743 752 rBV 287235 484464 4.15% 0.872%
19 8.028 814 823 837 rBV 620025 1039142 8.89% 1.871%
20 8.281 861 866 871 rBV9 5948 11764 0.10% 0.021%
21 8.387 878 884 891 rBV2 61741 113612 ©.97% 0.205%
22 8.746 938 945 958 rBV 284782 509406 4.36% 0.917%
23 9.205 1016 1023 1037 rBV 379581 656351 5.62%  1.182%
24  9.316 1037 1042 1046 rVV4 20019 31306 0.27% 0.056%
25 9.581 1082 1087 1092 rBV3 10976 17678 ©0.15% 0.032%
26 9.869 1129 1136 1140 rBvS8 9420 21984 0.19% 0.040%
27  9.934 1140 1147 1155 rBV 309790 540187 4.62% 0.973%
28 10.475 1230 1239 1262 rBV 442875 897650 7.68% 1.617%
29 10.852 1296 1303 1311 rBV 981211 1621740 13.88% 2.921%
30 10.999 1317 1328 1343 rBV 322698 691448 5.92% 1.245%
31 11.452 1400 1405 1412 rVB8 7785 14802 0.13% 0.027%
32 11.652 1433 1439 1449 rBV1e 11630 33562 0.29% 0.060%
33 12.e81 1505 1512 1513 rBV7 8298 12330 0.11% 0.022%
34 12.246 1537 1540 1545 rVB7 8440 12323  0.11% 0.022%
35 12.440 1569 1573 1579 rVvB4 8523 15639 0.13% 0.028%
36 12.587 1592 1598 1602 rBV9S 6394 13239 0.11% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc :

ALS Vvial : 11 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 12.793 1629 1633 1641 rVB10 9949 23066 0.20% 0.042%
38 13.399 1732 1736 1744 rBV5 28178 50349 0.43% 0.091%
39 13.557 1754 1763 1768 rBV5 18102 37977 0.32% 0.068%
40 13.681 1771 1784 1794 rBV 241219 450529 3.86% 0.811%
41 13.887 1815 1819 1832 rVB8 21209 50526 ©0.43% 0.091%
42 13.981 1832 1835 1842 rBVS 7697 18396 0.16% 0.033%
43 14.081 1845 1852 1862 rBV 1173889 1603926 13.72% 2.888%
44 14.310 1887 1891 1895 rBV6 12295 18378 ©0.16% 0.033%
45 14.369 1895 1901 1907 rBV 1148818 1725706 14.77%  3.108%
46 14.587 1934 1938 1943 rBV7 23406 39795 0.34% 0.072%
47 14.675 1947 1953 1965 rVB 1611679 2388369 20.44% 4.301%
48 14.763 1965 1968 1972 rBV6 14889 22615 0.19% 0.041%
49 14.916 1989 1994 2002 rBvV3 40523 105492 0.90% 0.190%
50 15.081 2018 2022 2031 rVB6 33057 59153 0.51% 0.107%
51 15.193 2039 2041 2046 rVB5 16357 22759 0.19% 0.041%
52 15.322 2058 2063 2066 rBV7 19330 28929 0.25% 0.052%
53 15.669 2116 2122 2132 rVB 1680666 2324902 19.89% 4.187%
54 15.793 2137 2143 2154 rBV 489555 729803 6.24% 1.314%
55 15.910 2160 2163 2167 rBV6 9359 13368 0.11% 0.024%
56 16.034 2179 2184 2194 rVB 165309 237987 2.04% 0.429%
57 16.816 2313 2317 2327 rBV3 34889 64053 ©.55% ©0.115%
58 17.387 2411 2414 2416 rBV4 8166 11866 ©0.10% 0.021%
59 17.434 2416 2422 2430 rVB 2141798 3041869 26.03% 5.478%
60 17.534 2433 2439 2446 rBV2 1924476 2681272 22.94% 4.829%
61 18.181 2545 2549 2557 rBV9 30316 54028 0.46% 0.097%
62 18.298 2564 2569 2579 rBV 602920 933567 7.99% 1.681%
63 19.334 2743 2745 2750 rVB4 26390 31984 0.27% 0.058%
64 19.410 2751 2758 2773 rBV3 175726 462274 3.96% 0.832%
65 19.522 2773 2777 2791 rVWW 294104 499309 4.27% 0.899%
66 19.757 2811 2817 2823 rBV 2424358 3212854 27.49% 5.786%
67 20.251 2898 2901 2905 rVB 116427 116138 ©.99% 0.209%
68 20.633 2964 2966 2970 rVB2 65683 68434 0.59% 0.123%
69 20.733 2980 2983 2988 rBV 256572 263797 2.26% 0.475%
70 21.192 3057 3061 3068 rBV 589789 745193  6.38%  1.342%
71 21.516 3111 3116 3124 rBV 2536496 3349371 28.66% 6.032%
72 21.639 3133 3137 3143 rBV 415269 473915 4.06% 0.853%
73 22.116 3214 3218 3227 rBV 343894 458975 3.93% 0.827%
74 22.633 3303 3306 3314 rVB 265898 386964 3.31% 0.697%
75 22.786 3328 3332 3339 rVB 545085 770153 6.59% 1.387%
76 23.216 3402 3405 3411 rVB2 173766 246254 2.11% 0.443%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS Vvial : 11 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-BP©30723.M
Title : SVOA CALIBRATION

77 23.869 3510 3516 3526 rVB2 1396937 2804003 23.99% 5.050%
78 24.033 3538 3544 3558 rVB2 1362794 2877576 24.62% 5.182%

Sum of corrected areas: 55528509
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP014290.D\data.ms
4.699
7000000

6000000
5000000
4000000
3000000

2000000

10000001 " 47510 852
4.158 58 46 9.205 . 0.
%4 63890058 5.506646.017 6.46%87 7718 ﬂ»s@é@7 9316589 569 N 11.482652

Time--> 350 400 450 5.00 5.50 6.00 6.50 7.00 7.50 800 8.50 9.00 950 1000 10.50 11.00 11.50
Abundance TIC: BP014290.D\data.ms

o

7000000
6000000
5000000
4000000

3000000 19.757

1
2000000 14.675 15.669 135
14.08%.369

1000000 793

122261887793 133&35@3@ 14.310 58 PER6ME? ;@;‘@?4 16.816 17 81 1%9},% 20.251

Time--> 12. 00 12.50 13. 00 13.50 14. OO 14.50 15 OO 1550 16. OO 16,50 17.00 17.50 18.00 1850 19.00 19. 50 20.00
Abundance TIC: BP014290.D\data.ms

o

7000000
6000000
5000000
4000000
3000000 21.516

2000000 2326933

22.786

1000000, .639 22.116 226§E 23.216

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 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@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
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 4 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.681 3.77 ng/ul 450529  Acenaphthene-d10 14.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 90
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 72
3 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 64
4 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 47
5 4-Pteridinecarboxylic acid, 7-me... 218 C10H10N402 016008-52-9 43

Abundance Scan 1784 (13.681 min): BP014290.D\data.ms (-1771) (- m/z 146.00 100.00%
146.0
5000 JN\
77, N L N
1 | 13.50 14.00
Okl bh 112060 296.1 369.04289 5187 /7 164.10 62.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 o —r
13.50 14.00
91.0 m/Z 117.05 40.28%
O‘\ZZ\.E’LI\“\JI%J[“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
- S
13.50 14.00
5000 m/z 119.05 39.81%
77.?
o8O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39300: Benzoic acid, 2,4,6-trimethyl- P Py
146.0 13.50 14.00
m/z 118.05 38.87%
5000
77.(13
ooy b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BPO30723.M

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 3

R.T. EstConc Area Relative to ISTD R.T.
18.298 6.14 ng/ul 933567  Phenanthrene-d1e 17.434
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2569 (18.298 min): BP014290.D\data.ms (-2564) (- m/z 73.00 100.00%
73.0
5000 M*$MJA\M¢WNNVM
213.2 = —
m } ‘ 18.00 18.50
- H\meHHAMH‘25‘1‘?“‘355“1““1‘4‘3"439‘9‘5“"'9' m/z 43.05 81.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 == T
129.0 18.00 18.50
m/z 59.95 81.18%
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 1290 m/Z 57 . 19 67 . 4600
“ 213.0
(- ‘1"*‘\“"“1‘\“”\‘\“m“um,‘H‘,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid P e
43.0 18.00 18.50
m/z 55.00 65.91%
5000 256.0
129.0
IR TR T L
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@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 9-Octadecenoic acid, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.410 3.04 ng/ul 462274  Phenanthrene-d10 17.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 96
2 Oleic Acid 282 C18H3402 000112-80-1 96
3 Oleic Acid 282 C18H3402 000112-80-1 89
4 9-Octadecenoic acid 282 (C18H3402 002027-47-6 76
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 58
Abundance Scan 2758 (19.410 min): BP014290.D\data.ms (-2751) (- | m/z 55.05 100.00%
55.0
2121
5000
——
M 19.50
ol ML *“A“w sl 29513551 42914891548, /7 69.00  75.@5%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — 1
19.50
H 64.0 m/z 212.85  73.72%
O‘\\\\h‘L\H\J\””f“““mh\I‘I\IJ\_‘\l\l ‘\ }I\‘W \‘l\ \l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
——
19.50
5000 m/z 41.05 70.50%
' ‘ 264.0
o‘H‘““L‘H‘u"‘\‘“‘ew”'mn“ﬁ‘- - ‘mu_m_mewm,uu,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid T
55.0 19.50
m/z 83.05 56.24%
5000
J m 264.0
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@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 7 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.522 2.98 ng/ul 499309  Chrysene-di12 21.516
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 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2777 (19.522 min): BP014290.D\data.ms (-2773) (- m/z 73.00 100.00%
241 3 —— |
‘ “ ‘l | 171 s55 1 19.50
ol WMMHM ‘mMMﬁmf‘??“zwﬁ?’?? m/z 43.05 93.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —— ‘
185.0 19.50
H m/z 59.95 80.18%
OJ \’\Mﬂl\\uf\‘\\\\\“\l\hf\‘\\W\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
—T 1 T
19.50
5000 m/z 57.10 79.23%
129.0 284.0
o_““p m"\h\“?w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid ——
43.0 19.50
m/z 55.05 76.09%
5000 129.0
284.0
0 ‘H‘“ Ly “M“'WKM‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path :
Data File :
: 24 Mar 2023 14:19
: CG/JU

: 02037-02DL 2X

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032423\
BP014290.D

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

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 Carbonic acid, octadecyl pr...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.192 4.45 ng/ul 745193  Chrysene-di12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 76

Abundance Scan 3061 (21.192 min): BP014290.D\data.ms (-3057) (- m/z 57.05 100.00%
57.0
5000
s Y
} [Fot ao7.1 2810 21.00 2150
ob LT 2o 360.24290 5043  m/z 43.10  68.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 = =L
21.00 21.50
} } m/z 71.10  66.30%
5.0
O\J‘T‘T“ |11‘J‘ﬂ‘1ka224-0297.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
e Y
21.00 21.50
5000 m/z 85.85 46.62%
ol l. )IFF?“%-O%&O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester = =
57.0 21.00 21.50
m/z 55.05 43.62%
5000
0 lHﬂFvwzozszwso S S
m/z--> 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\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.639 2.83 ng/ul 473915  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 90

Abundance Scan 3137 (21.639 min): BP014290.D\data.ms (-3133) (- m/z 57.05 100.00%

57.0
5000

= o
,“1,\’1.3.\711 207.0 281.1 355.1416.8475.1536.0

21.50 22.00
O d A L e 20 999.2 A208470.1930.0  myz 71.05  71.99%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0

5000 == A
21.50 22.00

m/z 43.10 63.93%

¥ llfm 197.0 282.0
O\“\\“\I\\‘\I‘\I\‘L{\‘“\‘%\‘\“\‘\\\‘\\\l\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-

57.0

2£50 2200
5000 m/z 85.05 51.14%
oL L 200 0see0 w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212289: Pentadecane, 8-heptyl- P 4
57.0 21.50 22.00

m/z 55.10  25.36%

210.0
5000
‘ 1270 310.0
] ‘I\deld‘. L

0 kA A et e e e e e B m—
miz--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.116 2.74 ng/ul 458975  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3218 (22.116 min): BP014290.D\data.ms (-3214) (- | m/z 57.10 100.00%
57.1
- m
2200 2250
127.1 207.0 : :
o LLLEFTE 207020505031 at60 as92509) i 7105 7100
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
5000 P e
22.00 22.50
m/z 43.05 60.46%
J PZIO 240.0
0‘\\\‘“\\‘\l\“\“\‘\\“\W\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
—= —
22.00 22.50
5000 m/z 85.05 51.19%
239.0
o LLPE L T a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane = =
57.0 22.00 22.50
m/z 55.10  23.09%
5000
|| 1270 2400
e — -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.633 2.31 ng/ul 386964 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3306 (22.633 min): BP014290.D\data.ms (-3303) (- m/z 57.10 100.00%

57.1
5000

T
22.50 23.00

1 281.1
191.0
ol 1 m b 178410 4159 491254910 71,05  69.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
5000 = Sea
22.50 23.00

m/z 43.05 60.21%

0 d‘ L gz 240.0
\\“\\\\\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-

43.0

T
22.50 23.00

5000 m/z 85.10 52.96%
281.0
o L0 80 | o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T ]
43.0 22.50 23.00

m/z 55.00  25.39%

B W\JU\/\/“
196.0
\‘\ Jh )

253.0
Ot ""w‘WW“‘EMWHWH_Ww_ww_

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP032423\

BP014290.D

: 24 Mar 2023 14:19
: CG/IU
¢ 02037-02DL 2X

: 11 Sample Multiplier: 1

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 12 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.78  5.35 ng/ul 770153 Peryleme-diz 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene a0 CoHse 000111-02-4 93

007683-64-9 91
024035-35-6 72
075581-03-2 72
125529-10-4 72

upraene 410 C30H50
,6,10,14-Hexadecatetraenoic aci... 332 C22H3602
,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

uih wNnPE
NN DN OB On

Abundance Scan 3332 (22.786 min): BP014290.D\data.ms (-3328) (- m/z 69.10 100.00%
69.1
5000 /\J\
— :
137.0 22.50 23.00
obitbihihly, 2081 28103411 41504768 548. /. g1 o5  s5o.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 . .
22.50 23.00
m/z 41.05 23.54%
137.0
O '\“d‘\ “\‘\ln““\ ‘\” \J|\ J‘ T \‘\2\0‘3\\0\ \‘2\7\3\\0‘ \3\4\1‘.9\ \4\.%9\.9\ EEERRRERRER
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
— —
22.50 23.00
5000 m/z 95.10 13.14%
137.0
bt Ly |, 203.0 273.0 341.0 410.0
b e e T e e
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 e e
69.0 22.50 23.00
m/z 68.05 12.81%
5000
136.0
oLyl 2080 20 o
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@32423\
Data File : BP014290.D

Acqg On : 24 Mar 2023 14:19
Operator : CG/JU

Sample : 02037-02DL 2X

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©30723.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|
Benzoic acid, 2... 13.681 3.8 ng/ul 450529 3 14.675 2388370 20.0
n-Hexadecanoic ... 18.298 6.1 ng/ul 933567 4 17.434 3041870 20.0
9-Octadecenoic ... 19.410 3.0 ng/ul 462274 4 17.434 3041870 20.0
Octadecanoic acid 19.522 3.0 ng/ul 499309 5 21.516 3349370 20.0
Carbonic acid, ... 21.192 4.5 ng/ul 745193 5 21.516 3349370 20.0
(DEL) Alkane: S... 21.639 2.8 ng/ul 473915 5 21.516 3349370 20.0
(DEL) Alkane: S... 22.116 2.7 ng/ul 458975 5 21.516 3349370 20.0
(DEL) Alkane: S... 22.633 2.3 ng/ul 386964 5 21.516 3349370 20.0
Squalene 22.786 5.3 ng/ul 770153 6 24.033 2877580 20.0
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