LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS Vvial : 27 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_G\Methods\SFAM-EPA-BG093021.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50432.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.066 94 98 108 rBvV2 46950 93957 10.56% 0.784%
2 4.178 113 117 121 rVB4 11180 16528 1.86% 0.138%
3 4.301 134 138 145 rVB 12111 21451 2.41% 0.179%
4 4,777 216 219 222 rBVS 2588 3864 0.43% 0.032%
5 5.330 309 313 324 rvB8 4008 10334 1.16% ©0.086%
6 5.412 324 327 328 rBV2 2247 2043 0.23% 0.017%
7 5.988 423 425 429 rVB4 1612 2226 0.25% 0.019%
8 6.323 478 482 485 rVB3 2084 2803 0.32% 0.023%
9 7.398 659 665 675 rBv 106811 200234 22.50% 1.670%
106 7.586 688 697 704 rBV 96566 170056 19.11% 1.418%
11 7.791 725 732 740 rBvV2 112973 205101 23.05% 1.711%
12 7.868 740 745 749 rVB5 3421 5416 0.61% 0.045%
13 8.267 803 813 825 rVB 220943 403639 45.37%  3.366%
14 8.385 828 833 838 rBVS 1736 2939 0.33% 0.025%
15 8.497 847 852 856 rBV5S 4327 7333 0.82% 0.061%
16 8.720 884 890 894 rVB5 1900 3721 0.42% 0.031%
17 8.802 901 904 910 rBVS 2350 3762 0.42% 0.031%
18 8.884 915 918 921 rBV3 1155 1608 ©0.18% 0.013%
19 8.955 921 930 939 rBV 75621 138243 15.54% 1.153%
20 9.437 1005 1012 1023 rBvV 128090 231491 26.02% 1.931%
21  9.513 1023 1025 1029 rVB4 1696 2011 0.23% 0.017%
22 9.589 1036 1038 1041 rVB3 2770 2068 0.23% 0.017%
23 9.807 1073 1075 1079 rVB4 1498 1981 0.22% 0.017%
24 10.165 1128 1136 1146 rBV 100312 187420 21.06% 1.563%
25 10.359 1166 1169 1171 rBV3 2210 2645 0.30% 0.022%
26 10.629 1211 1215 1220 rBV2 5547 7532 0.85% 063%

27 10.700 1220 1227 1236 rVB 145152 254011 28.55%
28 10.841 1244 1251 1259 rBV 80801 144891 16.28%

oL NG
N
[
[¢]
R

29 11.093 1286 1294 1301 rBV 306859 562030 63.17% 687%
30 11.152 1301 1304 1307 rVB3 1575 1855 0.21% 015%
31 11.223 1308 1316 1323 rBV 100780 184368 20.72% 1.538%
32 11.840 1416 1421 1425 rVB4 2715 3648 0.41% 0.030%
33 12.092 1459 1464 1467 rBV4 1113 2033 0.23% 0.017%
34 12.216 1483 1485 1489 rBV2 1337 1923 0.22% 0.016%
35 12.462 1524 1527 1531 rBV3 2543 3203 0.36% 0.027%
36 12.545 1537 1541 1543 rBV4 1540 2068 0.23% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS Vvial : 27 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_G\Methods\SFAM-EPA-BG093021.M
Title : SVOA CALIBRATION
37 12.650 1555 1559 1560 rBvV3 2654 2259 0.25% 0.019%
38 12.727 1569 1572 1580 rvB3 2406 4132 0.46% 0.034%
39 13.132 1638 1641 1646 rBv2 1426 2053 0.23% 0.017%
40 13.403 1684 1687 1692 rBV3 2493 4024 0.45% 0.034%
41 13.485 1695 1701 1705 rBV5 2871 4217 0.47% 0.035%
42 13.690 1732 1736 1739 rBv4 4479 6735 0.76% 0.056%
43 13.755 1742 1747 1752 rVWV 12810 20435 2.30% 0.170%
44 13.802 1752 1755 1757 rVV3 1707 1697 0.19% 0.014%
45 14.031 1793 1794 1799 rVB3 1401 1791 0.20% 0.015%
46 14.196 1818 1822 1823 rBV2 2138 2296 0.26% 0.019%
47 14.278 1829 1836 1842 rBV 256910 385776 43.36%  3.217%
48 14.343 1843 1847 1851 rVB4 3181 5574 0.63% 0.046%
49 14.448 1862 1865 1867 rBv4 1090 1637 0.18% 0.014%
50 14.507 1872 1875 1879 rVV4 1473 2330 0.26% 0.019%
51 14.583 1881 1888 1894 rBV 295793 470488 52.88%  3.924%
52 14.760 1913 1918 1921 rBv4 5118 7669 0.86% 0.064%
53 14.883 1933 1939 1947 rVB 477309 748101 84.08% 6.239%
54 15.048 1960 1967 1975 rBV2 102826 175488 19.72% 1.464%
55 15.212 1990 1995 1998 rBV3 3943 5349 0.60% 0.045%
56 15.259 1998 2003 2004 rVV5 2644 4329 0.49% 0.036%
57 15.277 2004 2006 2016 rvVvs 4773 8277 0.93% 0.069%
58 15.700 2075 2078 2083 rvB3 6588 7704 0.87% 0.064%
59 15.870 2100 2107 2113 rBV 374194 577696 64.93% 4.818%
60 15.976 2119 2125 2132 rVB 71138 107866 12.12% 0.900%
61 16.105 2140 2147 2152 rVB5 8094 14111 1.59% 0.118%
62 16.311 2177 2182 2187 rVB7 3238 6212 0.70% 0.052%
63 16.558 2220 2224 2226 rBV2 6921 9378 1.05% 0.078%
64 16.587 2226 2229 2233 rVWV 9908 12253 1.38% 0.102%
65 16.693 2243 2247 2253 rBV3 10275 17049 1.92% 0.142%
66 16.963 2290 2293 2294 rBV3 1793 1734 0.19% 0.014%
67 16.987 2294 2297 2304 rVVe6 7294 11217 1.26% 0.094%
68 17.151 2320 2325 2326 rBV3 2348 3679 0.41% 0.031%
69 17.351 2356 2359 2364 rVB6 6971 7797 0.88% 0.065%
70 17.410 2364 2369 2375 rVB7 10004 17566 1.97% 0.147%
71 17.486 2377 2382 2389 rBV 65735 93130 10.47% 0.777%
72 17.556 2389 2394 2400 rBV2 58688 82918 9.32% 0.692%
73 17.627 2400 2406 2412 rBV 544334 842596 94.70% 7.027%
74 17.727 2417 2423 2432 rVB2 365222 561866 63.15% 4.686%
75 17.891 2446 2451 2456 rBV8 2542 4900 0.55% 0.041%
76 18.097 2481 2486 2489 rBV3 10150 15239 1.71% 0.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS Vvial : 27 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_G\Methods\SFAM-EPA-BG093021.M

Title : SVOA CALIBRATION

77 18.226 2506 2508 2512 rVB5 8353 9081 1.02% 0.076%
78 18.267 2512 2515 2520 rVB 20623 24490 2.75% 0.204%
79 18.373 2526 2533 2539 rBV3 49988 94838 10.66% 0.791%
80 18.432 2539 2543 2548 rVV2 42444 61876 6.95% ©.516%
81 18.485 2548 2552 2561 rVB 150019 208652 23.45% 1.740%
82 18.779 2598 2602 2608 rBV3 54404 87880 9.88% 0.733%
83 18.908 2622 2624 2628 rVB5 7654 8301 0.93% 0.069%
84 18.972 2632 2635 2636 rBV2 5416 6229 0.70% 0.052%
85 19.025 2642 2644 2648 rBV5 6086 8309 0.93% 0.069%
86 19.401 2705 2708 2709 rBV2 16961 17267 1.94% 0.144%
87 19.425 2710 2712 2716 rVB3 35890 37874 4.26% 0.316%
88 19.560 2732 2735 2740 rVB5 12575 18516 2.08% 0.154%
89 19.636 2744 2748 2749 rVV3 23515 29431 3.31% 0.245%
90 19.660 2749 2752 2761 rVB3 38838 68579 7.71% 0.572%
91 19.748 2763 2767 2775 rBV7 22805 38603 4.34% 0.322%
92 20.001 2804 2810 2820 rVB 450696 705911 79.34% 5.887%
93 20.500 2893 2895 2900 rVB 45505 52761 5.93% 0.440%
94 21.534 3067 3071 3085 rVB 187704 352511 39.62%  2.940%
95 21.928 3132 3138 3150 rVB 483631 867664 97.52%  7.236%
96 22.762 3275 3280 3281 rBV3 74423 117663 13.22% 0.981%
97 24.360 3546 3552 3557 rBV 95143 187160 21.04% 1.561%
98 24.431 3559 3564 3579 rVB3 132707 390046 43.84%  3.253%
99 25.112 3673 3680 3692 rVB3 195659 556794 62.58% 4.644%
100 25.353 3712 3721 3732 rVB3 274852 889752 100.00% 7.421%

Sum of corrected areas: 11990192
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050432.D\data.ms

500000

400000

11.093
300000

8.267
200000
9437 10.700

7.3985¢/91 10.165 11.223

8.955 .841

4.066
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Abundance TIC: BG050432.D\data.ms
17.627 21.928
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Abundance TIC: BG050432.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.841 5.16 ng/ul 144891 Naphthalene-d8 11.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

Abundance Scan 1251 (10.841 min): BG050432.D\data.ms (-1244) (- m/z 45.00 100.00%

45.0
5000
75.0
101.0 10.50 11.00
N E— “m‘l“w‘“H"}“““}‘3‘211‘””_” m/z 57.10 96.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 0 0 00
29.0 50 10.5 ll
: m/z 40.95 34.26%
T e =:
O\\\‘\\‘\\“\‘\\ \\\\“\‘1\\‘\\\\‘\\”\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050 11.00
29.0
75.0
o Al i, 41900 1320
miz-> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- P v
57.0 10.50 11.00
m/z 56.00 15.28%
5000
29.0 75.0
100.0
0 A, ‘m\“ I N T R S A R W
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.486 2.21 ng/ul 93130  Phenanthrene-d10 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2382 (17.486 min): BG050432.D\data.ms (-2377) (- m/z 43.00 100.00%
43.0 73.0

5000

129.0

-

-
17.50
— m/z 72.95 88.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
L

5000 129.0 T

o

m/z 41.10 79.16%

150‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60691: Undecanoic acid
60.0

o

m/z 60.00 73.57%
5000{ g /
129.0
87.0 186.0
AL 70 ]

(JRSEEE W' WY 80119 0 THPRIBYT) B0 i S E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid \ A el

73.0 17.50

m/z 56.95 68.32%

43.0
5000
129.0
185.0 228.0
e
0 “ \“\ i u‘ H‘H HM‘ uﬁ“ ‘M‘\ i ‘15\79\ | X‘\/"\A/\V\W\

\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\‘\\‘\\\ T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Palmitoleic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.373 2.25 ng/ul 94838 Phenanthrene-d10 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 64
2 Palmitoleic acid 254 C16H3002 000373-49-9 62
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 53
4 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 52
5 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 49

Abundance Scan 2533 (18.373 min): BG050432.D\data.ms (-2526) (-  m/z 55.00 100.00%

55.0
83.1
5000

mn 0511030 263 1800 1950
S—N m/z 41.00  79.86%

m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140796: Palmitoleic acid
55.0

o

5000 83.0
1800 1850
111.0 m/z 69.00 72.13%
Lz
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140797: Palmitoleic acid
55.0
83.0 1&00 l&50
5000 ITI/Z 83.10 54.47%
111.0
UL oo =0
O brrrprrrr ety
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140810: (E)-Hexadec-9-enoic acid

‘ T
55.0 18.00 18.50
m/z 43.00 44.81%

5000 83.0
270 | M\ H H 016501920 236.0
0 \‘ H\ Ll u\ Al uh\d \h Min ‘

m/z--> 20 40 60 80 100120140160180200220240 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.485 4.95 ng/ul 208652  Phenanthrene-die 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2552 (18.485 min): BG050432.D\data.ms (-2548) (-  m/z 72.95 100.00%
3.0
43.0
5000
129.0
213.1 AL
Hl 1.0 157.1185.1 256.1 18.50
0 m,w‘i”w!“‘HU HMw”‘Jw‘lm‘uH“WMM_Mmw!‘u m/z 59.95 81.36%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 Ao s
129.0 18.50
213.0 m/z 43.05 80.88%
L) HH 157.0185.0
O \H’\‘\‘H‘H‘HH\H\H‘\‘\‘H!\H“‘H‘”‘M\H\‘H‘HH‘H‘H‘\‘H‘\“HH‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
—
18.50
5000 m/z 41.00 67 .50%
129.0
213.0
‘ H (ﬂ 157.0185.0 ‘
SELIN 1) S N
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143510: n-Hexadecanoic acid T
60.0 18.50
m/z 55.00 63.78%
5000 129.0
91.0 157.01g5 02130  256.0
0 m,w“m!uJ:‘HH“;nxhh‘u“w‘:_wwWHH_‘HW‘www!w —
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BG@50432.D

Acqg On : 5 0ct 2021 3:58

Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.779 2.09 ng/ul 87880  Phenanthrene-d10 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl octyl ether 410 C28H580 1000406-38-8 43
2 Octyl tetracosyl ether 467 C32H660 1000406-39-0 43
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 43
4 Docosyl octyl ether 438 C30H620 1000406-38-9 43
5 Silane, trichlorodocosyl- 442 C22HA5C13Si 007325-84-0 43

Abundance Scan 2602 (18.779 min): BG050432.D\data.ms (-2598) (-  m/z 57.05 100.00%
57.0

-

5000
—— —
H ‘#15.0167.1 405 18.50 19.00
o“Uu$NWWMWMMMWWN“E§?E rrprrrerepes m/z 43.00 87.82%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #308229: Eicosyl octyl ether
57.0
5000 — 7
18.50 19.00
m/z 55.00 68.29%
111.0
i ‘H }], 169022502810
O \\\‘\\!\‘1!\!‘\1!\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

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

2

Abundance #330749: Octyl tetracosyl ether
57.0
—— —
18.50 19.00
5000 ITI/Z 41.00 58.98%
111.0
0 | \‘ “ \H i ‘H | \.1690 225.0 337.0
A A e S e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #263801: Oxalic acid, allyl hexadecyl ester P —
41.0 18.50 19.00
m/z 71.00 55.25%
5000
1N
WL ase o addl
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.534 8.13 ng/ul 352511  Chrysene-di12 21.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 87
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87

Abundance Scan 3071 (21.534 min): BG050432.D\data.ms (-3067) (- m/z 57.10 100.00%

57.1
5000
P |
5.1 298.0 21.50
ob bbby 2o 340 e M/Z 43,00 87.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 e :
21.50
50 m/z 55.00 65.22%
obd mhm 2529 3690 648,
\H\‘HH‘\\H[\1\\‘T\H‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0
T \
21.50
5000 ITI/Z 83.00 62.57%
5.0
224.0
ol b 3970 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #265841: Oxalic acid, hexadecyl propyl ester T
43.0 21.50
m/z 71.00 54.97%
5000
1.0 269.0
oHI\Wsﬂu\‘lﬁﬁ?:?’”_\WHwHH_WW_WH_m_ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On 5 Oct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.762 2.71 ng/ul 117663  Chrysene-d12 21.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
3 Tritetracontane 605 C43H88 007098-21-7 72
4 Hexadecane, 1l-chloro- 260 C16H33Cl 004860-03-1 64
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 3280 (22.762 min): BG050432.D\data.ms (-3275) (-
57.0

m/z 57.05 100.00%

5

5000
22.50 23.00
191.0 281.0
oHH_LhJuN‘lﬁMmmmwH“_“3"5‘59“"72‘9‘?‘m_m,ww m/z 43.05 70.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176384: Eicosane
57.0
5000 —— —
22.50 23.00
m/z 71.05 67.12%
AL S 070 2820
O\\H‘\H\‘\HW‘\TH‘FH\‘HH‘H\\‘HH‘HH‘\H\‘HH’HH‘\\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

:

Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
22.50 23.00
5000 ITI/Z 85.05 54.16%
o J}14102050
r b A e e T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T o
57.0 22.50 23.00
m/z 55.00 36.67%
0 } HJ Jh | lo‘ 197.0 267.0 337.0 463.0 533.0 604.!
A A b e e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.360 4.21 ng/ul 187160 Perylene-d12 25.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86

Abundance Scan 3552 (24.360 min): BG050432.D\data.ms (-3546) (-  m/z 57.00 100.00%

57.0
5000
9.0 . —
24.00 24.50
155.1
ol “‘w‘ AL, 1Y 2112 2690 8561t on os 76.33%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 P —
24.00 24.50
m/z 43.00 64.96%
9.0
oLl L | ||, 141.0183.0225.0267.0 323.0 380.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— —
24.00 24.50
5000 m/z 85.00 44.00%
9.0
oLl L1, 1410183022502670 3380
A e
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- e —
57.0 24.00 24.50
m/z 55.00  23.48%
5000
90 1550197.0
0 NLW“h‘w‘\J‘M“H““‘ D — ——
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.431 8.77 ng/ul 390046  Perylene-di2 25.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Cyclopentadecane 210 C15H30 000295-48-7 92
5 1-Tetracosene 336 C24H48 010192-32-2 91
Abundance Scan 3564 (24.431 min): BG050432.D\data.ms (-3559) (- 57.00 100.00%
57.0
97.0
5000
390 2089 2821 24.50
0L——oly 3211 83.66%

miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

5000
24 50
81.37%
39.0
s LU L0 sss0 290 0o
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol
55.0
97.0
24 50
5000 80.92%

190 |

s LLLLLLER? 1620 2200 2000
m/z--> 50 100 150 200 250 300
Abundance i

(e :
#232316: Behenic alcohol
a3d 83.0 24 50
’ 80.05%
5000
25.0
oL LU 000 a0 |
m/z--> 50 100 150 200 250 300 24 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50432.D

Acqg On : 5 0ct 2021 3:58
Operator : CG/JU

Sample : M3879-06

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.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|
Ethanol, 2-(2-b... 10.841 5.2 ng/ul 144891 2 11.094 562030 20.0
Pentadecanoic acid 17.486 2.2 ng/ul 93130 4 17.627 842596 20.0
Palmitoleic acid 18.373 2.3 ng/ul 94838 4 17.627 842596 20.0
n-Hexadecanoic ... 18.485 5.0 ng/ul 208652 4 17.627 842596 20.0
unknown-01 18.779 2.1 ng/ul 87880 4 17.627 842596 20.0
Pentadecafluoro... 21.534 8.1 ng/ul 352511 5 21.928 867664 20.0
(DEL) Alkane: S... 22.762 2.7 ng/ul 117663 5 21.928 867664 20.0
(DEL) Alkane: S... 24.360 4.2 ng/ul 187160 6 25.353 889752 20.0
Trifluoroacetox... 24.431 8.8 ng/ul 390046 6 25.353 889752 20.0
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