LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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: BGO50431.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.067 94 98 109 rVV2 48433 97196 11.92% 0.830%
2 4.173 111 116 123 rVB2 25475 41314 5.07% 0.353%
3 4.296 134 137 145 rVB2 11931 21440 2.63% 0.183%
4 4.402 153 155 161 rVB5 4599 7702 0.94% 0.066%
5 4.966 248 251 255 rVB3 4010 5478 0.67% 0.047%
6 5.330 308 313 319 rVB3 4390 7012 0.86% 0.060%
7 5.418 324 328 331 rBV3 4255 5988 ©0.73% 0.051%
8 6.247 467 469 473 rVB4 2272 2966 0.36% 0.025%
9 7.210 629 633 635 rBV3 2638 3351 0.41% 0.029%
106 7.398 658 665 676 rVB 115757 210831 25.85% 1.800%
11 7.581 687 696 707 rBV 101119 177983 21.82% 1.520%
12 7.792 724 732 739 rBvV 122616 211520 25.94% 1.806%
13 7.868 739 745 751 rVB6 4761 10478 1.28% 0.089%
14 8.233 800 807 808 rBv2 20268 32814 4.02%  0.280%
15 8.268 808 813 822 rVB 180609 318347 39.04% 2.719%
16 8.491 847 851 858 rVB7 3705 6753 0.83% 0.058%
17 8.779 894 900 906 rBV3 11752 23416 2.87% 0.200%
18 8.955 923 930 938 rVB3 52217 96394 11.82% 0.823%
19 9.091 948 953 959 rBV3 3004 5128 0.63% 0.044%
20 9.437 1005 1012 1023 rwV 133511 247746 30.38% 2.116%
21  9.590 1033 1038 1042 rBV5S 2760 5241 0.64% 0.045%
22 9.813 1072 1076 1079 rBV3 3217 3513 0.43% 0.030%
23 10.166 1128 1136 1147 rVB 103507 194306 23.83% 1.659%
24 10.342 1158 1166 1171 rVV3 8463 15279 1.87% 0.130%
25 10.630 1210 1215 1220 rVV4 3921 7789 0.96% 0.067%

26 10.700 1220 1227 1234 rVV 145015 260981 32.00%
27 10.841 1239 1251 1263 rBV 166900 311488 38.20%
28 11.035 1280 1284 1287 rBV4 7855 11916  1.46%
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29 11.094 1287 1294 1302 rVB 235835 439714 53.92% 755%
30 11.217 1309 1315 1324 rVB 81952 157399 19.30% 344%
31 11.576 1373 1376 1379 rBV3 2809 3324 0.41% 0.028%
32 12.075 1455 1461 1467 rBv4 14274 25370 3.11% 0.217%
33 12.158 1467 1475 1484 rVB7 9994 20236 2.48% 0.173%
34 12.469 1524 1528 1533 rVB 13131 17738 2.18% ©.151%
35 12.657 1556 1560 1563 rBV3 3006 3963 0.49% 0.034%
36 12.968 1610 1613 1619 rVB4 4213 6814 0.84% 0.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 13.098 1629 1635 1636 rBV4 2720 3561 0.44% 0.030%
38 13.256 1655 1662 1663 rBvV3 3729 6288 0.77% 0.054%
39 13.403 1682 1687 1697 rVB6 6605 11577 1.42% 0.099%
40 13.485 1697 1701 1707 rVB4 5318 7696 0.94% 0.066%
41 13.691 1728 1736 1741 rBV2 19426 32786 4.02% 0.280%
42 13.756 1741 1747 1753 rBV 56858 89439 10.97% 0.764%
43 13.985 1781 1786 1789 rBV2 2616 3314 0.41% 0.028%
44 14.067 1798 1800 1805 rVB4 3313 4677 ©.57% 0.040%
45 14.279 1829 1836 1843 rBV = 272267 416899 51.12%  3.560%
46 14.343 1843 1847 1851 rVB4 9537 13710 1.68% 0.117%
47 14.578 1881 1887 1895 rVB 301938 489281 60.00% 4.178%
48 14.754 1911 1917 1923 rVB 20134 29407 3.61% 0.251%
49 14.884 1933 1939 1947 rVB 367763 586280 71.89% 5.007%
50 15.048 1960 1967 1979 rBV 105025 183441 22.49% 1.567%
51 15.207 1988 1994 1996 rBV6 8381 13026 1.60% 0.111%
52 15.236 1997 1999 2005 rVV5 9656 17942 2.20% 0.153%
53 15.366 2016 2021 2024 rBV6 4668 7438 0.91% 0.064%
54 15.424 2029 2031 2036 rBV5 2847 3592 0.44% 0.031%
55 15.665 2066 2072 2073 rBV6 2821 4995 0.61% 0.043%
56 15.700 2073 2078 2083 rVB2 19877 28550 3.50% 0.244%
57 15.759 2085 2088 2092 rVvv4 2836 4807 ©.59% 0.041%
58 15.806 2092 2096 2101 rvv3 12798 21827 2.68% 0.186%
59 15.871 2101 2107 2119 rVV 405877 628199 77.03% 5.365%
60 15.977 2119 2125 2133 rVB 74256 118812 14.57% 1.015%
61 16.106 2140 2147 2153 rBV2 14795 27083  3.32% 0.231%
62 16.247 2169 2171 2175 rBV3 2838 4247 0.52% 0.036%
63 16.311 2179 2182 2188 rVB6 7461 13868 1.70% 0.118%
64 16.558 2218 2224 2226 rBV2 23341 32215 3.95% 0.275%
65 16.693 2243 2247 2252 rBV5S 8698 12918 1.58% 0.110%
66 16.858 2272 2275 2280 rVB2 5060 7154 0.88% 0.061%
67 16.970 2290 2294 2295 rBV3 5029 6130 0.75% 0.052%
68 17.140 2321 2323 2326 rBvV4 3219 3412  0.42% 0.029%
69 17.322 2349 2354 2355 rBVS5 4481 5508 0.68% 0.047%
70 17.351 2355 2359 2364 rVV2 16740 22856 2.80% 0.195%
71 17.404 2364 2368 2372 rVB4 10366 15326 1.88% 0.131%
72 17.487 2378 2382 2389 rVB2 39989 58244 7.14% 0.497%
73 17.557 2389 2394 2400 rBV3 36194 53026 6.50% 0.453%
74 17.628 2400 2406 2412 rBV 425616 668223 81.94% 5.706%
75 17.727 2417 2423 2432 rVB 410644 626044 76.77% 5.346%
76 17.968 2460 2464 2465 rBV3 3889 4355 0.53% 0.037%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 17.986 2465 2467 2470 rVWV4 4185 4987 0.61% 0.043%
78 18.092 2482 2485 2490 rBV2 15700 22350 2.74% 0.191%
79 18.227 2501 2508 2511 rBV7 7522 16924 2.08% 0.145%
80 18.268 2511 2515 2521 rVB 44177 55592 6.82% 0.475%
81 18.374 2526 2533 2539 rBV2 74020 137628 16.88% 1.175%
82 18.433 2539 2543 2548 rVV 42161 57027 6.99% 0.487%
83 18.485 2548 2552 2560 rVV 154012 215841 26.47% 1.843%
84 18.779 2597 2602 2609 rBvV2 39535 71554 8.77% 0.611%
85 19.343 2694 2698 2704 rBV5 13308 20993 2.57% 0.179%
86 19.402 2704 2708 2709 rBV2 24890 30070 3.69% 0.257%
87 19.425 2709 2712 2716 rVB 87586 101943 12.50% 0.871%
88 19.555 2731 2734 2739 rVB3 33336 40691 4.99% 0.347%
89 19.608 2740 2743 2744 rBV3 9546 10179 1.25% 0.087%
90 19.631 2745 2747 2748 rVV 25698 22620 2.77% 0.193%
91 19.660 2750 2752 2758 rVB2 56681 77483 9.50% 0.662%
92 19.749 2763 2767 2770 rBV3 25461 33961 4.16% 0.290%
93 20.001 2803 2810 2820 rVB 504708 815502 100.00% 6.964%
94 20.877 2956 2959 2962 rBV2 44666 49006 6.01% ©0.418%
95 21.535 3067 3071 3084 rVB 100205 185963 22.80% 1.588%
96 21.928 3132 3138 3144 rBV 386374 673926 82.64% 5.755%
97 22.757 3275 3279 3294 rVB2 62880 147726 18.11% 1.262%
98 24.355 3546 3551 3558 rVB2 114982 250367 30.70%  2.138%
99 25.113 3672 3680 3692 rVB2 223675 623608 76.47% 5.325%
100 25.354 3714 3721 3735 rVB2 238346 737086 90.38%  6.294%

Sum of corrected areas: 11710108
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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: BG050431.D\data.ms
500000

400000

300000
11.094

200000 8.268

7.
10.166
100000 3? 81 11.217

4.067 8.955

37
4902 4.966552308 6.247 7.21 s8> .49&77§£pl 59813 10.348.630.1.085 11576 120788 {5%apgan

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050431.D\data.ms
500000

10.841
10.700

20.p01

21.928
1
15.871 1977

400000 14.884

14.578
300000 14.279

200000

15.048

100000

13.756

ot T
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG050431.D\data.ms

500000

400000
300000 o5, 263354
200000

24.355

100000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.173 2.60 ng/ul 41314 1,4-Dichlorobenzene-d4 8.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Chloromethyl)tetrahydropyran 134 C6H11C10 018420-41-2 47
2 Methacrylamide 85 C4H7NO 000079-39-0 38
3 Methacrylamide 85 C4H7NO 000079-39-0 38
4 Oxirane, (2-methylpropyl)- 100 C6H120 023850-78-4 28

5 2,2-Dimethylvaleroyl chloride

148 C7H13C10

015721-22-9 23

Abundance Scan 116 (4.173 min): BG050431.D\data.ms (-111) (-) m/z 40.95 100.00%
41.0 85.0
5000
60.0
‘ ‘ 3.80 4.00 4.20 4.40
0+ “““‘\”;1WWJH“M T A IR RN RIS m/z 85.00 98.62%
miz-> 20 40 60 80 100 120 140
Abundance #17299: 2-(Chloromethyl)tetrahydropyran
85.0
41.0
5000 \‘\\\\‘\\\\’\\/\\\‘\\\\’\
3.80 4.00 4.20 4.40
67.0 m/z 43.00 66.42%
O L ‘2\6Hb\ \‘“‘\ \‘H\‘M‘ \‘\ T H“ \‘\ T ‘ L ‘ \]\-:3\4.\.0‘\
miz-> 20 40 60 80 100 120 140
Abundance #1732: Methacrylamide
41.0 85.0
3.80 4.00 4.20 4.40
5000 m/z 38.95 42.66%
69.0
miz--> 20 40 60 80 100 120 140
Abundance #1733: Methacrylamide
41.0 85.0 3.80 4.00 4.20 4.40
m/z 42.00 25.84%
5000
69.0
26.0 M
O LA A L o B
m/z--> 20 40 60 80 100 120 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BG@50431.D

Acqg On 5 Oct 2021 3:17

Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 Sample Multiplier:

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

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 Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.841 14.17 ng/ul 311488 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, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

018912-80-6 72

Abundance Scan 1251 (10.841 min): BG050431.D\data.ms (-1239) (- m/z 45.00 100.00%

45.0
5000
75.0

1050 1100
100.0
0 HWHJp‘lu“l‘}m‘!‘_m;m”_l?l‘?_m m/z 57.00 98.83%
miz-> 20 40 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41. 10.50 11.00

75.0 m/z 41.00 40.15%

101.0
T \]-\9‘0\“ ‘ “‘h‘\ T !‘MH\ T ‘!“\‘ ‘ \‘ ‘}‘ L U LI ‘ \1\3‘}2\0‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

o

1050 1100
5000 m/z 75.00  21.51%
29.0
75.0
b el il 3%00ns 0120
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0 10. 50 ll 00

m/z 56.00 15.69%

5000
41.
75.0
100.0
0 1?9 I I m‘ 177 116.01320 N s m/\A

m/z--> 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.756 3.05 ng/ul 89439  Acenaphthene-d10 14.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 78
3 (-)-10-Camphorsulfonyl chloride 250 C1eH15C103S 039262-22-1 64
4 Acetaminophen 151 C8H9NO2 000103-90-2 53
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 53

Abundance Scan 1747 (13.756 min): BG050431.D\data.ms (-1741) (- m/z 43.00 100.00%

43.0
109.0
5000 151.0
‘ 69.0 13.50 14.00
0 Mw\m‘h‘q J“;‘uu““ﬂ‘“w‘m‘hm‘H:wHwawww‘ m/z 108.95  63.47%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 i e,
13.50 14.00
69.0 m/z 151.00 38.80%
O]\-\\‘\‘\‘\\“‘P\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\‘\\Hl‘\“\\\‘\“\\1\‘\\‘\\‘J-\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0 e e
13.50 14.00
5000 ITI/Z 41.05 20.05%
69.0
R Y TR I 1 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ’\NVM
Abundance #134872: (-)-10-Camphorsulfonyl chloride — —
109.0 13.50 14.00
m/z 85.00 14.73%
151.0
81.0
5000
41.0
15.0 w‘\ I um il h\ L | | 186.02150 250.C M\/\ [
O e bbb B et e e G e T A
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 Palmitoleic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.374 4.12 ng/ul 137628 Phenanthrene-die 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 98
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 97
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 95
5 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 93

Abundance Scan 2533 (18.374 min): BG050431.D\data.ms (-2526) (- m/z 55.00 100.00%
55.0

> W\J\J\)\KV\/\\
— ——
“ ‘ ‘ 1920 2362 ,gq- 18.00 18.50
[oRa—— X T om/z 41.00 71.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140797: Palmitoleic acid
55.0
5000 e ——
18.00 18.50
m/z 68.95 68.18%
0 \\\‘\\H“JH“ "‘\”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140796: Palmitoleic acid
55.0
— ——
18.00 18.50
5000 ITI/Z 83.05 54.92%
0 H“HMMH‘ H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140806: cis-7-Hexadecenoic acid - ——
55.0 18.00 18.50
m/z 43.00 53.28%
236.0
5000
152.0 192.0
O‘HMHJWL% ~ T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.485 6.46 ng/ul 215841  Phenanthrene-die 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89

Abundance Scan 2552 (18.485 min): BG050431.D\data.ms (-2548) (- m/z 73.00 100.00%

43'0 73.0
5000
129.0
213.2 Ll
iy, L e
ob——— Ll Ll ”H““M”‘ N I m/z 43.00 84.77%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 T
18.50
97.0 1710 130 256.0 m/z 60.00 82.08%
oL— i“‘ U!\ H\‘\ MhH\ ‘H‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ N
m/z--> 50 100 50 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
A
18.50
5000 m/z 41.00 63.62%
129.0
213.0
‘ H ‘ 171.0 ‘
01‘4‘0 nt ‘H Il M‘ ‘wH““\‘hh“‘ \M T ‘ “ “ “‘u\‘ T - ‘ “ ,
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid 7
43.0 73.0 18.50
m/z 55.00 60.54%
5000 256.0
129.0
oL ““ “‘\“M‘u HH‘ MMH \H‘\ i ‘n ‘ ‘ ‘\‘u - ‘\‘ : —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 Methoxyacetic acid, 2-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.779 2.14 ng/ul 71554  Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 52
2 Dodecane 170 C12H26 000112-40-3 49
3 Undecane 156 C11H24 001120-21-4 49
4 Octacosane 394 C28H58 000630-02-4 47
5 Octacosane 394 C28H58 000630-02-4 47

Abundance Scan 2602 (18.779 min): BG050431.D\data.ms (-2597) (- m/z 57.10 100.00%

57.1
5000
— —
18.50 19.00
0+ m/z 43.05 86.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 T —
29.0 18.50 19.00
m/z 70.95 69.76%
ol B 113.0141.01680 1970 243,
H\‘\\H‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45481: Dodecane
57.0
— —
18.50 19.00
5000 ITI/Z 55.00 62.73%
85.0
29.0
Y N N Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33080: Undecane 1 —
57.0 18.50 19.00
m/z 41.00 44.46%
5000
85.0
29.0
‘ H ‘ 113.0 156.0
0 H‘_LH‘1NHMJ1W$HJM‘UWHH‘_“W‘H‘M“W‘H‘_“W‘H —— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\

Library Search Compound Report

Data File : BG@50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS vial : 26

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

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 Ethyl 9-hexadecenoate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.426 3.05 ng/ul 101943  Phenanthrene-die 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 90
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 83
3 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 64

4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
5 10-Octadecenoic acid, methyl ester 296 C19H3602

000112-62-9 60
013481-95-3 60

Abundance Scan 2712 (19.425 min): BG050431.D\data.ms (-2709) (-  m/z 55.00 100.00%
55.0

3

5000
—
230155 01801 2222 2001 19.50
o} m/z 41.00 76.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176214: Ethyl 9-hexadecenoate
553.0
88.0
5000 T
19.50
m/z 69.00 74.96%
2301520 1940 2360 /
L |
Otprm i‘u‘ T
T

m/z--> 20 40 60 80 100120140160180200220240260280

3

Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
——
19.50
5000 ITI/Z 73.95 65.42%
264.0
1
O,H‘WWJWMH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176215: Ethyl 9-hexadecenoate
55.0 19.50
m/z 83.05 56.91%
88.0
5000
123.0152.0 194.0 237.0
0B s
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BG@50431.D

Acqg On 5 Oct 2021 3:17

Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 8 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.535  5.52 ng/ul 185963 Chryseme-dl2 21.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

2 Trihexadecyl borate 735 C48H99B0O3 002665-11-4 87
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 68
4 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 68
5 n-Nonadecanol-1 284 C19H400 001454-84-8 64

Abundance Scan 3071 (21.535 min): BG050431.D\data.ms (-3067) (- m/z 57.00 100.00%
57.0

5000

-

T \
7.0 228.0 21.50

327.1
ol bbb bbb g g T m/z 43,00
m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

81.16%

-

5000 T

21.50

m/z 55.05 59.15%

| FFIO 2520 5699 648.1
O‘\\\ ‘\\\\‘\\IT[\TV\‘W\I\’\\\\‘\\\\‘\1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250300350400450500550 600650

-

Abundance #349651: Trihexadecyl borate
57.0
T \
21.50
5000 ITI/Z 71.05 56.89%
225.0
7.0
ol AL, ) 3010 511.0
e A A e e e e e e
m/z--> 0 50 100150200 250300350400 450500550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T ‘
57.0 21.50
m/z 83.00 56.35%
5000
‘ .0196.0
0t e
m/z--> 0 50 100 150200250300 350400450500550600650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22757 4.38 ng/ul 147726 Chrysene-diz 21.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 Clome 000629-92-5 86

1000309-17-7 86
1000406-32-0 72
1010280-67-0 72
000629-92-5 70

2 Sulfurous acid, butyl decyl ester 278 C14H3003S
3 Tetracosane, 1-iodo- 464 C24H491
4 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S
5 Nonadecane 268 C19H40

Abundance Scan 3279 (22.757 min): BG050431.D\data.ms (-3275) (- m/z 57.00 100.00%
57.0

2250  23.00
141.1 : : :
04— ky N‘“M\”W\”“%%%;y\\%{a;\\??i%\ ‘gfﬁ' m/z 71.00 70.82%
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 T —
22.50 23.00
m/z 43.00 69.87%
O \“\ \“‘ T H“ H‘ h‘ \H‘ \:“L\4\:L‘(‘)\ J\-8\3\0‘ L ‘Zfs?.(\)\ ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
— —
22.50 23.00
5000 m/z 85.00 55.73%
99.0 141.0
om_‘h\‘uH_m_‘1‘93‘9“_”‘_”‘_
m/z--> 100 150 200 250 300 350
Abundance #330025: Tetracosane, 1-iodo- T T
57.0 22.50 23.00
m/z 55.00 25.87%
5000
99.0
1550 337.0
okl L0000 pmo B0
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24,355 6.79 ng/ul 250367 Perylene-d12 25.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 86
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 86
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86

Abundance Scan 3551 (24.355 min): BG050431.D\data.ms (-3546) (- m/z 57.00 100.00%

57.0 ' '
5000
‘ 24.00 24,50
13.0 . .
155.1 207.0 |
OH\“‘M“‘!‘\““‘ Lo 2000 2981 A4 s 71.60  73.41%
mlz--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 — e
24.00 24.50
m/z 43.00 63.26%
oL || | /1130 1600 2250 281.0 337.0380.0
\\\‘ \\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
— —
24.00 24.50
5000 m/z 85.10  44.38%
[1] 1\30 169.0  254.0
oL L
miz--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo- P —
57.0 24.00 24.50
m/z 55.00 27.64%
5000
69. .
olik i) 7 LD 2250 2810 3370 3930 A
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100421\
Data File : BGO50431.D

Acqg On : 5 0ct 2021 3:17
Operator : CG/JU

Sample : M3879-04

Misc :

ALS Vvial : 26 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|
unknown-01 4.173 2.6 ng/ul 41314 1 8.274 318347 20.0
Ethanol, 2-(2-b... 10.841 14.2 ng/ul 311488 2 11.094 439714 20.0
2,4,7,9-Tetrame... 13.756 3.0 ng/ul 89439 3 14.884 586280 20.0
Palmitoleic acid 18.374 4.1 ng/ul 137628 4 17.628 668223 20.0
n-Hexadecanoic ... 18.485 6.5 ng/ul 215841 4 17.628 668223 20.0
Methoxyacetic a... 18.779 2.1 ng/ul 71554 4 17.628 668223 20.0
Ethyl 9-hexadec... 19.426 3.0 ng/ul 101943 4 17.628 668223 20.0
Pentadecafluoro... 21.535 5.5 ng/ul 185963 5 21.928 673926 20.0
(DEL) Alkane: S... 22.757 4.4 ng/ul 147726 5 21.928 673926 20.0
(DEL) Alkane: S... 24.355 6.8 ng/ul 250367 6 25.354 737086 20.0
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