LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62400.D

Acqg On ¢ 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.418 19 22 28 rVvB3 10464 15531 ©0.30% 0.976%
2 3.677 63 66 73 rBvV 16764 25421 0.50% 0.124%
3  3.824 88 91 98 rBV 40579 65485 1.28% 0.320%
4 6.044 463 469 476 rBV 13155 21053 0.41% 0.103%
5 6.220 495 499 505 rvB3 4719 6592 0.13% 0.032%
6 7.113 644 651 661 rVB2 31430 61627 1.20% 0.301%
7 7.284 674 680 689 rBV 72333 122394  2.39% 0.598%
8 7.489 708 715 721 rBV2 68119 116359 2.27% 0.568%
9 7.548 721 725 737 rVB 27696 50408 0.98% 0.246%
10 7.959 788 795 801 rBV 179720 305980 5.98% 1.494%
11 8.018 801 805 812 rVB2 16223 26859 ©0.52% 0.131%
12 8.652 907 913 922 rBV 83206 143215 2.80% 0.699%
13 9.105 984 990 998 rBvV 79831 141110 2.76% 0.689%
14  9.216 1005 1009 1015 rVv4 5637 8162 0.16% 0.040%
15 9.557 1062 1067 1073 rBV4 7952 13763 0.27% 0.067%
16 9.669 1079 1086 1093 rVB2 37965 57263 1.12% ©0.280%
17 9.827 1104 1113 1119 rBV 43838 78085 1.53% 0.381%
18 10.368 1195 1205 1215 rBV 92643 163720 3.20% 0.799%
19 10.526 1226 1232 1236 rBV4 9368 15761 0.31% 0.077%
20 10.750 1263 1270 1278 rBV 280708 485884 9.49% 2.372%
21 10.879 1284 1292 1299 rBV 77080 143860 2.81% 0.702%
22 11.284 1352 1361 1366 rVB3 12253 21190 0.41% 0.103%
23 11.390 1374 1379 1384 rBV2 4030 5939 0.12% 0.029%
24 11.484 1387 1395 1408 rBV 123811 235718 4.60% 1.151%
25 13.417 1718 1724 1731 rVW 350123 531526 10.38% 2.595%
26 13.481 1731 1735 1742 rVV3 8290 14954 0.29% 0.073%
27 13.857 1795 1799 1808 rBV6 4010 7587 0.15% 0.037%
28 13.981 1814 1820 1827 rVB 252961 362114 7.07% 1.768%
29 14.227 1857 1862 1864 rBV2 23534 35916 0.70% 0.175%
30 14.268 1864 1869 1879 rVV2 247051 401768 7.85% 1.962%
31 14.486 1900 1906 1910 rvB2 9860 11455 0.22% 0.056%

32 14.574 1915 1921 1928 rVB 516279 820758 16.03% 4.007%
33 14.809 1948 1961 1975 rVV 2199173 5119576 100.00% 24.996%

34 14.909 1977 1978 1988 rVB6 4348 8074 0.16% 0.039%
35 14.985 1988 1991 1998 rBV6 8555 14744 ©.29% 0.072%
36 15.167 2018 2022 2026 rBV3 4226 5892 0.12% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62400.D

Acqg On ¢ 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION
37 15.308 2043 2046 2050 rBvV3 5394 7981 0.16% ©0.039%
38 15.379 2053 2058 2062 rvB3 8746 13328 0.26% 0.065%
39 15.431 2064 2067 2071 rBV 11359 14865 0.29% 0.073%
40 15.567 2081 2090 2099 rBV 375508 560203 10.94%  2.735%
41 15.672 2103 2108 2115 rBV 48214 74032 1.45% 0.361%
42 15.737 2115 2119 2123 rVB 7384 10934 0.21% 0.053%
43 15.843 2133 2137 2141 rVB4 4340 7051 0.14% 0.034%
44 15.943 2149 2154 2156 rBv4 3838 5687 ©0.11% 0.028%
45 16.007 2159 2165 2168 rVB4 4359 6974 0.14% 0.034%
46 16.119 2179 2184 2191 rBv2 20852 36024 0.70% 0.176%
47 16.195 2193 2197 2202 rVB7 4548 9104 0.18% 0.044%
48 16.248 2202 2206 2210 rBv4 5299 7505 0.15% 0.037%
49 16.295 2210 2214 2216 rBV 19964 21744 0.42% 0.106%
50 16.324 2216 2219 2224 rVB4 9499 13330 0.26% 0.065%
51 16.459 2238 2242 2248 rVB5 8970 14368 0.28% 0.070%
52 16.718 2281 2286 2290 rBV5 12197 20145 0.39% 0.098%
53 16.812 2297 2302 2308 rBV6 4545 9303 0.18% 0.045%
54 16.877 2308 2313 2317 rBV3 11043 15926 0.31% 0.078%
55 17.035 2337 2340 2344 rVB3 5728 7208 0.14% 0.035%
56 17.088 2344 2349 2352 rBV 17849 24181 0.47% 0.118%
57 17.129 2352 2356 2364 rVB7 9011 20961 0.41% 0.102%
58 17.317 2381 2388 2393 rVV 772478 1138638 22.24% 5.559%
59 17.358 2393 2395 2399 rvV 20744 24113 0.47% 0.118%
60 17.411 2399 2404 2412 rVB 452391 683291 13.35% 3.336%
61 17.493 2414 2418 2424 rVB7 10813 17734 0.35% 0.087%
62 17.705 2450 2454 2459 rBV6 12914 20998 0.41% 0.103%
63 17.822 2471 2474 2477 rBV3 14689 18300 0.36% 0.089%
64 17.993 2499 2503 2511 rVB 52000 73082 1.43% 0.357%
65 18.081 2514 2518 2525 rVv4 14328 20414 0.40% 0.100%
66 18.216 2535 2541 2550 rBV 397531 576029 11.25%  2.812%
67 18.516 2586 2592 2596 rBV2 18944 29978 ©0.59% 0.146%
68 18.768 2631 2635 2643 rVB2 17283 28883 0.56% 0.141%
69 18.880 2650 2654 2659 rBV7 6844 10516 0.21% 0.051%
70 18.950 2661 2666 2670 rBV7 6449 11823 0.23% 0.058%
71 19.015 2673 2677 2683 rVBS8 8116 15315 ©0.30% 0.975%
72 19.079 2683 2688 2692 rBVS5 17161 33904 0.66% 0.166%
73 19.162 2692 2702 2707 rBV3 193099 282788 5.52% 1.381%
74 19.262 2716 2719 2721 rBV3 9092 12540 0.24% 0.061%
75 19.297 2721 2725 2728 rVB 37415 41040 0.80% ©0.200%
76 19.338 2728 2732 2734 rBV4 30585 38471 ©0.75% 0.188%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62400.D

Acqg On ¢ 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION
77 19.367 2734 2737 2739 rVWW4 11025 13057 0.26% 0.064%
78 19.485 2753 2757 2765 rBV 129136 177324 3.46% 0.866%
79 19.638 2778 2783 2787 rVB4 20305 29739 0.58% 0.145%
80 19.696 2787 2793 2800 rVWV 641790 949096 18.54% 4.634%
81 19.755 2800 2803 2808 rVB2 42073 52115 1.02% 0.254%
82 19.831 2813 2816 2819 rVB5 9302 9859 0.19% 0.048%
83 20.219 2878 2882 2884 rBv4 16877 23699 0.46% 0.116%
84 20.248 2884 2887 2891 rVB 77250 85538 1.67% 0.418%
85 20.601 2944 2947 2953 rVB5 24981 50832 ©0.99% 0.248%
86 20.677 2957 2960 2964 rBV6 9676 11816 ©.23% 0.058%
87 20.742 2964 2971 2975 rBV2 90640 139423 2.72% 0.681%
88 20.777 2975 2977 2980 rVB2 14038 10426 0.20% 0.051%
89 20.854 2988 2990 2992 rVB2 9448 8001 0.16% 0.039%
90 21.059 3021 3025 3028 rBV6 8117 14994 0.29% 0.073%
91 21.230 3049 3054 3067 rBvV2 449039 768857 15.02%  3.754%
92 21.558 3103 3110 3117 rBV 850812 1354113 26.45% 6.611%
93 21.776 3142 3147 3151 rBV 86026 128295 2.51% 0.626%
94 22.363 3243 3247 3256 rVB2 80145 143643 2.81% 0.701%
95 23.033 3356 3361 3367 rBV 59400 104919 2.05% ©.512%
96 23.215 3387 3392 3399 rVB 135645 246500 4.81% 1.203%
97 23.808 3488 3493 3500 rBV 54327 114261 2.23% ©.558%
98 24.431 3590 3599 3614 rVB2 319044 874331 17.08%  4.269%
99 24.648 3626 3636 3644 rBV 521549 1420953 27.76% 6.938%
100 25.917 3847 3852 3862 rBV5 35242 105709 2.06% 0.516%

Sum of corrected areas: 20481954
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062400.D\data.ms

2000000
1500000
1000000

500000
10.750

10.368 87 11.484
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Abundance TIC: BG062400.D\data.ms
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Abundance TIC: BG062400.D\data.ms
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SFAM-EPA-BG081424.MA.M Thu Aug 15 06:15:16 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.548 3.29 ng/ul 50408 1,4-Dichlorobenzene-d4 7.959

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 56
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 53
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 53
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
Abundance Scan 725 (7.548 min): BG062400.D\data.ms (-721) (-) m/z 45.15 100.00%
45.1
5000
72.2 B R o e e e O
‘\ | M 103.2 7.20 7.40 7.60 7.80 .
O bbb e e e e M/z0 590150 29.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \‘HH‘HH‘HAH’\H/\\‘\
7.20 7.40 7.60 7.80
2010 72.0 m/z 72.15  18.62%
0L.14.0 Ll ‘M 89.0 104.0 135.0
\\‘H\\‘H\\‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)-
45.0
A\‘\\\\‘\\\\‘\\\\’\\\V‘\
7.20 7.40 7.60 7.80
5000 m/z 73.15 13.77%
73.0
‘ ‘ 88.0 103.0
0 "‘H"‘Hw‘“‘H"‘W‘m"‘m"‘mwwwmw_wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 {\
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)- LI Hm‘ i ‘“m, e
45.0 7.20 7.40 7.60 7.80
m/z 43.10 12.84%
5000
72.0
29,0
o e b B0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Pentanedioic acid, dimethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.669 2.36 ng/ul 57263 Naphthalene-d8 10.750

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 90
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 83
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 72
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 59
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 50
Abundance Scan 1086 (9.669 min): BG062400.D\data.ms (-1079) (-) m/z 59.15 100.00%
59.1
100.2
5000
42.1 129.2
— —
‘H‘ ‘ 9.50 10.00
0l b e m/z 100.15  66.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36502: Pentanedioic acid, dimethyl ester
59.0
15.0 100.0
5000 — ——
420 129.0 9.50 10.00
m/z 101.15 43.66%
Ot T \M‘\ T T Hi T 1“}‘\8‘3\'&:\)\ \“‘\ T ‘\‘\ T \1\6(‘)\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
A T T ‘ T T ‘ T
9.50 10.00
15.0 100.0
5000 42.0 m/z 55.15  39.30%
129.0
OHH‘HM‘“ P 83,0 \“‘\\\\‘\‘\‘\ -
m/z--> 20 40 60 80 100 120 140 160
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0 9.50 10.00
100.0 m/z 129.15 29.62%
129.0
5000
150 420
0 e e
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 3 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.484 9.70 ng/ul 235718 Naphthalene-d8 10.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
Abundance Scan 1395 (11.484 min): BG062400.D\data.ms (-1387) (- | m/z 94.15 100.00%
94.2
5000
45 1 77.2
N h | ez 152.2 1150
0“‘“‘“‘NM‘M“‘“‘H“w““““““““‘ m/z 77.15 26.97%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000
11 50
7.0 1520 Mz 45.15  17.95%
O\ \1\5\?\ \ T \““‘\‘\“\ T ‘(ﬂ‘\ T ’ T \‘\ ‘ T !\]-]\_g‘\()\ T ‘ T \‘\ ‘
m/z--> 100 120 140
Abundance #30117 1- Phenoxypropan 2-ol
94.0
=
11.50
5000 m/z 78.15 16.39%
7.0 152.0
o 50 1L L s
oH‘w‘mw‘w‘m,‘m_m_m_m‘
m/z--> 20 100 120 140
Abundance #30124: 1- Phenoxypropan 2-ol 5
94.0 11.50
m/z 152.15 15.99%
5000
77.0
‘ 152.0
ow%?wmum\\»,‘\‘\‘_‘1‘1\1%9\“”1‘\ 1\
m/z--> 20 40 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.417 12.95 ng/ul 531526  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 86
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 81
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78

Abundance Scan 1724 (13.417 min): BG062400.D\data.ms (-1718) (- m/z 135.15 100.00%

135.2
5000 107.2

41.1 77.2 164.2 13.50
0 m_m\“ A0 L wz 107,15 46.43%
miz--> 20 60 80 100 120 140 160
Abundance #39631. Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0
13.50

m/z 41.10 11.83%

164.0
0 \1\5\.(‘) T \4?.‘::-‘.\0\ ‘\5\9‘.()\ T \“‘ T ‘\ ‘\ T = ‘i‘ T \“! T L T ! T
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0

1350
m/z 95.15 11.32%
5000 107.0
41.0 77.0 164.0
0H\‘HH“‘\H‘\‘\‘H\“HH\‘\Mw‘iuu‘!‘u‘u‘!u
m/z--> 20 40 60 80 100 120 140 160
Abundance #27481: Phenol, p-tert-butyl-
135.0 1350
m/z 136.15 10.38%
5000
107.0
41.0 77.0
0““““N"ﬁw“‘J“‘ML“M‘\“‘I“u“_“ A
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.216 10.12 ng/ul 576029  Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2541 (18.216 min): BG062400.D\data.ms (-2535) (- | m/z 43.10 100.00%
43.1
5000
129.2
83.2 213.3 s ——
‘ ‘ 171.2 ‘ 256. ‘ 18.00 18.50
ol MMl by Ll L L 20T 2950 93015 8oL 7e%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e ——
129.0 18.00 18.50
83.0 213.0 m/z 60.15 86.91%
171.0 ‘
0 lld \“ T “\ \“ \‘\H“ e “\ ™ ‘\ T T
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0
— —
18.00 18.50
5000 256.0 m/z 57.15 80.20%
129.0
213.0
L
oL— “‘ H‘\M H‘ M‘H ‘\u‘\‘u‘\ ‘m‘ e “‘m‘ T — ‘\‘ —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid = e
60.0 18.00 18.50
m/z 55.15 77 .51%
5000 129.0
7.0 171 0 213.0 256.0
oLb— “MH‘\ H ‘\ \\h”\ ‘H‘\‘M‘\ ‘ ‘ ‘ L \‘ ““ - P Ly Py
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 13-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.162 4.97 ng/ul 282788  Phenanthrene-di10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93

Abundance Scan 2702 (19.162 min): BG062400.D\data.ms (-2692) (- | m/z 55.15 100.00%

5E
5000
ort MN«WNMMJVA»JVAKﬁ\wA

37.3 180.2 222.3 264.3 19.00 19.50
0 et L3S 4115 67.84%
miz--> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 T ‘ T T ‘ T
70 19.00 19.50
264.0 m/z 43.15 54.41%
H“%sso 180.0 2220 h
O' ‘M \“H\ H‘\H - ‘ \‘ T T \ T T \ ‘ \ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
—— —
19.00 19.50

5000 m/z 69.15 52.22%

7.0
264.0
38.0 1800 2220 ‘
| H 350 0 | 3000
m/z--> 50 100 150 200 250 300 350
Abundance #194418: 12-Octadecenoic acid, methyl ester ;

0 1 PRI /N
& -

55.0 19.00 19.50
m/z 74.15 42.51%

g

5000
97.0 264.0

38.0 180.0 222.0 ‘
0! | “‘1l““““H R e 4
m/z--> 50 100 150 200 250 300 350 19.00 19.50

4>
?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\

Data File : BG062400.D

Acqg On : 14 Aug 2024
Operator : MA/JU
Sample : P3589-03
Misc

18:20

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .MA.M

Quant Title

TIC Library

: 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 7 Octadecanoic acid

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.485 2.62 ng/ul 177324  Chrysene-di12 21.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90

Abundance Scan 2757 (19.485 min): BG062400.D\data.ms (-2753) (- | m/z 43.15 100.00%
43.1
73.2
5000
129.2
1853 2413 A
| ‘ M ‘ ‘ ‘ 284. 19.50
0 ‘w‘““““‘!‘\ ! h‘\h Moshotoa Lol L b L m/z 57.15  83.45%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 T
19.50
284.( o
185.0 241.0 ‘ m/z 73.15 81.56%
0 \“\ ‘i“‘ \‘M ‘\““\ \“\“r“ \‘r‘\ \“ T \‘\
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
B
19.50
5000 m/z 60.10 79 .80%
129.0
213.0
‘ 171.0 ‘
0 , “\ ‘HH M‘ | i ‘\\“‘ “ “‘u\‘ T “‘ S
miz--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid pel = et
43.0 19.50
73.0 .
m/z 55.15 78.50%
5000
129.0
284.(
Lyl T e
orzol WA h by L T A
m/z--> 50 100 150 200 250 19.50

SFAM-EPA-BG081424.MA.M Thu Aug 15 06:15:24 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.742 2.06 ng/ul 139423  Chrysene-di12 21.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2971 (20.742 min): BG062400.D\data.ms (-2964) (- | m/z 57.15 100.00%
7.1

57.
5000

e ‘
W32 aees 2050  21.00
Ob v hh b i, 200 2811 m/z 43.15  70.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0

5000 — e
20.50 21.00

m/z 71.10 60.13%

le A .l\ .‘\]]11‘13.‘\0\15‘9'.0225'0281'0338'0
\\\\‘\\\\‘f\\\‘\\\\‘!\\1‘\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0

T T
20.50 21.00

o

5000 m/z 85.10 37.27%
ol || 113016002250281.0  380.0
A A A e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane T e
57.0 20.50 21.00

m/z 41.15 28.36%

) QJJ
13.0
| } | ﬁ} | 169.0225.0281.0337.0393.0449.0 506.(

0L n b e S RS TR A S s
miz-> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.230 11.36 ng/ul 768857  Chrysene-di12 21.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3054 (21.230 min): BG062400.D\data.ms (-3049) (- | m/z 57.15 100.00%

57.1
5000
‘ 11.2
‘ B

168.3 21.00 21.50
o dhLLLi] 1683 2223 2803 3548 .7 43.15  92.36%

miz--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 = =
21.00 21.50
11.0 m/z 55.15  83.45%
O\\“\“‘\\\“V\M“ “ “ %16\7\\()\ ‘2\2\3\\0‘\2\8\0\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane
43.0
== =
7.0 21.00 21.50
5000 ITI/Z 83.15 66.89%
o LU0 2100 2s0_sso
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate — e
57.0 21.00 21.50
m/z 69.15 60.09%
5000
11.0
169 0
LU s

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG081424\

Data File : BG062400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .MA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.363 2.12 ng/ul 143643  Chrysene-di12 21.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 3247 (22.363 min): BG062400.D\data.ms (-3243) (- | m/z 57.15 100.00%
57.1

5000

.

22.00 22.50
7.3 207.1 343.4 .
0‘HH‘HHﬁfH‘H\wH\wu\wu\w\uw\uw\u\wu\wu\wu m/z 43.15 65.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
5000 — ——
22.00 22.50
m/z 71.15 55.98%
o Lz oss7ozsro3sn0
‘HH‘H\! 1\\Y‘HH’\\H‘\\H‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

3

Abundance #347241: Tetratetracontane
57.0
22.00 22.50
5000 ITI/Z 85.15 40.09%
0 JHHHZJ?;szm 0337.0407.0 491.0562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane T —
57.0 22.00 22.50
m/z 55.15 28.77%
- WWMWVWMWWﬁRMWWNWWMW
0 1122701970 281.0  394.0
‘H‘WH‘WH‘W‘H"Hw‘HW‘H‘_H‘_H‘_‘HM‘HM‘H‘H‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
BG062400.D

Aug 2024 18:20

: MA/JU
. P3589-03

12

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .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 11 Supraene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.215  3.47 ng/ul 246560 Peryleme-diz2 24.648
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene a0 CoHse 007683-64-9 91

000111-02-4 90
024035-35-6 72
003974-79-6 64
125529-10-4 64

qualene 410 C30H50

,6,10,14-Hexadecatetraenoic aci... 332 C22H3602
»3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

uih wNnPE
NN DN OB On

Abundance Scan 3392 (23.215 min): BG062400.D\data.ms (-3387) (- | m/z 69.15 100.00%

69.2
5000
— —
| 21911 23.00 23.50
o“uuM‘HﬂwM“mW\ gL L2 3614 m/z 81.15  48.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 P e
23.00 23.50
m/z 41.15  27.02%
137.0
On‘d“wwﬂ‘ 191.0 273.0 3410 410.
\\\‘\\\‘\\\\‘\\1\‘WWWW‘I\\\‘\\\\‘\\\\‘\\

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

%

Abundance #308258: Squalene
69.0
23.00 23.50
5000 ITI/Z 95.15 13.57%
121.0
0220 || ,1750 23102730 3410 a0,
e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t — —
69.0 23.00 23.50
m/z 149.15 11.05%
5000
J 1360
o270 L1l 1890 2300 2670320 g Mottty
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG062400.D

Acqg On : 14 Aug 2024 18:20
Operator : MA/JU

Sample : P3589-03

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@81424.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|
Ethanol, 2-(2-e... 7.548 3.3 ng/ul 50408 1 7.959 305980 20.0
Pentanedioic ac... 9.669 2.4 ng/ul 57263 2 10.750 485884 20.0
1-Phenoxypropan... 11.484 9.7 ng/ul 235718 2 10.750 485884 20.0
Phenol, 4-(1,1-... 13.417 12.9 ng/ul 531526 3 14.574 820758 20.90
n-Hexadecanoic ... 18.216 10.1 ng/ul 576029 4 17.317 1138640 20.0
13-Octadecenoic... 19.162 5.0 ng/ul 282788 4 17.317 1138640 20.0
Octadecanoic acid  19.485 2.6 ng/ul 177324 5 21.558 1354110 20.0
(DEL) Alkane: S... 20.742 2.1 ng/ul 139423 5 21.558 1354110 20.90
(DEL) Alkane: S... 21.230 11.4 ng/ul 768857 5 21.558 1354110 20.0
(DEL) Alkane: S... 22.363 2.1 ng/ul 143643 5 21.558 1354110 20.0
Supraene 23.215 3.5 ng/ul 246500 6 24.648 1420950 20.0
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