LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acqg On : 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc :

ALS Vvial : 56 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-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO57998.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.379 44 49 54 rVB 13207 17993 0.64% 0.076%
2 3.649 91 95 97 rBv4 2504 3330 0.12% 0.014%
3 3.790 114 119 128 rBV 125059 203575 7.25% 0.862%
4 3.896 133 137 144 rvVvB3 8929 14467 ©.52% 0.061%
5 4.019 152 158 165 rvB2 13985 24510 0.87% 0.104%
6 4.125 173 176 181 rVB3 2307 3300 0.12% 0.014%
7 4.924 309 312 318 rVB5S 2007 4098 0.15% 0.017%
8 5.030 324 330 337 rBV3 3164 6039 0.22% 0.026%
9 6.469 569 575 578 rBv3 5447 9047 0.32% 0.038%
106 6.933 648 654 660 rBV5 6107 12646 0.45% 0.054%
11 7.11@6 676 684 693 rBV 219143 381426 13.59% 1.615%
12 7.268 704 711 718 rBV 175379 288022 10.26% 1.220%
13 7.474 739 746 753 rBV2 224989 370987 13.21% 1.571%
14 7.556 753 760 765 rVB6 3450 8182 0.29% 0.035%
15 7.938 819 825 832 rBV 160735 271425 9.67% 1.150%
16 8.649 938 946 956 rBvV2 248089 428469 15.26% 1.815%
17 8.767 962 966 971 rVB2 2663 4346 0.15% 0.018%
18 9.102 1016 1023 1032 rBV 213560 379058 13.50% 1.605%
19 9.219 1039 1043 1047 rBV4 3070 5288 0.19% 0.022%
20 9.260 1047 1050 1056 rVB2 2966 4239 0.15% 0.018%

21  9.824 1139 1146 1154 rBV 174447 309984 11.04%
22 10.059 1181 1186 1189 rVB3 3022 5305 0.19%
23 10.371 1230 1239 1249 rBV 272765 495321 17.64%
24 10.747 1294 1303 1310 rBV 245856 441298 15.72%

PR NOR
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R

25 10.882 1318 1326 1339 rBV 161583 307011 10.94% 300%
26 11.264 1387 1391 1396 rVB4 2268 3572  ©.13% 0.015%
27 11.528 1432 1436 1439 rBV3 2937 4136 ©.15% ©0.018%
28 12.221 1551 1554 1559 rVB3 2726 4271 0.15% ©0.018%
29 12.333 1567 1573 1577 rVB2 4317 7000 0.25% 0.030%
30 12.926 1671 1674 1678 rBV3 3039 4182 ©.15% ©0.018%
31 13.179 1713 1717 1723 rVB2 4551 5981 0.21% 0.025%
32 13.391 1749 1753 1759 rVB 3259 6089 0.22% 0.026%
33 13.461 1759 1765 1769 rBV2 10527 19218 0.68% 0.081%
34 13.978 1845 1853 1859 rBV 500100 708487 25.24%  3.001%
35 14.160 1879 1884 1887 rBV 5457 8860 0.32% 0.038%
36 14.219 1890 1894 1895 rvv2 2933 3144 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acqg On : 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc :

ALS Vvial : 56 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-BGO70123.MA.M
Title : SVOA CALIBRATION
37 14.272 1895 1903 1916 rVB 564143 909870 32.41%  3.854%
38 14.466 1931 1936 1942 rVB5 4511 8003 0.29% 0.034%
39 14.577 1944 1955 1963 rBV 397951 641568 22.85% 2.717%
40 14.642 1963 1966 1970 rVB4 3061 4123 0.15% 0.017%
41 14.777 1982 1989 2003 rBV 200762 337736 12.03% 1.430%
42 14.924 2009 2014 2018 rVV5 7776 10176 0.36% 0.043%
43 14.983 2019 2024 2029 rVB3 13030 17912 0.64% 0.076%
44 15.077 2037 2040 2045 rBV5 1839 2876 0.10% 0.012%
45 15.353 2083 2087 2091 rBv4 2979 4795 0.17% 0.020%
46 15.412 2094 2097 2104 rVB4 3702 5295 0.19% 0.022%
47 15.565 2117 2123 2137 rBV 705641 1129618 40.24% 4.784%
48 15.682 2137 2143 2151 rVV 190958 278491 9.92% 1.180%
49 15.800 2159 2163 2169 rVB4 3440 5397 0.19% 0.023%
50 15.888 2172 2178 2179 rBV4 4760 6052 0.22% 0.026%
51 15.929 2179 2185 2194 rVVW 262274 392185 13.97% 1.661%
52 16.129 2215 2219 2223 rVB5 2713 4181 0.15% 0.018%
53 16.217 2228 2234 2236 rBV6 4662 7037 0.25% 0.030%
54 16.258 2236 2241 2246 rBV 40872 60281 2.15% ©.255%
55 16.340 2254 2255 2261 rBvV3 2725 3902 0.14% 0.017%
56 16.416 2261 2268 2273 rVV2 20866 38079 1.36% 0.161%
57 16.493 2275 2281 2288 rVB 57052 87077 3.10% 0.369%
58 16.622 2297 2303 2309 rBV7 3674 7868 ©.28% 0.033%
59 16.710 2313 2318 2324 rVV6 17750 30130 1.07% 0.128%
60 16.851 2337 2342 2345 rVB5 3937 4444 0.16% 0.019%
61 16.969 2358 2362 2363 rBV3 3348 3702 0.13% 0.016%
62 17.016 2363 2370 2374 rVV8 10466 16431 0.59% 0.070%
63 17.063 2374 2378 2381 rVv2 7526 10523 0.37% 0.045%
64 17.104 2383 2385 2389 rVV5 3127 3812 0.14% 0.016%
65 17.204 2396 2402 2409 rBV 71250 113953 4.06% 0.483%
66 17.268 2409 2413 2416 rVV2 46609 66051 2.35% 0.280%
67 17.315 2416 2421 2432 rVV 470892 770338 27.44%  3.263%
68 17.415 2432 2438 2446 rVV2 646411 998524 35.57% 4.229%
69 17.498 2446 2452 2456 rVB6 18483 36754 1.31% 0.156%
70 17.592 2464 2468 2471 rBVS5S 3824 3840 0.14% 0.016%
71 17.803 2500 2504 2507 rBV4 5963 9167 ©.33% 0.039%
72 17.938 2523 2527 2530 rBV6 12912 19969 0.71% 0.085%
73 17.973 2531 2533 2538 rVB4 12360 14246 0.51% ©0.060%
74 18.085 2546 2552 2558 rBV3 35667 67203  2.39% 0.285%
75 18.144 2558 2562 2567 rBV 113635 158483 5.64% 0.671%

76 18.208 2567 2573 2583 rVV 708796 1018007 36.26% 4.312%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acqg On : 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc :

ALS Vvial : 56 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-BGO70123.MA.M
Title : SVOA CALIBRATION

77 18.502 2618 2623 2626 rBV3 29165 48141 1.71% 0.204%
78 18.543 2626 2630 2634 rVV2 29296 45318 1.61% ©0.192%
79 18.696 2653 2656 2659 rBV4 16035 18499 0.66% 0.078%
80 19.125 2725 2729 2733 rVB3 20926 28919 1.03% 0.122%
81 19.331 2760 2764 2766 rBvV2 57118 79479  2.83% 0.337%
82 19.372 2766 2771 2777 rVB2 72964 180996 6.45% 0.767%
83 19.472 2784 2788 2799 rBV 167985 255169 9.09% 1.081%
84 19.619 2811 2813 2817 rVB4 11809 13696 ©0.49% 0.058%
85 19.707 2822 2828 2839 rVV 882214 1384776 49.32% 5.865%
86 19.854 2849 2853 2859 rBV 133294 179424 6.39% 0.760%
87 20.206 2910 2913 2915 rBV4 27632 36843 1.31% 0.156%
88 20.723 2998 3001 3003 rBV3 30688 34704 1.24% 0.147%
89 21.217 3080 3085 3088 rBV2 311386 533664 19.01% 2.260%
90 21.569 3140 3145 3151 rVB 432879 707342 25.19% 2.996%
91 22.351 3275 3278 3281 rBvV2 51158 83766  2.98% ©.355%
92 23.820 3523 3528 3535 rVB2 105746 216349 7.71% 0.916%
93 24.525 3640 3648 3665 rVB2 495300 1546940 55.10% 6.552%
94 24.742 3676 3685 3695 rBV 314117 863578 30.76% 3.658%
95 25.858 3868 3875 3887 rVB 194845 561413 20.00% 2.378%
96 28.802 4365 4376 4404 rVB2 231532 1231819 43.88% 5.217%

97 31.446 4813 4826 4850 rVB6 501628 2807507 100.00% 11.891%
98 32.186 4939 4952 4953 rBV6 236859 669681 23.85% 2.836%

Sum of corrected areas: 23610428
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG057998.D\data.ms

1600000
1400000
1200000
1000000
800000
600000

400000
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057998.D\data.ms
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Abundance TIC: BG057998.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.929  12.23 ng/ul 392185  Acenaphthene-d10 14.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
Abundance Scan 2185 (15.929 min): BG057998.D\data.ms (-2179) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 A
16.00
152.0
O 12259 0T wyz 77.00  64.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 L
16.00
51.0 m/z 182.00  56.09%
o210 || 1960 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
——
77.0 182.0 16.00
5000 ' ’ m/z 51.00 25.38%
51.0
‘ ‘ 1260 1520
e M TRNE N
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #56922: Benzophenone R
105.0 16.00
m/z 181.00 10.77%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 126'0 15\2.0 H
R e e A e
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@57998.D

Acq On 4 Jul 2023 22:29

Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: 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 Methanone, (1-hydroxycycloh... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.493  2.26 ng/ul 87077 Phenanthrene-d16 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602
2 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602

000947-19-3 58
000947-19-3 53

3 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 50
4 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 50
5 Cholestan-22(26)-isoepoxy-3.beta... 402 C27H4602 103099-02-1 38
Abundance Scan 2281 (16.493 min): BG057998.D\data.ms (-2275) (- | m/z 99.00 100.00%
99.0
5000
550 77- AL
‘ ‘ | 1330 16.50
Ob el ol L1830 2069 L. 8106 70.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 T
77. 16.50
55.0 m/z 77.08  26.92%
29.0 ‘
O\\\‘\H‘\\“M\\“i‘\“\\H\\““\\\\M\‘\\\‘?‘\3\3\.?\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
16.50
5000 m/z 55.00 23.50%
77.0
55.0
ol 290, || || 1330 1760 2040
T R e e S L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14895: Cyclohexanol, 1-(aminomethyl)- ——
99.0 16.50
30.0 m/z 104.95 14.35%
5000 55.0
7 ‘ 129.0
Ol uM“w\‘VEwH?Hu‘}"1‘_m_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.204 2.96 ng/ul 113953  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2402 (17.204 min): BG057998.D\data.ms (-2396) (- | m/z 43.00 100.00%

43.0
73.0
5000 129.0

A
| 17.00 17.50
Y m/z 57.00  84.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75718: Dodecanoic acid
73.0

5000 — ——
43.0 129.0 17.00 17.50
157.0 m/z 73.80 80.98%
‘ ‘1010 ‘ 200.0
O‘\\\\‘U\\Hl‘\w“\‘\‘HH‘}\}h“\\u\‘\\‘\\‘i\\\\‘\\‘\\‘\\\\}\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75719: Dodecanoic acid
73.0 L
ey —
430 1290 2000 1700 17.50
5000 157.0 ' ITI/Z 60.00 78.02%
101.0
0 A m}‘H‘_m_mJW_W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid
73.0 17.00 17.50
43.0 m/z 55.00 64.72%
5000
129.0
185.0 228.0
Y ]
0"Luﬂhwwﬂmhwkuwuwhum‘ﬂ“ZR¢W‘H‘M‘H‘HMW“‘ —— —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.144 4.11 ng/ul 158483  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecene 182 C13H26 002437-56-1 93
2 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 90
3 Palmitoleic acid 254 C16H3002 000373-49-9 87
4 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 87
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 86
Abundance Scan 2562 (18.144 min): BG057998.D\data.ms (-2558) (- | m/z 55.00 100.00%
55.0
5000 L
=== .
N} “L“‘Mwlwu“_m_m_m_m_m‘m m/z 41.00  49.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #56951: 1-Tridecene
58.0
5000 ey e
18.00 18.50
11.0 m/z 69.00  46.14%
UL aeo
O [\1\\‘1!‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #329983: 9-octadecanoic acid, 2,2,3,3,4,4,4-heptafluorob
55.0
e —
18.00 18.50
5000 m/z 83.05 30.17%
11.0
‘ ” W 265.0
0 ‘le“‘\”d ¥ ulhu“‘\uul um 1‘ i ‘\‘\JH“‘HH‘H‘“““4‘6‘4“‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #140796: Palmitoleic acid e T
55.0 18.00 18.50
m/z 97.00 25.67%
5000
11.0
LLALLy es0, 2350
Ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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.
18.209  26.43 ng/ul 1018010 Phenanthrene-d10 17.315
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 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2573 (18.208 min): BG057998.D\data.ms (-2567) (- | m/z 72.95 100.00%
43.0 |73.0
5000
128.9
213.2 —— —
H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
ol LAy o A “w“ § S m/z 59.95 95.21%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 e —
129.0 18.00 18.50
213.0 m/z 43.00 87.27%
171.0
O,
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
e =
18.00 18.50
5000 256.0 m/z 57.00 83.94%
129.0
213.0
YT
oLb— “‘ ‘m“\\u H“ ‘H‘H‘ Mh“\ JH‘\‘H} " “‘ “ “‘m‘ ————
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid = T
60.0 18.00 18.50
m/z 55.00 72.47%
5000 129.0
97.0 1710 2130 256.0
oLb—— ‘M‘H‘H UM“H“‘H \\h“‘\ ;‘H‘\‘n} ‘\ | “‘ “ “‘ \‘ A == Ee
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\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.472 7.21 ng/ul 255169  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2788 (19.472 min): BG057998.D\data.ms (-2784) (- m/z 73.00 100.00%
43.0 73.0

5000 1290
185.1 241.2 T
| ‘ ‘ 284.1 19.50
ol——Hp i bt sl Ll L Tz 43,080 96.11%
50

-

m/z--> 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 —
19.50
284.( o
185.0 241.0 ‘ m/z 60.00 89.78%
0 \“\ ‘i“‘ \‘M ‘\““\ \“ \“r “ \‘r‘\ \“ “\ T \‘\
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
.
19.50
5000 m/z 57.00 84 .48%
129.0 284.(
gl T e
01?-9 I ‘; | ‘H‘u‘ M “H““‘ n‘h‘h M‘ oyl - L \‘ - “ o A
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid T
73.0 19.50
43.0 m/z 55.00 76.45%
5000 129.0 284.C
1850 2410
0 ‘ \“‘ \;‘H H! y wh H“‘ ek ‘L ue “ L “ 1 ‘\‘ : “‘ —
m/z--> 50 100 150 200 250 19.50

SFAM-EPA-BGO70123.MA.M Wed Jul ©5 11:24:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 7 (1H)Pyrrole, 3,4-dimethyl-5... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.854 5.07 ng/ul 179424  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20ON20S 1000197-22-6 90
2 SH-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 74
3 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 64
4 3-(4-Fluorophenoxy)phenol, TMS 276 C15H17F02Si 1000495-60-9 64
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 62
Abundance Scan 2853 (19.854 min): BG057998.D\data.ms (-2849) (- | m/z 261.10 100.00%
261.1
5000
1150 231.0 — e A“v
390 70 1500 201.0 h | 19.50 20.00
0 b b m/z 276,10 78.08%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #168438: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dim
261.0

5000 - e
19.50 20.00

31.0 163.0 231.0 m/z 233.00  34.07%

B e | | R [
HM‘ H‘HHMH\H N —— el el h‘ |l

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168164: 5H-Furo[3,2-g][1]benzopyran-5-one, 7-(hydroxy

261.0
) N{’\“‘AJKMF

o

19.50 20.00
5000 232.0 ITI/Z 247 .00 21.44%
43.0 105.0,4, 5 1730 T ‘
o] ‘W“ ‘\U“\ ‘HZ‘H“\‘H‘\“ Al ’ ‘L‘ \‘1“‘ ‘M ﬂh‘\ e m i ‘h‘;\‘ ‘\}h‘ . ‘\‘ ’\M : ‘W“‘ : ‘\“ -
m/z--> 20 40 60 80 100120 140 160 180 200220240260280 ,/W
Abundance #168181: 4-(3-Fluoro-8-nitronaphthalen-2-yl)morpholine Atk it Tyl
144.0 276.0 19.50 20.00
42.0 m/z 231.00 21.33%
5000
0 AMM‘A/\‘A AT —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 5
R.T. EstConc Area Relative to ISTD R.T.
21.217 15.09 ng/ul 533664 Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 94
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 cis-1-Chloro-9-octadecene 286 C18H35C1 016507-61-2 90
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 90
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 90

Abundance Scan 3085 (21.217 min): BG057998.D\data.ms (-3080) (- | m/z 57.00 100.00%

57.0
5000
111.1

21.00 21.50

5.1
2311
- ‘“ J.M‘. "u b oo B3 m/z 55.00  72.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — ——
7.0 21.00 21.50

m/z 43.00 70.40%

0 M L) 1‘15‘3 0 210 0 267 0321.0 490.(
TTT ‘ T \ Ll ‘ \ T T 1T T T 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate

57.0

21.00 21.50

5000 m/z 83.00 59.07%
111.0
oL 1167.0222.0278.0  364.0 437.0489(
e A A b P e e e
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #181795: cis-1-Chloro-9-octadecene T —
83.0 21.00 21.50

m/z 69.00 57.37%

5000
‘ 0 28?0
I I

0 e x‘ ‘l il \I‘I\\lnn i ngo L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS vial : 56

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.351 2.37 ng/ul 83766  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 74
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 72
3 Hentriacontane 437 C31He4 000630-04-6 72
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72

Abundance Scan 3278 (22.351 min): BG057998.D\data.ms (-3275) (- | m/z 57.00 100.00%
57.0
5000 N\V‘JM
2256 22%6
13.0 242.1 : :
178.9
0 m‘”“ ) ‘w S P 3%'?“‘3‘4?18‘ B m/z 71.80 56.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123970: Hexadecane, 2-methyl-
57.0
5000 — e
197.0 22.00 22.50
‘113 0 m/z 43.00  53.59%
O‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #141066: Heptadecane, 2-methyl-
43.0
— ——
22.00 22.50
5000 m/z 85.10 34.63%
L1299 1850 2110
oLl e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane “ T
57.0 22.00 22.50
m/z 55.00 17.94%
- \MJ\V\/\
ol | h‘ 30 1600 2250 3000 365.0 4361
e ‘w““‘u“““w““‘u‘““H“““ — ——
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

SFAM-EPA-BGO70123.MA.M Wed Jul ©5 11:25:00 2023 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

4

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070323\
BGO57998.D

Jul 2023 22:29

: CG/IU
: 03248-07

: 56

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.820 5.01 ng/ul 216349  Perylene-di2 24.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 92
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 3528 (23.820 min): BG057998.D\data.ms (-3523) (- | m/z 57.00 100.00%
57.0
e J\ﬁ
— ——
| 2070 011 ‘ 23.50 24.00
old 14 I ‘H 1602702951011 8512 425 nyz 71.e0  66.68%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — —
23.50 24.00
m/z 43.00 57.12%
0 ‘ ‘ H\ h\ u‘ \\ | 169 0 225.0 296.0
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
23.50 24.00
5000 m/z 85.00 46.77%
ol Jm L, J L 1830 2390 2960
m/z--> 50 100 150 200 250 300 350 400
Abundance #123971: Tetradecane, 2,6,10-trimethyl- — —
57.0 23.50 24.00
m/z 55.00 22.90%
o j\MMWWWWw/hﬁMWWWWMHﬁ
155.0
oL Lllaoso a0
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.858 13.00 ng/ul 561413  Perylene-d12 24.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 (C23H48 000638-67-5 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3875 (25.858 min): BG057998.D\data.ms (-3868) (- | m/z 57.00 100.00%
57.0
o M%Mvmj/\»/\w”/\\ﬂ‘
2550 2600
41.0 183 1 : :
ol “ L “‘ L34101831225.126503092 393 .., 71006  56.18%
m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0
5000 = =
25.50 26.00
m/z 43.00 47.25%
LT 300 a0 2s90 524
O \“\ ‘\“‘M\‘h‘\h‘ \“‘\‘\ ““‘\“\ \‘\“\‘\‘\‘\ “\\\\‘\\‘\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— ——
25.50 26.00
5000 m/z 85.00 42.76%
oLl L \‘ | F 1 141.0183.0225.0267.0 323.0 380.0
ey e e e T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane - T
57.0 25.50 26.00
m/z 55.00 21.54%
- \/'\w/\Jw\
RERINY ¥ 141.0183.0225.0267.0309.0 367.0
e T T P e
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.802  28.53 ng/ul 1231820  Perylene-di12 24.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 (C28H58 000630-02-4 83
Abundance Scan 4376 (28.802 min): BG057998.D\data.ms (-4365) (- | m/z 57.00 100.00%
57.0
5000 /\//L
2850  20.00
141 1 | : :
ol ‘L‘ L ‘L L A9l 27813230 4000 . 71,00 58.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #275546: 2-Methylpentacosane
57.0
5000 _—e —
28.50 29.00
323.0 m/z 43.00 50.91%
41 0
183.0
O \\‘\ \“‘\‘ \“\“\\‘\\\‘\’2\‘2\5\(\)‘2?7\\0\‘\\“‘\\3‘6\6\\0\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
—— —
28.50 29.00
5000 m/z 85.05 46.54%
‘ 9.0
41.0
IR
m/z--> 100 150 200 250 300 350 400
Abundance #275536: Hexacosane T =
57.0 28.50 29.00
m/z 55.00 22.68%
5000
9.0 366.0
LYo 02250267 03000
oHH LB 1 A I A i SRR WS e e
m/z--> 5 100 150 200 250 300 350 400 28.50 29.00

SFAM-EPA-BGO70123.MA.M Wed Jul ©5 11:25:04 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 13 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
31.446  65.02 ng/ul 2807510  Perylene-d12 24.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 49
2 1,2,4-0xadiazol-5(4H)-one, 4-(2-... 273 C13H8CIN302 288246-55-9 25
3 2-{[(4-Methyl-2-pyridinyl)amino]... 256 C13H16N4Si 1010494-07-4 25
4 Crinan-1-o0l, (1.alpha.)- 273 C16H19NO3 041928-89-6 18
5 Benzenamine, N-(3-methylphenyl)-... 273 C13H11N304 000964-79-4 15

Abundance Scan 4826 (31.446 min): BG057998.D\data.ms (-4813) (- | m/z 241.15 100.00%

241.2
95.0
5000| 41, 4253
189.1
A
biall Lo 2|
0. balpd b BB sesal L 073015 81,26
Mz 50 100 150 200 250 300 350 400
Abundance #316482: Lupeo
95.0

189.0
43.

—

5000
31.50

m/z 95.00 68.99%

Lﬁ 257.0 31503650 20
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #164477: 1,2,4-Oxadiazol-5(4H)-one, 4-(2-chlorophenyl)-
273.0
50.0

7
31.50
5000 m/z 55.00 53.73%

153.0
HH "1" “Hu“‘\‘\),uu‘uu,uu‘uu,
m/z--> 5 100 150 200 250 300 350 400

Abundance #142727: 2-{[(4-Methyl-2-pyridinyl)amino]methylene}malg
241.0

o

—
31.50
m/z 69.00  48.82%

5000
73.0
157.0
\

Jzro ||,

L I I L
L L L B L B

7
m/z--> 50 100 150 200 250 300 350 400 31.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acq On 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 14 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
32.186 15.51 ng/ul 669681  Perylene-di2 24.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Nitro-2-phenylthieno[2,3-d]pyr... 273 C12H7N303S 1000460-07-6 25
2 9-Thiabicyclo[3.3.1]nonane, 2,6-... 274 C14H18N4S 1000141-52-1 20
3 [1,2,4]Triazolo[1,5-a]pyrimidin-... 241 C12H1IN50 1000351-09-2 15
4 5-(2-Butenyl)-17-oxo0-4-nor-3,5-s... 360 C23H3603 1000074-89-7 12
5 N-(1-Methyl-1H-indazol-3-yl)fura... 241 C13H11N302 1000482-45-6 12
Abundance Scan 4952 (32.186 min): BG057998.D\data.ms (-4939) (- | m/z 55.00 100.00%
55.Q 241.1
09.0
5000 163.1 425.3
J87.1 P
H 3551 31.8082.0082.2082.40
obtd m/z 95.00  99.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #164371: 6-Nitro-2-phenylthieno[2,3-d]pyrimidin-4(3H)-or
104.0 273.0
5000 LA DL BB BRI
1840 31.8082.00832.2(82.40
51.0 ' m/z 69.00 95.58%
0+ !‘rm‘[‘h\‘L‘i‘1“““\‘\“\ 1 T L T \‘\ \ T \‘\ L LA L B B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #165687: 9-Thiabicyclo[3.3.1]nonane, 2,6-bis(1H-imidazg
95.0
SRR
241.0 31.8082.0082.2082.40
m/z 241.10 87.17%
5000 43.0
147.0
TR i
ob AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #124467: [1,2,4]Triazolo[1,5-a]pyrimidin-7-amine, 6-(4-m e  ARRRS AT AT
241.0 31.8082.00832.2(82.40
m/z 273.15 81.52%
5000 147.0
95.0
m/z--> 50 100 150 200 250 300 350 400 31.8082.00832.2082.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57998.D

Acqg On : 4 Jul 2023 22:29
Operator : CG/JU

Sample : 03248-07

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@70123.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|
Benzophenone 15.929 12.2 ng/ul 392185 3 14.578 641568 20.0
Methanone, (1-h... 16.493 2.3 ng/ul 87077 4 17.315 770338 20.0
Dodecanoic acid 17.204 3.0 ng/ul 113953 4 17.315 770338 20.0
(DEL) Alkane: S... 18.144 4.1 ng/ul 158483 4 17.315 770338 20.0
n-Hexadecanoic ... 18.209 26.4 ng/ul 1018010 4 17.315 770338 20.0
Octadecanoic acid 19.472 7.2 ng/ul 255169 5 21.569 707342 20.0
(1H)Pyrrole, 3,... 19.854 5.1 ng/ul 179424 5 21.569 707342 20.0
(DEL) Alkane: S... 21.217 15.1 ng/ul 533664 5 21.569 707342 20.0
(DEL) Alkane: S 22.351 2.4 ng/ul 83766 5 21.569 707342 20.0
(DEL) Alkane: S 23.820 5.0 ng/ul 216349 6 24.742 863578 20.0
(DEL) Alkane: S 25.858 13.0 ng/ul 561413 6 24.742 863578 20.0
(DEL) Alkane: S... 28.802 28.5 ng/ul 1231820 6 24.742 863578 20.0
unknown-01 31.446 65.0 ng/ul 2807510 6 24.742 863578 20.0
unknown-02 32.186 15.5 ng/ul 669681 6 24.742 863578 20.0
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