LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc :

ALS Vvial : 51 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-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62744.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.672 990 99 103 rBV 57626 127161 3.18% 0.364%
2 3.772 111 116 123 rVV 51986 89646 2.24% 0.256%
3 4.071 147 167 171 rBV2 127156 502915 12.58% 1.438%
4 5.017 323 328 334 rW 97585 140889 3.52% 0.403%
5 5.928 477 483 494 rVvVv2 96701 162144 4.06% 0.464%
6 6.216 519 532 538 rBV 297388 515055 12.88% 1.472%
7 6.404 558 564 571 rBv4 41208 75105 1.88% 0.215%
8 6.903 645 649 654 rVB3 56150 86739 2.17% 0.248%
9 6.956 654 658 662 rBvV 62421 94011 2.35% 0.269%
106 6.997 662 665 670 rVB 49521 69376 1.74% ©.198%
11 7.068 670 677 683 rBV2 230120 425002 10.63% 1.215%
12 7.232 695 705 710 rBV 110331 193623 4.84% 0.554%
13 7.432 734 739 751 rVB 139068 251859 6.30% 0.720%
14 7.532 751 756 765 rVB2 349870 622138 15.56% 1.779%
15 7.832 797 807 812 rBV5 40205 98831 2.47% 0.283%
16 7.902 812 819 824 rVB2 150606 295117 7.38% 0.844%
17 7.967 824 830 836 rBV 149867 248816 6.22% 0.711%
18 8.325 886 891 897 rBV2 73750 138075 3.45% 0.395%
19 8.437 906 910 916 rVB2 55031 101090 2.53% 0.289%
20 8.543 923 928 930 rVV3 58046 105140 2.63% 0.301%
21 8.566 930 932 934 rW 64173 67993 1.70% 0.194%
22 8.601 934 938 944 rVB2 198357 326647 8.17% 0.934%
23 8.672 946 950 953 rBV2 58492 87536 2.19% 0.250%
24 8.707 953 956 963 rVB2 44554 70224 1.76% 0.201%
25 8.778 963 968 973 rBV 54170 88807 2.22% 0.254%
26 9.013 997 1008 1011 rBV4 67179 161740 4.05% 0.462%
27 9.054 1011 1015 1021 rVB 125617 214272 5.36% 0.613%
28 9.130 1023 1028 1034 rVB 315691 476618 11.92% 1.363%
29 9.212 1034 1042 1046 rBV 96010 203948 5.10% 0.583%
30 9.776 1129 1138 1143 rBv4 149938 336336 8.41% 0.962%
31 9.829 1143 1147 1152 rVB4 39722 70078 1.75% 0.200%
32 10.129 1189 1198 1202 rBvV3 36785 83975 2.10% 0.240%
33 10.194 1202 1209 1214 rBV 196696 343480 8.59% 0.982%
34 10.317 1221 1230 1237 rVB 190425 348488 8.72%  0.996%
35 10.564 1266 1272 1280 rBV4 60865 137792  3.45% 0.394%

36 10.687 1283 1293 1300 rVV3 312482 791338 19.79%  2.262%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc :

ALS Vvial : 51 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-BG090924.MA.M
Title : SVOA CALIBRATION
37 10.822 1309 1316 1322 rVV 195940 405972 10.15% 1.161%
38 10.893 1325 1328 1332 rVWV2 52689 87067 2.18% 0.249%
39 10.981 1336 1343 1350 rVB 103908 238562 5.97% 0.682%
40 11.598 1441 1448 1460 rBVv4 84338 203084 5.08% 0.581%
41 11.721 1464 1469 1475 rVV2 65693 116517 2.91% 0.333%
42 11.798 1475 1482 1488 rVV5 56497 131472 3.29% 0.376%
43 12.121 1528 1537 1547 rBV 166474 298067 7.45% 0.852%
44 12.350 1569 1576 1584 rVB3 81115 166374 4.16% 0.476%
45 12.520 1601 1605 1609 rBv4 40606 70625 < 1.77% 0.202%
46 12.567 1609 1613 1622 rVB3 48894 96522 2.41% 0.276%
47 13.073 1695 1699 1709 rVB3 67260 111086 2.78% 0.318%
48 13.360 1742 1748 1755 rBV 232942 345947 8.65% ©0.989%
49 13.707 1799 1807 1813 rBv4 90498 235898 5.90% 0.674%
50 13.848 1825 1831 1838 rBV2 93764 251740 6.30% 0.720%
51 13.930 1838 1845 1852 rVB 422852 756552 18.92%  2.163%
52 14.019 1852 1860 1864 rBv2 95104 150191 3.76% 0.429%
53 14.224 1888 1895 1908 rVB 484780 834742 20.88%  2.386%
54 14.436 1926 1931 1935 rBV 348454 459451 11.49% 1.313%
55 14.530 1939 1947 1953 rVV 429164 735729 18.40%  2.103%
56 14.618 1957 1962 1966 rVV 206608 297282 7.43% 0.850%
57 14.671 1966 1971 1975 rVB 83968 118785 2.97%  0.340%
58 14.724 1975 1980 1992 rVB2 218202 490581 12.27% 1.402%
59 14.835 1993 1999 2003 rBvVv7 35736 88493 2.21% 0.253%
60 14.929 2012 2015 2021 rVB2 89322 141215 3.53% 0.404%
61 15.000 2021 2027 2032 rBV2 63188 129068 3.23% 0.369%
62 15.058 2032 2037 2045 rVvVv8 75306 160962 4.03% 0.460%
63 15.153 2045 2053 2058 rVV3 307948 527176 13.18% 1.507%
64 15.194 2058 2060 2066 rVB2 46678 68776  1.72% ©.197%
65 15.294 2072 2077 2085 rBV3 125669 270041 6.75% 0.772%
66 15.388 2085 2093 2097 rVB 331863 488556 12.22% 1.397%
67 15.523 2111 2116 2122 rVB 669475 978982 24.48%  2.799%
68 15.634 2128 2135 2142 rBV2 225766 388502 9.72% 1.111%
69 15.793 2156 2162 2167 rVB 150796 221469 5.54% 0.633%
70 15.887 2174 2178 2184 rVB3 120931 186443 4.66% 0.533%
71 15.940 2184 2187 2192 rBvV4 50149 89412  2.24%  0.256%
72 16.004 2194 2198 2202 rBV3 51762 77015 1.93% 0.220%
73 16.163 2221 2225 2229 rVB4 55549 83662 2.09% 0.239%
74 16.245 2235 2239 2242 rBV 407183 583390 14.59% 1.668%
75 16.592 2294 2298 2301 rBvV4 57167 78568 1.96% 0.225%

76 16.933 2349 2356 2364 rBV 2595476 3998433 100.00% 11.431%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc :

ALS Vvial : 51 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-BG090924.MA.M
Title : SVOA CALIBRATION
77 17.039 2370 2374 2378 rVW 363074 442470 11.07% 1.265%
78 17.091 2379 2383 2393 rVB 196641 344806 8.62%  0.986%
79 17.279 2409 2415 2419 rBV 617029 943239 23.59% 2.697%
80 17.373 2426 2431 2436 rVB 786728 1134567 28.38% 3.244%
81 17.573 2461 2465 2472 rVB6 71345 131293 3.28% 0.375%
82 17.779 2495 2500 2506 rVB 344896 425665 10.65% 1.217%
83 18.172 2562 2567 2570 rBv4 79154 129596 3.24% 0.370%
84 18.472 2613 2618 2624 rBV 279263 371319 9.29% 1.062%
85 18.936 2693 2697 2702 rBV4 38844 69909 1.75% 0.200%
86 19.101 2722 2725 2732 rVB 226332 286397 7.16% 0.819%
87 19.665 2815 2821 2828 rBV 1103292 1679557 42.01% 4.802%
88 20.211 2910 2914 2920 rBV2 128519 170603 4.27% 0.488%
89 20.705 2994 2998 3002 rBV 104227 116061 2.90% 0.332%
990 21.192 3076 3081 3086 rBV2 315043 434060 10.86% 1.241%
91 21.522 3131 3137 3144 rBV 706439 1088390 27.22% 3.112%
92 21.721 3166 3171 3177 rVB 82342 129680 3.24% 0.371%
93 22.180 3244 3249 3260 rVB2 140830 243166 6.08%  0.695%
94 22.303 3265 3270 3280 rVB2 99438 179889 4.50% 0.514%
95 22.961 3377 3382 3388 rVB3 51725 93640 2.34% 0.268%
96 23.719 3506 3511 3520 rVB4 56766 123316 3.08% 0.353%
97 24.371 3613 3622 3635 rVB 586148 1525455 38.15% 4.361%
98 24.583 3649 3658 3673 rVB 437738 1302391 32.57% 3.723%
99 25.681 3836 3845 3855 rVB5 46742 141448 3.54% 0.404%
100 26.950 4053 4061 4076 rVB8 37061 158239 3.96% 0.452%

Sum of corrected areas: 34979569
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062744.D\data.ms
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062744.D\data.ms
16.p33
2500000
2000000
1500000
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500000
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Time--> 13.00 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: BG062744.D\data.ms
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1500000

1000000

24.371
500000 4.583

2.961 23.719 25.681 26.950
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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\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Propanoic acid, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.672 8.62 ng/ul 127161 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83

2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72

3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72

4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 50

5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 50

Abundance  Scan 99 (3.672 min): BG062744.D\data.ms (-90) (-) m/z 43.10 100.00%

43.1
5000
73.0

N
3.40 3.60 3.80 4.00
‘M 5?1 88.0 1073

H\‘HH‘H\\‘H\‘\“HH‘HH’HH‘HH‘HH‘HH‘HH‘H\ mZ 41.10 54. 14/

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2319: Propanoic acid, 2-methyl-
43.0

2000 13.403.60 3.80 400
27.0 73.0 e
88.0 m/z 73.00  33.00%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2317: Propanoic acid, 2-methyl-
43.0
R ERERERTERE N ERRS SR
3.40 3.60 3.80 4.00
5000 m/z 39.10 20.85%
21.0 73.0
Ll 550 i
| il 1
rr e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /&\.,
Abundance #2318: Propanoic acid, 2-methyl- e e R

43.0 3.40 3.60 3.80 4.00
m/z 45.10 16.66%

5000
27.0 73.0
o | smo | %0 A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Butanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.071 34.08 ng/ul 502915 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 78
2 Butanoic acid 88 (C4H802 000107-92-6 72
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Formamidoxime 60 CH4N20 000624-82-8 9
Abundance Scan 167 (4.071 min): BG062744.D\data.ms (-147) (-) m/z 60.10 100.00%

60.1
5000

HM 86.9 3.80 4.00 4.20 4.40
m‘uw‘m“\\\\W\u‘mwm‘m\‘m\‘\m‘\m‘\m“2§4“‘ m/z 73.10 32.56%

m/z--> 20 40 60 80 100120 140160180 200 220 240
Abundance #2273: Butanoic acid
60.0
5000 ‘H“‘H“‘H“‘H“‘H
27.0 3.80 4.00 4.20 4.40

m/z 42.10 27.74%

m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #2275: Butanoic acid
60.0

380400420440

27.0
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #2274: Butanoic acid
60.0 3.80 4.00 4.20 4.40

m/z 45.10  21.05%

5000
27.0
‘M I ‘88-0

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.017 9.55 ng/ul 140889 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
Abundance Scan 328 (5.017 min): BG062744.D\data.ms (-323) (-) m/z 43.10 100.00%
43.1
5000 59.1
e A
1011 4.60 4.80 5.00 5.20 5.40
T T T \““\‘\ \“\‘“| T \‘h\ \8‘3‘\-0\ T “\ LI \%4;1\4\. m/Z 59.10 45.84%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | L LB B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 14.13%
27.0 m‘ 83\'0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R RAR R
4.60 4.80 5.00 5.20 5.40
m/z 58.10 12.76%
5000 59.0
15.0 101.0
S Y O Y N Y W
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- A
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 12.41%
5000 590
270 80 010
s
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 10
R.T. EstConc Area Relative to ISTD R.T.
5.928 10.99 ng/ul 162144  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 80
2 Nonane 128 C9H20 000111-84-2 72
3 Nonane 128 C9H20 000111-84-2 72
4 Nonane 128 C9H20 000111-84-2 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
Abundance Scan 483 (5.928 min): BG062744.D\data.ms (-477) (-) m/z 43.05 100.00%
43.0
5000
85.1

H“ 5.60 5.80 6.00 6.20
L L0y 27 287,

iy A e e e e B R m/z 57.10 80.96%
m/z--> 50 100 150 200 250
Abundance #14521: Nonane

43.0

)

5000 S RaNPLLCSEO M U
5.60 5.80 6.00 6.20

85.0 m/z 41.10 48.69%
L |

L] L, e
bl L 1
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14520: Nonane
43.0
VAN

5.60 5.80 6.00 6.20

W

5000 m/Z 85.10 26.32%
85.0
B L
miz--> 50 100 150 200 250
Abundance #14523: Nonane 4“‘H“‘H“‘H“‘H‘A
43.0 5.60 5.80 6.00 6.20

m/z 56.20  21.99%

5000

T

m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Hexylene glycol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.216 34.91 ng/ul 515055 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 Hexylene glycol 118 C6H1402 000107-41-5 90
3 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 86
4 Hexylene glycol 118 C6H1402 000107-41-5 83
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 56

Abundance Scan 532 (6.216 min): BG062744.D\data.ms (-519) (-) m/z 59.10 100.00%
59.1

43.1
5000
R e
‘M ‘ | ‘ 103.1 5.80 6.00 6.20 6.40 6.60 .
H\‘\H\‘HH‘HHi\}\\‘\\‘\\i\\\\‘\\\\‘\H\‘\H\‘\‘\H‘HH‘HH m/z 43.19 75.084
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10018: Hexylene glycol
59.0
43.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 56.10  28.36%
85.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10020: Hexylene glycol
59.0
43.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
5.80 6.00 6.20 6.40 6.60
5000 m/z 45.10  23.40%
=
|
‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol T e
59.0 5.80 6.00 6.20 6.40 6.60
43.0 m/z 41.10 23.20%
h JL/\W
85.0
100 78 | |l 200 1m0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:57:59 2024

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 1-Octanol, 2-butyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.404 5.09 ng/ul 75105 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 50
2 1-Nonene 126 C9H18 000124-11-8 43
3 n-Hexanesulphonylacetonitrile 189 C8H15N02S 203310-42-3 38
4 0-Hexylhydroxylamine 117 C6H15NO 1000426-05-8 38
5 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 38

Abundance Scan 564 (6.404 min): BG062744.D\data.ms (-558) (-) m/z 43.10 100.00%

3.1
5000
69.1 105.1
H JL H ‘ 207.0 6.00 6.20 6.40 6.60 6.80
‘h“h“\HHM\HH“\‘\‘\‘\‘HH‘HH‘HH‘HH‘HH mZ 41.10 57.13%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61054: 1-Octanol, 2-butyl-
43.0 }\

5000 71.0 A
6.00 6.20 6.40 6.60 6.80

m/z 57.10 41.88%

180‘ ‘ ‘ . 140.0 16§0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13160: 1-Nonene
43.0

6.00 6.20 6.40 6.60 6.80

111 0
-

5000 69.0 ITI/Z 56.10 37.44%
15.0 ‘\ ‘\ I \‘H 126 0
Pt “““‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #64045: n-Hexanesulphonylacetonitrile Rt R
43.0 6.00 6.20 6.40 6.60 6.80

m/z 55.10 36.73%

5000

‘ ‘ 85.0
150 | | | | 11001320 160.0 o

\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ R R L R

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.903 5.88 ng/ul 86739 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 47
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 45

4 Octadecane, 6-methyl- 268 C19H40 010544-96-4 40

5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 38

Abundance Scan 649 (6.903 min): BG062744.D\data.ms (-645) (-) m/z 57.10 100.00%

57.1
5000
41]1
R RRARRERERLE S
| 0 98"0 6.60 6.80 7.00 7.20
\\H‘\H\‘\\\\“‘\H\‘\‘\\‘\‘l\H‘\‘HH\‘H\\’\\H“\H\’HH‘HH‘HH‘HH‘\ m/Z 43.10 62.39%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 GO
4100 6.60 6.80 7.00 7.20

m/z 41.10 33.98%

L 99.0
HH‘?9"{‘H\\“}i\\‘\‘\‘M‘\H\“i.H\‘\‘\‘H’\\H“\H]\-’J\-‘\4'\.\(‘)\H\‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
R A
6.60 6.80 7.00 7.20
5000 m/z 71.05 32.36%
41)0
99.0
26'b7'0,,
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl-
57.0 6.60 6.80 7.00 7.20
m/z 70.10  23.56%
5000
410
98.0
260 I, 720 . | 1130 1420
P e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:01 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 29
R.T. EstConc Area Relative to ISTD R.T.
6.956 6.37 ng/ul 94011 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 78
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
3 Octane, 2-methyl- 128 C9H20 003221-61-2 59
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
5 Octane, 2-methyl- 128 C9H20 003221-61-2 53
Abundance Scan 658 (6.956 min): BG062744.D\data.ms (-654) (-) m/z 57.10 100.00%
57.1
5000
851 \‘\\\\’\\\\‘\\\\‘\\\\‘\
| ‘ ‘ 6.60 6.80 7.00 7.20
\

‘ ‘ ‘ 127.2 .
R ma a AR A R e m/z 43.10 96.03%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #22078: Nonane, 2-methyl-

SN
w
o

5000 e RRLUIE e
71.0 6.60 6.80 7.00 7.20

m/z 41.10 50.72%

98.0
\2‘3\.&\\“\\\‘!“\\“\\‘\‘\\\“\\\\1‘-2\?.\0\‘\\\\’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
e ARLREESAEEES
6.60 6.80 7.00 7.20
5000 m/z 71.10 38.79%
29.0
“ 98.0
Ul e Ly 1410 1600
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14530: Octane, 2-methyl-
43.0 6.60 6.80 7.00 7.20
m/z 42.05 27.41%
5000
71.0
L o
R TRA TR  T
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
6.997 4.70 ng/ul 69376 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 665 (6.997 min): BG062744.D\data.ms (-662) (-) m/z 105.10 100.00%

105.1
5000 1201

271 e n A U A S
390 | 91‘ 0 6.60 6.80 7.00 7.20 7.40
\\‘\\\\‘\\\\‘\\\\“\\\\“‘}\\\‘\‘\‘\\“H\\‘\H‘\\\\‘\‘\‘\\‘\‘\1\“\‘\‘{‘\“‘\\\\‘ m/z 129.16 37.53%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0

5000 e
6.60 6.80 7.00 7.20 7.40

120.0 m/z 77.10 16.62%

77.0 91.0 ‘
\\‘\\\\‘\2\\7\?\\\\“\\\\‘\\\\?ﬂ‘\\‘\\\‘H‘\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl
105.0

6.60 6.80 7.00 7.20 7.40

5000 m/z 91.05 14.21%
120.0
39.0 77.0 91.0
e 280 L D el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 103.05 10.78%
5000
120.0
00 e 00 A (\ ,
RS L e R L e P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:02 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.532 42.16 ng/ul 622138 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 83
2 Nonane 128 C9H20 000111-84-2 83
3 Decane 142 C1leH22 000124-18-5 83
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
5 Octane 114 C8H18 000111-65-9 72
Abundance Scan 756 (7.532 min): BG062744.D\data.ms (-751) (-) m/z 43.10 100.00%
3.1
5000
71.1
7.20 7.40 7.60 7.80
S MJ ‘ “H‘, - 1“ (2P0 1ze11421 oo 4e  06.27%
miz-> 20 40 60 80 100 120 140
Abundance #22067: Decane
43.0
5000
7.20 7.40 7.60 7.80
71.0
27,0 m/z 41.10 50.08%
142.0
T i T \‘H" T \“\ T ‘ 1‘\ \9\%"0\\\‘\]‘-2\6\.0\\ ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #14520: Nonane
43.0
R AARBEAR RN
7.20 7.40 7.60 7.80
5000 m/z 71.10 33.41%
85.0
210 ‘ ‘ 128.0
L e |, 1o
miz--> 20 40 60 80 100 120 140
Abundance #22068: Decane
43.0 7.20 7.40 7.60 7.80
m/z 85.10 22.47%
5000
71.0
2710
Pl s o
it
m/z--> 20 80 100 120 140 7.20 7.40 7.60 7.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:03 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Hexanoic acid, 2-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.832 6.70 ng/ul 98831 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 53
2 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 47
3 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 47
4 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 43
5 Butanoic acid, 3-oxo-, 1,1-dimet... 158 C8H1403 001694-31-1 14
Abundance Scan 807 (7.832 min): BG062744.D\data.ms (-797) (-) m/z 74.10 100.00%
74.1
43.1
5000
A B Y
99.1 139.3 2357 7.60 7.80 8.00 8.20
: : m/z 57.10 80.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15431: Hexanoic acid, 2-methyl-
74.0
5000
43.0 7.60 7.80 8.00 8.20
m/z 43.10 80.27%
\‘N\ \‘m‘!‘u‘\“\ T 10’10 \%\3\(\).\(‘)\ T T T T T T T T T T T T
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35334: Octanoic acid, 2-methyl-
74.0
R RRARR
7.60 7.80 8.00 8.20
5000 m/z 41.10 52.84%
41.0
101.0
2D 1580
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75753: Undecanoic acid, 2-methyl- I RBEREsEmES SEEEE
74.0 7.60 7.80 8.00 8.20
m/z 87.10 31.02%
5000
41.0
‘ ‘ 143.0
e T b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:04 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.967 16.86 ng/ul 248816 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 53
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 53
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 50
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 50

Abundance Scan 830 (7.967 min): BG062744.D\data.ms (-824) (-) m/z 57.10 100.00%

57.1
5000
7.60 7.80 8.00 8.20
L1t 217,
co bl e T m/z 43.10 37.17%
miz-> 50 100 150 200 250 300
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 L L LN B B R B
7.60 7.80 8.00 8.20
‘ m/z 41.10 37.06%
98.0
miz-> 50 100 150 200 250 300
Abundance #94094: Heptyl isobutyl carbonate
57.0
R RmARRERGE
7.60 7.80 8.00 8.20
5000 m/z 55.10  26.35%
98.0
A T we0
miz--> 50 100 150 200 250 300
Abundance #145465: Oxalic acid, isobutyl octyl ester AR pamEaT S
57.0 7.60 7.80 8.00 8.20
m/z 56.10 19.43%
5000
m/z--> 50 100 150 200 250 300 7.60 7.80 8.00 8.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:05 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.325 9.36 ng/ul 138075 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 76
4 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 52
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 50
Abundance Scan 891 (8.325 min): BG062744.D\data.ms (-886) (-) m/z 83.10 100.00%
83.1
> o «xj\x/AAx/\wAMwAMWM\
140.2 TR T TR
H - 8.00 8.20 8.40 8.60
\\\\“"H\“‘}“\”\L‘ \‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘3\\; m/Z 69.10 59.59%
mlz--> 50 100 150 200 250 300 350
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000, 41.0 S S AL L
8.00 8.20 8.40 8.60
140.0 m/z 55.10 52.41%
miz--> 50 100 150 200 250 300 350
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
 AREmamEEEE
8.00 8.20 8.40 8.60
5000 m/z 56.05 48.55%
41-7 140.0
miz--> 50 100 150 200 250 300 350
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- N R AARaREREEES
83.0 8.00 8.20 8.40 8.60
m/z 41.10 38.76%
5000
41.
140.0
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.437 6.85 ng/ul 101090 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
2 Decane, 5-methyl- 156 C11H24 013151-35-4 50
3 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 47
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 43
5 Propanoic acid, 2,2-dimethyl-, h... 186 C11H2202 005434-57-1 38
Abundance Scan 910 (8.437 min): BG062744.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
5000
T T
H ‘ 134.1 8.20 8.40 8.60 8.80
\‘\\\\““\‘\‘\‘\“\\\‘\H‘\‘\‘\\‘“‘h\\\\‘\\\‘\‘\\\\‘\ m/Z 43.19 71.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14532: Heptane, 4-ethyl-
43.0
5000 UL L B I BN B
8.20 8.40 8.60 8.80
270 850 m/z 41.10  38.19%
miz--> 20 40 100 120 140 160
Abundance #33091.Decane,5—methyh
57.0
AR aE e
8.20 8.40 8.60 8.80
5000 410 m/z 105.10  36.67%
85.0
H H‘ l ‘ ‘\ 112.0  140.0156.0
B e B ERAR s EEEETE R I
miz--> 20 40 60 80 100 120 140 160
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl- “H““W““‘H“‘Aﬁ
57.0 8.20 8.40 8.60 8.80
m/z 85.10 33.83%
5000
ZM) e o w“ N B i WYas N YAV B AL VANY
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 15 Benzene, 1,4-diethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.543 7.13 ng/ul 105140 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 928 (8.543 min): BG062744.D\data.ms (-923) (-) m/z 119.10 100.00%
119.1
5000
77 \ \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ 395 8.20 8.40 8.60 8.80
T \“\ w“ \‘H‘\m‘\ ‘\” ‘M\‘H il L L L L B \‘|. m/Z 105.05 60.41%
miz--> 50 100 150 200 250 300 350
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 L \‘\\\\‘\\\\‘\\\\’M\/‘\\
8.20 8.40 8.60 8.80
m/z 91.10 51.49%
7.
27.0 ‘ ‘
\\“\Ui‘\“\“\‘\“‘“‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #17028: Benzene, 1,3-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 50.00%
270 710
““Ui“u““‘m““‘ A R R S T I T IR R
miz--> 50 100 150 200 250 300 350 M
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- \ N EaMEaEEREESS L
119.0 8.20 8.40 8.60 8.80
m/z 77.05 17.20%
5000
77.
279 Tl
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:08 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.672 5.93 ng/ul 87536  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 78
2 Bacchotricuneatin ¢ 342 C20H2205 066563-30-2 59
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 52

Abundance Scan 950 (8.672 min): BG062744.D\data.ms (-946) (-)

m/z 57.10 100.00%

57.1
5000
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_F
126.2 3358 8.40 8.60 8.80 9.00
T ‘ih “‘\‘W‘ iy ““ L \“\ L LA I \.‘ m/Z 43.10 67.85%
m/z--> 50 100 150 300
Abundance #33092: Decane, 3-methyl-
57.0
5000 LA L R B A B
8.40 8.60 8.80 9.00
m/z 71.10 58.55%
127.0
\‘\ U “\ H} \H\ H‘ T \“\ T ‘ L T T T ‘ T T T T T T
m/z--> 50 100 150 300
Abundance #250928: Bacchotricuneatin ¢
19 1100
8.40 8.60 8.80 9.00
5000 ITI/Z 41.10 41.65%
[T 342,
—— L e
m/z--> 50 100 150 300
Abundance #33097: Nonane, 3,7-dimethyl- R A RAEE RS SRR
57.0 8.40 8.60 8.80 9.00
m/z 56.10 39.20%
5000
127.0
10 ' P I W el |
m/z--> 50 100 150 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 17 Benzene, 1-methyl-3-propyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
8.707 4.76 ng/ul 70224  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
Abundance Scan 956 (8.707 min): BG062744.D\data.ms (-953) (-) m/z 105.10 100.00%
106.1
5000
134.1 ARV V' N
59.1 77.0 8.40 8.60 8.80 9.00
L bl 156.8
\\\‘\\\\“\\‘\‘\““\‘\\‘\“\”1‘1\“\‘\‘\‘\“‘\\\‘\“\\\\‘\ m/Z 134.05 20.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 A /\/\AM’
8.40 8.60 8.80 9.00
770 134.0 m/z 91.10 14.55%
39.0 ‘
\1\5\.(‘)\‘1‘\\“‘\\“1‘5\8"0\‘\\\M‘\\‘h\“\‘\\‘\“‘\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 106.10 13.21%
134.0
77.0
270 | 51\0 Ll M “ ‘\‘ Lt I
et e e e
miz--> 20 40 60 80 100 120 140 160 ﬂ /\
Abundance #17047: Benzene, (1-methylpropyl)- ““H‘Qﬂu“uﬂ‘w“‘
105.0 8.40 8.60 8.80 9.00
m/z 77.00 11.21%
5000
134.0
77.0
200 S0 |
I L L |
— ettt
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 18 unknown-01

Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.

8.778 6.02 ng/ul 88807 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 45
2 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
3 1-Octene, 2-methyl- 126 CO9H18 004588-18-5 28
4 2-Methyl-1-nonene 140 C1eH20 002980-71-4 28

5 Propanoic acid, 3-hydroxy-2-meth... 118 C5H1003

Abundance Scan 968 (8.778 min): BG062744.D\data.ms (-963) (-)

042998-03-8 16

m/z 56.10 100.00%

56.1
5000
8.40 8.60 8.80 9.00
39 ‘ ‘ 85.1 . . . .
103.1
\\\\‘\\\\i‘\\\ ‘\\“\‘\“‘\H\\\“\ T \1‘2\5\9\‘\1\5\2\6‘ m/Z 57.10 41.01%
m/z--> 20 40 60 80 100 120 140
Abundance #10059: 2,2-Dimethyl-1,3-butanediol
56.0
5000 “ﬁj\\‘\/\\/\\‘\\j\\/\\\/\‘—uu‘uu,\
8.40 8.60 8.80 9.00
m/z 41.10 33.93%
1550 a0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140
Abundance #1749:Propane,leocyanak}
56.0
R RERARRASEERRENS
8.40 8.60 8.80 9.00
5000 m/z 59.00 25.36%
2
9.0 84.0
12.0
m/z--> 20 60 80 100 120 140
Abundance #13192:1{)mene,24nemyh
56.0 8.40 8.60 8.80 9.00
m/z 55.10 20.86%
5000
29.0
I ‘ ‘ | 830 10501260
“““““ T B R T T
m/z--> 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.130  32.30 ng/ul 476618 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tridecane 184 C13H28 000629-50-5 78
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 78
5 Decane, 2-methyl- 156 C11H24 006975-98-0 72

Abundance Scan 1028 (9.130 min): BG062744.D\data.ms (-1023) (-) m/z 57.10 100.00%

57.1
- ﬂJ\W
H ‘ 113.2 156.0 8.80 9.00 9.20 9.40
el L 1321829 1560 Ly 43,10 89.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33081: Undecane
57.0
5000 UL L B L I R
8.80 9.00 9.20 9.40
. m/z 71.10 42.77%
290 85.0 /
\‘\‘\‘\\““1\\”"\\“\\‘\‘\\\H’\l\li‘s\'c‘)\‘\\\‘\\1\5\6.‘0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
8.80 9.00 9.20 9.40
5000 m/z 41.10 42.03%
29.0 85.0
‘\ \‘\ H‘ ‘\ \“ il 11\3.0 L 141'0 184.0
e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59049: Undecane, 2,3-dimethyl- R RBA
43.0 8.80 9.00 9.20 9.40
m/z 85.10 25.31%
71.0
5000
140.0
L
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 20 Hexanoic acid, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.212 13.82 ng/ul 203948 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1042 (9.212 min): BG062744.D\data.ms (-1034) (-) m/z 73.10 100.00%
3.1

5000 41.1
57.1
1011 [Trr T[T r[rrrrrT
‘ ‘ ‘ ‘ 1271 8.80 9.00 9.20 9.40 9.60
\\\‘\\\\H\\\“\‘“\\‘m\‘\“\”‘\\“\\\‘\“\\.\\‘\\\ m/Z 88.10 99.95%
miz--> 20 40 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T T
570 8.80 9.00 9.20 9.40 9.60
m/z 41.10 47 .55%
‘ 116.0
\\\‘\\\\‘\‘\\}[\\“\‘\‘\“\\“\\\‘!‘\\\\‘\\\
m/z--> 60 80 100 120 140
Abundance #24099.Hexanok:add,Z«ﬁhyL
73.0
T e
8.80 9.00 9.20 9.40 9.60
5000 m/z 57.10  34.41%
57.0
410 ‘ 116.0
\\M“M\
m/z--> 20 80 100 120 140
Abundance #24093.Hexanok:add,Z«nhyL R ARERRNREEsaRE SR
73.0 8.80 9.00 9.20 9.40 9.60
m/z 55.10 32.29%
5000
41.0 57.0
‘ 101.0
ool I Joub bl a0 aaso ] VE L)
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62744.D

Acqg On : 11 Sep 2024 20:21

Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
10.129 2.12 ng/ul 83975 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Octacosane 394 C28H58 000630-02-4 59
3 Hexadecane 226 C16H34 000544-76-3 59
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 58
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 1198 (10.129 min): BG062744.D\data.ms (-1189) (- m/z 43.10 100.00%

43.1
5000
5.1
T T
126.2 10.00 10.50
206.8
\\‘““\MU‘\““‘\Hh“ \M\“h\}“\\\\“\\\\‘\\\\‘\\\\‘\\\\ m/z 57.10 87.04%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 -

T
10.00 10.50
m/z 71.10 59.39%

141.0183.0225.0  295.0 352.0

T 1 L e e s B O
I | I I I I I

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

“ 9.0
\ ‘NM‘MJ

=

Abundance #298426: Octacosane
57.0
T —
10.00 10.50
5000 ITI/Z 41.10 50.52%
9.0
[LLLLL 11018302250 2810 3370 304
A e
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane 7 —
57.0 10.00 10.50
m/z 55.10 29.76%
h MM
L‘ 1 Fg'o 141.0183,0226.0
R B L L B LI S B e = —
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 22 Pentanal, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.194 8.68 ng/ul 343480 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal, 3-methyl- 100 C6H120 015877-57-3 59
2 Pentanal, 3-methyl- 100 C6H120 015877-57-3 59
3 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38

Abundance Scan 1209 (10.194 min): BG062744.D\data.ms (-1202) (-  m/z 56.10 100.00%
56.

1
5000
43.1
== s
71‘-0 851 1030 10.00 10.50
errererre el T BY  mjz ss.e5  33.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: Pentanal, 3-methyl-
56.0
41.0
5000 T —
270 10.00 10.50
| 210 m/z 43.10 30.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4323: Pentanal, 3-methyl-
56.0
s —
10.00 10.50
5000 m/Z 41.10 29.04%
41.0
27,0 71.0
T a0 1000
R R E B R A ABARAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1749: Propane, l-isocyanato- o T
56.0 10.00 10.50
m/z 57.10 25.14%
5000
290 42,0 84.0
o | 4w
Frrrrtrr e e e e e e e 1 —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 23 Phenol, 4-chloro- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
10.564 3.48 ng/ul 137792  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 55
2 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 47
3 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 47
4 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 38
5 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 38
Abundance Scan 1272 (10.564 min): BG062744.D\data.ms (-1266) (- 59.10 100.00%
59.1
128.0
5000 83.0 ]\ )\%
41(1 . A
101.0 147.1 10,50
il L myz 43010 66.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #13882: Phenol, 4-chloro-
128.0
5000 65.0 s :
10.50
39.0 100.0 m/z 128.00 64.85%
\;-\4.\()‘\\{\“‘\\‘\‘\‘ \\‘H\‘\\“\‘l”\\\\‘\“\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13888: Phenol, 3-chloro-
128.0
\M T ‘ T ‘ !
10.50
5000 65.0 m/z 83.05 40.64%
71 T VI TR T
miz--> 20 40 60 80 100 120 140 160
Abundance #13881: Phenol, 3-chloro- 7
128.0 10.50
m/z 56.10 35.68%
5000
65.0
39.0 100.0
ml?;‘?m“wuw AT W R .
m/z--> 20 40 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62744.D

Acqg On : 11 Sep 2024 20:21

Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 25 1,3-Pentanediol, 2,2,4-trim...

Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
10.981 6.03 ng/ul 238562  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 64
2 1,3-Hexanediol, 2-ethyl- (isomer 2) 146 C8H1802 1000484-18-1 59
3 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 53
4 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 50
5 2-Propenoic acid, butyl ester 128 C7H1202 000141-32-2 50

Abundance Scan 1343 (10.981 min): BG062744.D\data.ms (-1336) (-

m/z 56.10 100.00%

56.1
5000
o
85.0 11.00
119.1
\\\‘\H\‘m\\h““\‘\h‘\“\“\‘\\\““\H\“\\H‘HH‘HH‘HHZ‘O\\?.\(\) m/Z 55.10 71.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 T
11.00
m/z 43.10 51.23%
290‘ HS&O
\\\‘\M“\\“\‘\\ “\\‘}\“\‘\\\“\\\\%\2\9\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25582: 1,3-Hexanediol, 2-ethyl- (isomer 2)
56.0
e
11.00
5000 ITI/Z 41.10 37.45%
29.0 103.0
ol Bro | 120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25583: 1,3-Hexanediol, 2-ethyl- (isomer 1) ——
56.0 11.00
m/z 73.10 21.39%
5000
103.0
29.0 ‘
e B0 L 1280 S T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 26 unknown-02 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.598 5.13 ng/ul 203084  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,8-Dioxabicyclo[3.2.1]octane 114 C6H1002 000280-16-0 35
2 1-Butoxypropan-2-yl 2-methylbuta... 216 C12H2403 1000367-09-4 32
3 3-Azetidinol, 1-(1,1-dimethyleth... 129 C7H15NO 013156-04-2 27
4 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 27
5 2-(2-Methoxyethoxy)ethyl 2-methy... 204 C10H2004 1000366-96-5 27

Abundance Scan 1448 (11.598 min): BG062744.D\data.ms (-1441) (- m/z 57.10 100.00%
57.1

114.1 e -
83.0 11.50 12.00
M\ ! Lyl Wu H L \\14&0 9
R L i B L m/z 73.10 66.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8189: 6,8-Dioxabicyclo[3.2.1]octane
57.0
5000 it ‘
11.50 12.00
860 114.0 m/z 55.10  66.53%
m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #94108: 1-Butoxypropan-2-yl 2-methylbutanoate
57.0
—r— ;
85.0 11.50 12.00
5000 m/z 41.10 54.09%
114.0
29.0
Loyl | 1430 188.0
L T B Rk
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14916: 3-Azetidinol, 1-(1,1-dimethylethyl)- —— —
57.0 11.50 12.00
m/z 58.10 26.81%
114.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62744.D

Acqg On : 11 Sep 2024 20:21

Operator JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
11.721 2.94 ng/ul 116517 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 59
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 53
4 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 47
5 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 47

Abundance Scan 1469 (11.721 min): BG062744.D\data.ms (-1464) (-  m/z 71.10 100.00%
43.1 711
5000
99.1 LV )
11.50 12.00
127.1
m,l%,l m/z 57.10 97.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14585: Hexane, 2,4,4-trimethyl-
57.0
5000 Al e,
11.50 12.00
28.0 99.0 m/z 43.10 87.50%
\\\‘\“\“\\ }\\“‘\“\‘\‘\(?"Q\\\\“‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
S Y
11.50 12.00
5000 m/z 41.10 45.16%
29.0
99.0
| 770 | 1280
““H““‘H““‘W““‘H““‘w““,u““‘u
miz--> 40 60 80 100 120 140 160 180
Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester — —r
71.0 11.50 12.00
m/z 99.10 25.89%
5000 43.0
112.0
b L1320 s s ,
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

BG062744.D

: 11 Sep 2024 20:21

JU/RC

. P3877-06DL 2X

: 51  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA .M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion 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 28 Benzene, 1,3,5-trimethyl-2-...

Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
11.798 3.32 ng/ul 131472  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 93
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 81
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 81
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 74
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 74

Abundance Scan 1482 (11.798 min): BG062744.D\data.ms (-1475) (- m/z 145.05 100.00%
145.1
5000
571 1150 il Lo JU
a1 It 8 1150 12.00
: m/z 160.10 60.54%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

5000
115.0
39.0 650 91.0 ‘
\\\.‘ T \“‘\ \‘r‘\ “U\‘\ \‘H‘ T \‘r T “‘\ T M\ HM‘\ T \“‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000
91.0 1150
39.0
150 | | 650 | ‘ \‘\ |
el PR Pt A A | Y NS
miz-> 20 40 60 80 100 120 140 160 180
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000

150 390 650 |

N AW W Y=
11.50 12.00
m/z 131.05 26.21%

" /\MM

11.50 12.00
m/z 57.10  26.16%

11.50 12.00
m/z 130.05 26.14%

m/z-->

91.0 1150
u“w‘JL‘U“NH‘M‘w“ﬂh‘whﬂm‘pw
20 40 60 80 100 120 140

160 180
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i hoalla iy

11.50 12.00

Page:

31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.121 7.53 ng/ul 298067 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1537 (12.121 min): BG062744.D\data.ms (-1528) (- m/z 57.05 100.00%
57.0
5000
85.1
—— ]
h 12.00 12.50
el L L A121240.0 1840 2476 L 4319 8o.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane
57.0
5000 s e
12.00 12.50
29.0 8.0 m/z 71.10 54.78%
‘\‘ H\ \‘ d‘ \\113 0 141.0 184.0
\‘\H\‘HH‘\H\‘\H\‘HH‘HH’\H\‘H\\‘HH’\H\‘H\\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
= o
12.00 12.50
5000 m/z 41.10 42.40%
85.0
29.0
“ ‘ | . ) 113.0141.0169.0 197.0 226.0
b e T R AT e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107221: Tridecane, 7-propyl- T 7
43.0 12.00 12.50
m/z 85.10 34.18%
71.0
5000
140.0
A T 260 ) Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 3@ (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
13.073 3.02 ng/ul 111086  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
3 Butane, 2,2-dimethyl- 86 Ce6H14 000075-83-2 59

4 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

1000309-19-8 59
1000309-19-3 53

Abundance Scan 1699 (13.073 min): BG062744.D\data.ms (-1695) (- m/z 57.10 100.00%
1

57.
5000
13.00 |
127.1 . :
‘\H‘\“'\‘J\l\\““\h\‘lw“\‘\}\‘9\6‘.\9\\‘HH|HH‘HL\19?\.\4’H|HH‘5\2\§-\ m/Z 71.10 78.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 = ‘
13.00
m/z 43.10 55.77%
‘\\J\‘“\J\‘\“\“‘].\‘?\ZIIO‘\1].\9\7"\9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45495: Undecane, 5-methyl-
43.0
=T !
13.00
5000 ITI/Z 41.10 37.68%
‘ '112.0
S £
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2057: Butane, 2,2-dimethyl- T ‘
43.0 13.00
m/z 85.15 31.37%
h AWJJAJvK/J\JwN/kﬂMp
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.361 9.40 ng/ul 345947  Acenaphthene-d10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86

Abundance Scan 1748 (13.360 min): BG062744.D\data.ms (-1742) (-  m/z 57.10 100.00%
57.1

5000
85.1
T T
13.00 13.50
113.0 1541 ;
\H‘\\H“MHMH“\‘\“}\“E‘H\““\H‘\‘\H\‘H\“\‘H\\‘\]\_\9\8‘.\%\\‘\\\\2‘4\.§\.\‘ m/Z 43.10 78.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 & -
85.0 13.00 13.50
29.0 m/z 71.10 50.80%
T \‘\‘\ T \H“ T \“‘\ T “1‘\ T \““]\.:\lﬁ"c\)“\%ﬁl-\.\ow‘\]‘-\6\9\.\0‘\:\L\Q\?.\O\\ ERRARREERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74019: Tridecane, 6-methyl-
57.0
T [ I
13.00 13.50
5000 ITI/Z 41.10 37.55%
85.0
290 ‘ 126.0
S O .S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane . T
57.0 13.00 13.50
m/z 85.10 32.22%
5000
85.0
29.0
| “\‘ ! ‘ 113.0141.0 169.0 197.0 226.0
R R N N A LN N R R AR AR RN T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 32 Naphthalene, 1,6-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.707 6.41 ng/ul 235898  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94

Abundance Scan 1807 (13.707 min): BG062744.D\data.ms (-1799) (-  m/z 156.10 100.00%

156.1
5000 /\,\J
601 1151 : ‘/\ AL
h 2041 340, 13.50 14.00
e 5 m/z 141.00  65.95%
miz--> 50 100 150 200 250 300
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 S A
13.50 14.00
m/z 155.10 35.35%
77.0 115.0
“3"9\'?‘\\;‘”\”““\\\‘\‘\‘\HH‘“HH‘HH‘HH
miz--> 50 100 150 200 250 300
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0 M
LS AT
13.50 14.00
5000 ITI/Z 115.10 20.02%
115.0
280 600 Tyl
miz--> 50 100 150 200 250 300
Abundance #33147: Naphthalene, 2,7-dimethyl- —— —
156.0 13.50 14.00
m/z 161.00 17.71%
5000
77.0 115.0
meTOMRO el
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
BG062744.D
: 11 Sep 2024 20:21
JU/RC
. P3877-06DL 2X

: 51  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 33 Naphthalene, 2,3-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.848 6.84 ng/ul 251740  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 1831 (13.848 min): BG062744

156

5000
207.0232.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000
115.0
510 /60 | |
\\\‘\\"\\“\\‘\\‘u\\‘!H‘\\‘\\‘\\\‘\’\“\‘\\“‘\\‘U"\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000
77.0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
770 115.0
140 bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:58:22 2024

D\data.ms (-1825) (- m/z 156.05 100.00%
1

S

N

\ T
13.50 14.00

m/z 141.00  82.95%

3

13.50 14.00
m/z 155.05 29.78%

UL

=
m/z 115.00  19.37%

13.50 14.00

=

— —
13.50 14.00
m/z 153.00  15.83%

3

13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.

14.019 4.08 ng/ul 150191  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 83
2 Tridecane 184 C13H28 000629-50-5 72
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1860 (14.019 min): BG062744.D\data.ms (-1852) (- m/z 57.10 100.00%
57.1

Fg 2 14.00 |
: 159.2 , :
T \\ “ T “\“ \h T ““‘ \“ 4 ih “‘\ Tl L L \3\8\1\ m/Z 43.10 82. 29%
m/z--> 50 100 150 200 250 300 350
Abundance #33083: Decane, 2-methyl-
67.0
5000 — ‘
14.00
112.0 m/z 71.10 80.15%
L%'\J\ ‘\ ‘h\ ‘!‘ \“\ “ \h\ T ]\_5‘6\\0\ T ‘ L ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
1 \
14.00
5000 m/z 55.10 37.77%

15J |

o

miz--> 50 100 150 200 250 300 350
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- —— ‘
57.0 14.00
m/z 85.15 34.93%
5000

.

T
m/z--> 50 100 150 200 250 300 350 14.00

| 1130 1830  253.0296.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.436  12.49 ng/ul 459451  Acenaphthene-d10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 1931 (14.436 min): BG062744.D\data.ms (-1926) (- m/z 57.10 100.00%
57.1

85.1
——
14.50
113.2
b g T 41 1691 212.3 m/z 43.05 68.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 L
14.50
290 850 m/z 71.18  54.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
—T
14.50
5000 85.0 ITI/Z 41.10 35.97%
29.0‘
113.0 198 0
L HB03410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane 7
57.0 14.50
m/z 85.10 26.99%
5000
85.0
29.0
L m01m0 sk
Frerrr e e e e e —T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 36 (DEL) Alkane: Cyclic14.618 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.618 8.08 ng/ul 297282  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 49
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 38
3 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 35
4 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 35
5 2-Pentene-1,4-dione, 1-(1,2,2-tr... 208 C13H2002 1010196-77-9 35

Abundance Scan 1962 (14.618 min): BG062744.D\data.ms (-1957) (- m/z 56.10 100.00%

56.1 1111
5000 157.1
1450 1500
83.0 ‘ . : :
— J“HM 0 m“ ey 290222002555 eg g g6.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane
69.0
41.0 111.0
5000 S -
14.50 15.00
m/z 57.10 96.17%
\‘\\\\“‘!\\ 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0 S WA
14.50 15.00
5000 41.0 m/z 111.10 88.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #20780: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans- = 5
69.0 14.50 15.00
m/z 55.10 63.18%
111.0
5000
41.0
B I O 1 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 37 Cyclopropane, 1l-methoxy-2,2... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.

14.671 3.23 ng/ul 118785  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methoxy-2,2-dime... 200 C14H160 1000271-83-0 64
2 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 60
3 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 49
4 Methyl 2-diethylamino-3-methyl-b... 185 C1@H19NO2 075122-81-5 47
5 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 47

Abundance Scan 1971 (14.671 min): BG062744.D\data.ms (-1966) (- m/z 185.10 100.00%

185.1
5000
1 /
[ — T

I
14.50 15.00

39.1 911 141'(? :
T ‘\- “ phepedd ‘\h" ‘ f ‘ “\ ‘\“ ““H‘\ o ‘\ “‘2\2\2\2\ LA B ‘36\4\‘ m/Z 170.05 67. 36%
m/z--> 50 100 150 200 250 300 350
Abundance #76082: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(2-phei
185.0
115.0
5000 el VS
43.0 14.50 15.00

‘ m/z 200.10  29.63%

i‘m‘H\‘ \“L ‘\Hh\“hw L 0 N e
miz--> 50 100 150 200 250 300 350
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0

14.50 15.00
5000 m/z 155.05 26.13%
143.0
410 910 ‘ ||

o ‘H\‘M ! “‘hu\“ = ‘\h“ ‘“\\ ‘\M‘ | “‘ \‘\ .

miz--> 50 100 150 200 250 300 350
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py /\\ P i —
185.0 14.50 15.00

m/z 186.10  16.31%

5000

P e R R I I A UTWR A
miz--> 50 100 150 200 250 300 350 14.50 15.00

B0 L el ]|
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 38 unknown-03 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.

14.835  2.41 ng/ul 88493 Acenaphthene-d1e 14.530

Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Azepin-2-one, hexahydro-1-(2-... 153 C9H15NO 017356-28-4 38
-Dodecene, (Z)- 168 C12H24 007206-26-0 25
5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 22
Dodecene, (Z)- 168 C12H24 007239-23-8 22
-Undecene 154 C11H22 000821-95-4 22

uih wNnPE
P WNNNN
[

Abundance Scan 1999 (14.835 min): BG062744.D\data.ms (-1993) (- m/z 55.10 100.00%
55

1
155.0
83.1
5000
1289 187.1 - N
06.0 : 14.50 15.00
m/z 59.10 86.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30879: 2H-Azepin-2-one, hexahydro-1-(2-propenyl)-
70.0 138.0
96.0
5000 14.50 15.00
m/z 57.10  84.99%
’ \\‘M\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43478: 2-Dodecene, (Z)-
55.0
T P
14.50 15.00
5000 m/z 56.10  82.30%
29.0 83.0
111.0 168.0
s 1400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25562: 2,5-Hexanediol, 2,5-dimethyl- — —
43.0 14.50 15.00
m/z 41.10 75.62%
70.0
5000
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 39 Naphthalene, 1,4,6-trimethyl- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
14.929 3.84 ng/ul 141215  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 70
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 60
3 Metharbital 198 C9H14N203 000050-11-3 53
4 Metharbital 198 C9H14N203 000050-11-3 53
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 49

Abundance Scan 2015 (14.929 min): BG062744.D\data.ms (-2012) (- m/z 155.05 100.00%
155.1
43.1
5000
85.1 128.0 Y
15.00
201.9
JB79.120.-92240  1/5 170.10  94.86%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
5000 T
15.00
m/z 43.10 52.99%
51.0 84.0 128.0 I
\\\‘\\\\‘\\\\“}‘\\\‘\\\‘f‘\f\\‘\\ ‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
P
15.00
5000 m/z 57.10 31.09%
128.0
51.0 76.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74505: Metharbital T
155.0 15.00
m/z 169.05 26.71%
5000
112.0
550 83.0 ‘ /\
T W PV N N o Y WP L VAT
m/z--> 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 40 Naphthalene, 2,3,6-trimethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
15.000 3.51 ng/ul 129068  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93

Abundance Scan 2027 (15.000 min): BG062744.D\data.ms (-2021) (- m/z 170.10 100.00%
17

0.1
- MA/\/\ M
57.1 AW
851 1280 195.0 2994 15.00
i 5 m/z 155.10 89.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 L
15.00
1280 m/z 57.10 24.59%
TT \‘2\7‘\'\0\“\5\171.\0‘H \‘7‘\6‘1"?}‘\\]_92\\0\‘\ ‘ \‘!‘\.\“‘\ T ‘ \“\ T ‘ TTTT ‘ TTTT ‘ TT1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
e
15.00
5000 ITI/Z 169.10 22.31%
270 510 760 10901280 | |
ce T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬂ
Abundance #45540: Naphthalene, 2,3,6-trimethyl- g /M\’\M i
170.0 15.00
m/z 71.10 21.67%
5000
84.0 128.0 ‘
SN O S 9 SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
15.059 4.38 ng/ul 160962  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 46
2 2-Methyltetracosane 352 C25H52 001560-78-7 38
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 38
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 38
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 38

Abundance Scan 2037 (15.058 min): BG062744.D\data.ms (-2032) (-  m/z 57.05 100.00%

57.0
5000
161.1
—T
L2272
— ‘w“\‘\\‘u‘u i H‘H\H“\H\‘\h“\h“iH‘ “\\ il \‘\ . ‘u‘ T " T m/z 43.10 83.89%
miz--> 50 100 150 200 250 300
Abundance #33080: Undecane
57.0
5000 e
15.00
% m/z 71.10 78.83%
8.0 156.0
L\ q‘\ \ ‘ ‘\ “!‘ ‘ H \“ T \ T “\ T 1T ‘ L ’ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane
57.0
T
15.00
5000 m/Z 83.10 70.87%
‘ 99.0
AL 299 1830 2250 267 3090
miz--> 50 100 150 200 250 300
Abundance #193303: Dodecane, 1-iodo- ——
57.0 15.00
m/z 55.10  55.28%
5000
LT P er0  asso i
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 42 Naphthalene, 1,6,7-trimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
15.294 7.34 ng/ul 270041  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 50
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 50

Abundance Scan 2077 (15.294 min): BG062744.D\data.ms (-2072) (- m/z 185.05 100.00%
185

85.1
5000
155.0
=4 S R e
128.1 00 15.50
39.1 691 ‘ 15. .
21 , d. , k. 12209 m/z 170.10  94.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000 AV i /\W
15.00 15.50
m/z 155.00 30.68%
a0 850 120 | |
\\\‘\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\ ’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0 A
— -
15.00 15.50
5000 ITI/Z 200.05 27.72%
10 o0 10 | |
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 J
Abundance #45534: Naphthalene, 2,3,6-trimethyl- R e
170.0 15.00 15.50
m/z 153.00 16.25%
5000
180 510 760 10901280 | |

e :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.387 13.28 ng/ul 488556  Acenaphthene-d10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 2093 (15.388 min): BG062744.D\data.ms (-2085) (- m/z 57.10 100.00%
57.1

" o WM
s T
‘ 15.00 15.50
113.1
oot o 131411 1832 2262 T s g 75 sey
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #123961: Heptadecane
57.0
5000 r —r
85.0 15.00 15.50
29.0 m/z 71.10 55.77%
\‘ | h | | (13014101690 240.0
H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0
s e
15.00 15.50
m/z 85.10 38.71%
5000 85.0
29.0
“ | h | [A13.0141.0169.0197.0 268.(
b e e e R e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane T T
57.0 15.00 15.50
m/z 41.10 37.12%
5000 85.0
29.0
b b oot el
m/z--> 20 40 60 80 100120140160 180200220240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
15.793 6.02 ng/ul 221469  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 62
2 Octacosane 394 C28H58 000630-02-4 58
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 52
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 52
5 Hexatriacontane 507 C36H74 000630-06-8 50

Abundance Scan 2162 (15.793 min): BG062744.D\data.ms (-2156) (- m/z 57.10 100.00%
57.1

o w
= —
f9 A 169.1 216.1 15.50 16.00
“““W‘ ﬂﬂw‘uM‘\J‘p“w“““““““‘ m/z 43.10  43.96%
mlz--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 e s
15.50 16.00
m/z 71.10 41.36%
‘ 90 1550
\\‘\‘“\‘1‘\“\‘L\‘!\\“‘\\\1\9‘8\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
S —
15.50 16.00
5000 ITI/Z 41.10 22.79%
L H J‘4}018302250 281.0 337.0 394.
i ““““““ T e
m/z--> 50 100 150 200 250 300 350
Abundance #74012: 3,5-Dimethyldodecane —— —
57.0 15.50 16.00
m/z 55.10 22.15%
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 45 Benzophenone Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
15.887 5.07 ng/ul 186443  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 70
2 Benzophenone 182 C13H100 000119-61-9 62
3 Azobenzene 182 C12H16N2 000103-33-3 43
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 38
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 38

Abundance Scan 2178 (15.887 min): BG062744.D\data.ms (-2174) (- m/z 105.10 100.00%

771 105.1
182.0
5000
43.1
= I
LA Vi Tl
"w‘H‘y‘M‘MJWMuw%ﬁﬂuuhw‘thhm‘MMum‘uﬂw“ m/z 77.10 82.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 - T
15.50 16.00
51.0 o
m/z 182.00 59.95%
27.0 ‘ ufll ‘ 15\20 H
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0 mANA
VIR VRV
770 182.0 15.50 16.00
5000 ’ ' ITI/Z 71.15 36.72%
51.0
N 1520 |
ull m
R R R R N R R LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56773: Azobenzene . T
77.0 15.50 16.00
m/z 57.10 32.13%
5000 51.0
182.0
105.0
27'0\ | | 15?0 |
Lol [t
A R AR R ARARARRNERN = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.245 12.37 ng/ul 583390 Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Tridecane 184 C13H28 000629-50-5 91
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81
Abundance Scan 2239 (16.245 min): BG062744.D\data.ms (-2235) (- m/z 57.10 100.00%
57.1
— —
16.00 16.50
113 1 169.1
AL T A8 L 2403y 4310 72.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 s —
85.0 16.00 16.50
29.0 m/z 71.10 58.21%
T \‘\‘\‘\ \ T \H ‘ T \“\ T “1‘\ T \“‘]\.}ﬁ?‘\%\4.%\0\\]‘-\6\9\\()‘\]\.\9\8‘\0\\ T ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
= -
85.0 16.00 16.50
5000 m/z 85.10 37.60%
Lol 0141016901970 2400
R L L T e AARAARE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59028: Tridecane T —
57.0 16.00 16.50
m/z 41.10 35.77%
5000 85.0
29.0
Lo Ll m20uag 1840
| |
“W‘H“H‘“H“H‘w‘H“H‘W‘H“H‘w‘u“u‘w‘u“u‘ P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

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 47

(DEL) Alkane: Straight-Chai...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.038 9.38 ng/ul 442470  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 2374 (17.039 min): BG062744.D\data.ms (-2370) (- m/z 57.10 100.00%
57.1

%

5000
‘ 13.1 17.00
AT 16812151 2811 4890 sy 43,10 72.78%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 —— :

17.00
m/z 71.18  56.04%
Il

H ‘h “\ | “1690 2250 296.0

miz-> 50 100 150 200 250 300 350 400

%

Abundance #123960: Heptadecane
57.0
17.00
5000 ITI/Z 85.10 39.64%
L e 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T
57.0 17.00
m/z 41.10 32.97%
h W\J\L\«M
| ‘ ‘| (41390 169.0 2250 281.0 3380
e AL AL e S S S ——
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
17.091 7.31 ng/ul 344806  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 68
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 2383 (17.091 min): BG062744.D\data.ms (-2379) (- m/z 57.10 100.00%
57.1

- WN\AA}LWM
184.0
T \
S as | s
—4 bl LT w2820 mjz 71.10 63.63%
m/z--> 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 —— :
17.00
m/z 43.15 50.51%
99.0
| ‘L‘ “ L4y 410 1830 2250 267.0 338
\\\\‘ \\\\‘\\\\‘1\\\‘\\\\‘\\\\
mfz--> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
17.00
5000 ITI/Z 85.10 37.02%
113.0
1830
Lé PO o
m/z--> 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T ‘
57.0 17.00
m/z 41.10 28.04%
5000
IR 99‘0 155.0 197.0
| TR I
L -ttt ——
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
17.573 2.78 ng/ul 131293  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 30
2 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 18
3 Hexadecane 226 C16H34 000544-76-3 14
4 Tetratetracontane 619 C44H90 007098-22-8 14
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 14

Abundance Scan 2465 (17.573 min): BG062744.D\data.ms (-2461) (- m/z 57.10 100.00%

57.1
5000 209.1
T

o 1ep-d 239.2 17:50
17.50
’ TTTT “1‘\ \h H“h ‘ ‘H\‘“\ \Hhh\‘ \H‘\H\“ \“\ T M T \H\ ‘ M \M\ ‘h‘\‘ \HM “\ \‘\ \‘ ‘\‘\ \‘\H‘ ‘\ ‘\‘\‘\ i ‘\‘\ \?ﬁ \e m/Z 43 . 16 62 . 95%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176390: Nonadecane, 4-methyl-
43.0
71.0
5000 — ‘

17.50

I m/z 71.10  56.59%
99.0 .
L) t2r01550183.0211.0 | 267.0

’\\HiHH‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107233: Pentadecane, 4-methyl-

43.0 71.0

;

17.50
5000 m/z 209.10  44.50%

183.0

113.0

d‘ “ l il | }540 H 211.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #107217: Hexadecane “NW
57.0 17.50

m/z 41.10 43.29%

-

5000
85.0

m/z--> 20 40 60 80 100120140160180200220240260280 17.50

29.0
_ 113.0141.0169.0 226.0

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.779 9.03 ng/ul 425665  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91

Abundance Scan 2500 (17.779 min): BG062744.D\data.ms (-2495) (- m/z 57.10 100.00%
57.1

e o MMMW
‘ 1750 1800
113.1 : :
1411 183.1 225.0 9
Obrrrtid L4 1831 2250 2681 743 19 75.07%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158597: Nonadecane
57.0
5000 850 T T T T T T
17.50 18.00
290 m/z 71.10 61.06%
‘ L L) [F39141.0169.0107.02250 268
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123958: Heptadecane
57.0
T ]
17.50 18.00
5000 85.0 m/z 85.10 40.53%
29.0
ullly | |l
H‘_‘H“‘H‘H‘qu‘W‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane T —
57.0 17.50 18.00
m/z 41.10 34.80%
85.0
5000
290
H‘_‘HM‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H —— —
m/z--> 20 40 60 80 100120140160 180200220240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 51 3H-Imidazo(4,5-f)quinoline,... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
18.172 2.75 ng/ul 129596  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3H-Imidazo(4,5-f)quinoline, 2-am... 198 C11H10N4 076180-96-6 53
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 45
5 Tridecanoic acid 214 C13H2602 000638-53-9 42

Abundance Scan 2567 (18.172 min): BG062744.D\data.ms (-2562) (-  m/z 43.10 100.00%

43.1 73.1
198.0
5000
129.0
— —
‘ 69.2 27.1256.1 18.00 18.50
iy m/z 73.10  89.02%
m/z--> 50 100 150 200 250
Abundance #73337: 3H-Imidazo(4,5-f)quinoline, 2-amino-3-methyl-
198.0
A ]
5000 156.0 18.00 18.50
m/z 57.10 85.58%
114 |
PO ik
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
— —
18.00 18.50
5000 m/z 55.10 81.08%
129.0
213.0
LIl T
‘\ }\‘ ‘H Il M“ I “\hh“w M | ! | “ “ “‘u\‘ T P | “
m/z--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
43.0 o
m/z 41.10 77.20%
5000
129.0
‘ ‘ 171.0 214.0
. ‘\‘ H‘ ‘u‘u‘ h‘““uhh‘ wh‘\\ " ‘\‘ I ‘\ ‘m‘ “ ‘\‘ ‘ A — . ‘ . . ‘ .
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\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 52 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.472 7.87 ng/ul 371319  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 2618 (18.472 min): BG062744.D\data.ms (-2613) (- m/z 57.10 100.00%
57.1

o A/“WAAAAMAAMAAﬁﬂxMAJ\
——
99.0 18.50
ol b da 4Lt 1821 2241 2733 . 43719 74.47%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 T
18.50
99.0 m/z 71.10 64.09%
\2\5J\0‘\“ “H‘\ ‘H‘ \‘H‘\ H“ \“‘ T “]\_4%‘0“\ %8\‘3\0‘ T \2\4??\ I
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
—r—
18.50
5000 m/z 85.10 42.19%
99.0
15-0\‘ Ll )y 1410 1830 2250 296.(
B o L Ao
m/z--> 50 100 150 200 250
Abundance #74013: Tridecane, 2-methyl- —
57.0 18.50
m/z 41.10 32.12%
- WJMJL\AA
| ‘ 9.0 1550
I A O S H —
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\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
19.101 6.07 ng/ul 286397  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 2725 (19.101 min): BG062744.D\data.ms (-2722) (- m/z 57.10 100.00%
57.1

. \/\’\/\/\_J\M
99.1 T U
19.00 19.50
1412 17 22111
— LA ““ Lol AT2ET 2660 m/z 43.18  72.95%
M/zee> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
5000 — i
19.00 19.50
m/z 71.10 68.39%
9.0
T T \ \ ‘ \ T \ T ‘ T T T T ‘ T T \ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
e —
19.00 19.50
5000 m/z 85.10 47.02%
99.0
2mo) [ ||| ) 240 gss0 2200
m/z--> 50 100 150 200 250
Abundance #107217: Hexadecane — St
57.0 19.00 19.50
m/z 41.10 37.10%
- W\NJRANM
27.0
U101 1%90 1410 1830 2260

m/z--> 50 100 150 200 250 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator : 3JU
Sample
Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

/RC

. P3877-06DL 2X

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
BG062744.D
: 11 Sep 2024 20:21

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

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 54

(DEL) Alkane:

Straight-Chai...

Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
20.211 3.13 ng/ul 170603  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 91
2 Tricosane 324 C23H48 000638-67-5 87
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 83
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2914 (20.211 min): BG062744.D\data.ms (-2910) (- m/z 57.10 100.00%
57.1

20 WM
2000 2050
2112 . : :
L i i “‘ A9B TN, 27818281 4320 40 43.10  68.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 — —
20.00 20.50
m/z 71.10 66.90%
126.0 1830
\\"‘ “‘\“‘!h’\“\h\\’h\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane
57.0
—— —
20.00 20.50
5000 m/z 85.10 47.64%
324.0
h ‘ 267.0
A ‘M ; Mwwmmwww,w,w
m/z--> 50 100 150 200 250 300 350 400
Abundance #157263: Decane, 1-iodo- T —
43.0 20.00 20.50
m/z 41.10 31.05%
h W
Lo aeeo o T
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 55 2-Bromo dodecane Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
20.705 2.13 ng/ul 116061  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Docosane 310 C22H46 000629-97-0 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Pentacosane 352 (C25H52 000629-99-2 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2998 (20.705 min): BG062744.D\data.ms (-2994) (-  m/z 57.15 100.00%
57.1

o XWNJMVAAVJ\ANANAM\MT
‘ 9.0 2050  21.00
141.0 2069 ! !
A L Al o 20103058 3848 0 43,10 74.41%
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 — ——
20.50 21.00
m/z 71.10 69.00%
9.0 1690
l\\(ﬁ\\‘h“h‘\‘\‘\\‘\‘T\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #212280: Docosane
57.0
— T —
20.50 21.00
5000 ITI/Z 85.10 48.05%
310.0
0183.0
i w |IEeoesoero |
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 20.50 21.00
m/z 41.10 26.29%
B LMJ
Ll h‘ H | 141 9183 0225.0 281.0 337.0 394.
i ““‘ e I A e e e —— ——
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 56 Carbonic acid, 2-ethylhexyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.192 7.98 ng/ul 434060  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 62
2 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 62
3 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 58
4 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 52
5 Dodecyl octyl ether 298 C20H420 1000406-38-4 49

Abundance Scan 3081 (21.192 min): BG062744.D\data.ms (-3076) (- m/z 57.10 100.00%
57.1

w0 \iw
112.1 e m—
‘ “ ‘ 1552 23?'2 st0s 21.00 21.50
AL 2552 || 29503409 3996 ., 43.16 70.19%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #266195: Carbonic acid, 2-ethylhexy! tridecyl ester
57.0
112.0
5000 e —=
21.00 21.50
m/z 71.10 62.28%
182 0
m/z--> 0 100 150 200 250 300 350 400
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester
57.0
T —
112.0 21.00 21.50
5000 m/z 70.10 46.04%
L2550
Ay s
miz--> 50 100 150 200 250 300 350 400
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecyl ester P Py
57.0 21.00 21.50
m/z 55.10 39.42%
112.0
5000
,4019?°,
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 57 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
21.721 2.38 ng/ul 129680  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3171 (21.721 min): BG062744.D\data.ms (-3166) (- m/z 57.10 100.00%

57.1
5000
‘ 2150 22,00
3.1 . .
1831  266.3 354.8
il h A M”u b i o 2o tO 899D 415 71,10 69.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 — ——
21.50 22.00
m/z 43.10 69.49%
\\“\‘\“‘ “\“‘\‘\“‘\“\“%\6\9\0\‘\?\4’9‘9\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
—— —
21.50 22.00
5000 ITI/Z 85.10 49,88%
\‘ \L ‘ “\ h\ u \\ I 1690 225.0 296.0
i “w““_““‘H““H““‘_““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane 1 —
57.0 21.50 22.00
m/z 55.10  28.63%
- W“ﬁ“mﬂmmwﬂ\wwﬁwwﬁw/\
| ‘L 1 1130 160.0 2250 281.0 337.0 394.0
i ‘“H““H““‘w““_““‘u““ —— —
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

Library Search Compound Report

Data File : BG@62744.D
Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3
Misc

877-06DL 2X

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 58 Carbonic acid, 2-ethylhexyl... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
22.180 4.47 ng/ul 243166  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 52
2 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 52
3 Carbonic acid, 2-ethylhexyl hexa... 398 C25H5003 1000383-14-3 50
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 47

5 Hexadecyl pentyl ether 312 C21H440 1000406-41-8 46
Abundance Scan 3249 (22.180 min): BG062744.D\data.ms (-3244) (- m/z 57.10 100.00%
57.1
2000 M
112.1 265.1 P e
22.00 22.50
221.0
— \‘\ ‘\‘1‘ Mu uh ‘\‘h\’w l‘m\\ ‘\Hu‘ “l“G‘ﬁ‘l‘ ? o ‘.\‘ I it ““H‘ P ‘3‘3‘0"0‘ — ‘39‘8‘1 m/z 71.10 78.29%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #266195: Carbonic acid, 2-ethylhexy! tridecyl ester
57.0
112.0
5000 — R
22.00 22.50
m/z 55.10 62.40%
1820
m/z--> 100 150 200 250 300 350 400
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecy! ester
57.0
—r —
22.00 22.50
5000 112.0 m/z 43.16  49.28%
Ju | ,15401960
miz--> 50 100 150 200 250 300 350 400
Abundance #301270: Carbonic acid, 2-ethylhexyl hexadecyl ester P —
57.0 22.00 22.50
m/z 83.10 38.35%
112.0
5000
2240
1530 ——
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BGO62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 59 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
22.303 3.31 ng/ul 179889  Chrysene-di12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Nonadecane 268 C19H40 000629-92-5 86
3 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 72
4 Tridecane 184 C13H28 000629-50-5 70
5 Nonadecane 268 C19H40 000629-92-5 55

Abundance Scan 3270 (22.303 min): BG062744.D\data.ms (-3265) (- m/z 57.10 100.00%
57.1

20 NWA\AMV/\VAtwAfWNMMWM
‘ “ Hz.1 22.00 22.50
171.0 2951 2841 ' '
Ak m“w“\ ba e G20 LT (3598899 4310 62.10%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 — ——
22.00 22.50
m/z 71.10 61.29%
9.0
\“\ ‘\““‘\ “H‘ \‘“‘\ h“ \“‘ \]T\4\‘1‘0\1\8\3\0‘\ T ‘2\6\8\0\ LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
— —
22.00 22.50
5000 m/z 85.10 37.64%
9.0
“ | L “\ F H‘ ol 1\410183'0 268'0
A T e
miz--> 50 100 150 200 250 300 350 400
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester P —
57.0 22.00 22.50
m/z 41.10 26.65%
5000
112.0
‘ ‘ 1570 241.0
by e B
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

Data File : BG@62744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
25.681 2.17 ng/ul 141448  Perylene-di2 24.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-decyl- 451 C32H66 055401-55-3 87
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 86
3 Hentriacontane 437 C31He4 000630-04-6 83
4 Nonadecane 268 C19H40 000629-92-5 81
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 81

Abundance Scan 3845 (25.681 min): BG062744.D\data.ms (-3836) (- m/z 57.10 100.00%

57.1
5000
2550 26,00
2951 368.8 : '
‘wwylhﬂ * ”15‘HM\M“uvww““““w“““ m/z 43.10 62.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #325756: Docosane, 11-decyl-
57.0
5000 — —

25.50 26.00
m/z 71.10 57.97%

0 309.0
u“\ L]H || 1690 225.0 U 364.0

\\‘\\\\‘\‘\\L\“\‘\\\‘\\\\“‘\\\\‘\\\\‘\\\\

miz-> 50 100 150 200 250 300 350 400

%

Abundance #333755: Tetracosane, 11-decyl-
25.50 26.00
5000 ITI/Z 85.10 48.42%
‘L‘ \\ H | 11690 2250 281.0 337:0 3930
A A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane 7 T
57.0 25.50 26.00
m/z 55.10 26.10%
h MMWJ\WMNM
LT 1690 2250 3000 3ss.0 4361
e ‘w"“‘H“““W““‘H““‘H“““ — —
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

Library Search Compound Report

BG062744.D

11

Sep 2024 20:21

JU/RC

: 51

. P3877-06DL 2X

Sample Multiplier: 1

: SVOA CALIBRATION

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
26.950 2.43 ng/ul 158239  Perylene-di2 24.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 68
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 62
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Pentacosane 352 C25H52 000629-99-2 58

Abundance Scan 4061 (26.950 min): BG062744.D\data.ms (-4053) (-
57.1

m/z 57.10 100.00%

5000

%

_m:“ H‘mﬂ‘w”wa“‘ﬂwww‘wuuumu”H_e’?‘r"‘l“fﬂt m/z 43.10  72.43%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #333755: Tetracosane, 11-decyl-

“ 0 | 1411 2070 5950 27.00
ﬂ

57.0

g

5000
27.00

m/z 71.10 69.79%

13.
‘ h]ﬂ || ,169.0 225.0 281.0 3370 3930

LB I 1\\1“‘1!‘\‘!\\\ N R e e R
I f | T I I I I I

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

:

Abundance #320594: Heneicosane, 11-decyl-
57.0
27.00
5000 m/z 85.05 53.76%
295.0
13.0
L0 a0 0| 50

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

-

Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0 27.00
m/z 83.10 17.97%
- Nwwwj\\wwww
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062744.D

Acqg On : 11 Sep 2024 20:21
Operator : JU/RC

Sample : P3877-06DL 2X

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.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|
Propanoic acid,... 3.672 8.6 ng/ul 127161 1 7.902 295117 20.0
Butanoic acid 4.071 34.1 ng/ul 502915 1 7.902 295117 20.0
2-Pentanone, 4-... 5.017 9.6 ng/ul 140889 1 7.902 295117 20.0
(DEL) Alkane: S... 5.928 11.0 ng/ul 162144 1 7.902 295117 20.0
Hexylene glycol 6.216 34.9 ng/ul 515055 1 7.902 295117 20.0
1-Octanol, 2-bu... 6.404 5.1 ng/ul 75105 1 7.902 295117 20.0
(DEL) Alkane: S... 6.903 5.9 ng/ul 86739 1 7.902 295117 20.0
(DEL) Alkane: S... 6.956 6.4 ng/ul 94011 1 7.902 295117 20.0
Benzene, 1-ethy... 6.997 4.7 ng/ul 69376 1 7.902 295117 20.0
(DEL) Alkane: S... 7.532 42.2 ng/ul 622138 1 7.902 295117 20.0
Hexanoic acid, 7.832 6.7 ng/ul 98831 1 7.902 295117 20.0
1-Hexanol, 2-et... 7.967 16.9 ng/ul 248816 1 7.902 295117 20.0
Cyclohexanone, ... 8.325 9.4 ng/ul 138075 1 7.902 295117 20.0
(DEL) Alkane: S... 8.437 6.8 ng/ul 101090 1 7.902 295117 20.0
Benzene, 1,4-di... 8.543 7.1 ng/ul 105140 1 7.902 295117 20.0
(DEL) Alkane: S... 8.672 5.9 ng/ul 87536 1 7.902 295117 20.0
Benzene, 1-meth... 8.707 4.8 ng/ul 70224 1 7.902 295117 20.0
unknown-01 8.778 6.0 ng/ul 88807 1 7.902 295117 20.0
(DEL) Alkane: S... 9.130 32.3 ng/ul 476618 1 7.902 295117 20.0
Hexanoic acid, ... 9.212 13.8 ng/ul 203948 1 7.902 295117 20.0
(DEL) Alkane: S... 10.129 2.1 ng/ul 83975 2 10.693 791338 20.0
Pentanal, 3-met... 10.194 8.7 ng/ul 343480 2 10.693 791338 20.0
Phenol, 4-chloro- 10.564 3.5 ng/ul 137792 2 10.693 791338 20.0
1,3-Pentanediol... 10.981 6.0 ng/ul 238562 2 10.693 791338 20.90
unknown-02 11.598 5.1 ng/ul 203084 2 10.693 791338 20.0
(DEL) Alkane: S... 11.721 2.9 ng/ul 116517 2 10.693 791338 20.0
Benzene, 1,3,5-... 11.798 3.3 ng/ul 131472 2 10.693 791338 20.0
(DEL) Alkane: S... 12.121 7.5 ng/ul 298067 2 10.693 791338 20.0
(DEL) Alkane: S... 13.073 3.0 ng/ul 111086 3 14.530 735729 20.0
(DEL) Alkane: S... 13.361 9.4 ng/ul 345947 3 14.530 735729 20.0
Naphthalene, 1,... 13.707 6.4 ng/ul 235898 3 14.530 735729 20.0
Naphthalene, 2,... 13.848 6.8 ng/ul 251740 3 14.530 735729 20.90
(DEL) Alkane: S... 14.019 4.1 ng/ul 150191 3 14.530 735729 20.0
(DEL) Alkane: S... 14.436 12.5 ng/ul 459451 3 14.530 735729 20.0
(DEL) Alkane: C... 14.618 8.1 ng/ul 297282 3 14.530 735729 20.0
Cyclopropane, 1... 14.671 3.2 ng/ul 118785 3 14.530 735729 20.90
unknown-03 14.835 2.4 ng/ul 88493 3 14.530 735729 20.0
Naphthalene, 1,... 14.929 3.8 ng/ul 141215 3 14.530 735729 20.0
Naphthalene, 2,... 15.000 3.5 ng/ul 129068 3 14.530 735729 20.0
(DEL) Alkane: S... 15.059 4.4 ng/ul 160962 3 14.530 735729 20.0
Naphthalene, 1,... 15.294 7.3 ng/ul 270041 3 14.530 735729 20.0
(DEL) Alkane: S... 15.387 13.3 ng/ul 488556 3 14.530 735729 20.0
(DEL) Alkane: S... 15.793 6.0 ng/ul 221469 3 14.530 735729 20.0
Benzophenone 15.887 5.1 ng/ul 186443 3 14.530 735729 20.90
(DEL) Alkane: S 16.245 12.4 ng/ul 583390 4 17.279 943239 20.0
(DEL) Alkane: S... 17.038 9.4 ng/ul 442470 4 17.279 943239 20.0
(DEL) Alkane: S... 17.091 7.3 ng/ul 344806 4 17.279 943239 20.0
(DEL) Alkane: S 17.573 2.8 ng/ul 131293 4 17.279 943239 20.0
(DEL) Alkane: S... 17.779 9.0 ng/ul 425665 4 17.279 943239 20.0
3H-Imidazo(4,5-... 18.172 2.8 ng/ul 129596 4 17.279 943239 20.0
(DEL) Alkane: S... 18.472 7.9 ng/ul 371319 4 17.279 943239 20.0
(DEL) Alkane: S... 19.101 6.1 ng/ul 286397 4 17.279 943239 20.0
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(DEL) Alkane: S... 20.
2-Bromo dodecane 20.
Carbonic acid, ... 21.
(DEL) Alkane: S... 21.
Carbonic acid, ... 22.
(DEL) Alkane: S... 22.
(DEL) Alkane: S... 25
(DEL) Alkane: S... 26.

211
705
192
721
180
303

.681

950

NNWBANOONW
ANWUAORBR

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

170603
116061
434060
129680
243166
179889
141448
158239
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21.
21.

21

522
522

.522
21.
21.
21.
24.
24.

522
522
522
583
583

1088390
1088390
1088390
1088390
1088390
1088390
1302390
1302390
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