LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc :

ALS vial : 8 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: BGO62809.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.069 670 677 683 rBV5 7794 15764 1.40% 0.206%
2 7.234 699 705 711 rBV3 3653 7598 0.67% 0.099%
3 7.328 718 721 728 rVB2 7092 10779 0.96% 0.141%
4 7.439 735 740 744 rBV3 3648 6202 0.55% 0.081%
5 7.533 749 756 764 rBv4 10838 20557 1.83% 0.269%
6 7.598 764 767 772 rVB3 2981 4588 0.41% 0.060%
7 7.903 812 819 826 rVV 123531 220951 19.62% 2.891%
8 7.962 826 829 835 rVB2 5912 10550 0.94% 0.138%
9 8.097 847 852 856 rBv4 2251 4442 0.39% 0.058%
106 8.326 884 891 896 rBV 27085 45751 4.06% ©.599%
11 8.373 897 899 905 rVB6 3732 4999 0.44% 0.065%
12 8.438 907 910 915 rVB3 3238 4569 0.41% 0.060%
13 8.514 916 923 929 rBv8 7065 19721 1.75% 0.258%
14 8.603 934 938 943 rVWv2 5448 9423 0.84% 0.123%
15 8.667 945 949 952 rBv3 4249 6640 0.59% 0.087%
16 8.697 952 954 963 rvVB4 2800 4904 0.44% 0.064%
17 8.890 982 987 994 rVB3 19452 31118 2.76% 0.407%
18 9.014 1003 1008 1013 rBvV2 12257 19488 1.73% 0.255%
19 9.131 1023 1028 1033 rVB 18654 28042 2.49% 0.367%
20 9.237 1040 1046 1047 rBV4 3650 6219 0.55% 0.081%
21  9.484 1084 1088 1092 rVB2 2868 4326 ©0.38% 0.057%
22 9.619 1104 1111 1115 rVWV7 3884 8861 0.79% 0.116%
23 9.689 1118 1123 1129 rVWV5 4742 9717 0.86% 0.127%
24 9.783 1129 1139 1142 rVV5 4365 9695 0.86% 0.127%
25 9.889 1152 1157 1164 rVV5 2657 5164 0.46% ©0.068%
26 9.977 1166 1172 1179 rVB3 3510 8263 0.73% 0.108%
27 10.048 1179 1184 1187 rBV2 2702 4100 0.36% 0.054%
28 10.318 1226 1230 1236 rVB2 4839 7337 0.65% 0.096%
29 10.559 1265 1271 1272 rBV2 3632 4707 0.42% 0.062%
30 10.688 1280 1293 1304 rBV2 448998 849879 75.48% 11.122%
31 10.806 1307 1313 1320 rBV2 105830 183348 16.28%  2.399%
32 10.982 1336 1343 1347 rBV5 11076 18115 1.61% 0.237%
33 11.082 1353 1360 1368 rBV4 12897 26658 2.37%  0.349%
34 11.164 1371 1374 1375 rvv3 5319 4741 0.42% 0.062%
35 11.205 1377 1381 1386 rvB3 8974 14918 1.32% 0.195%
36 11.299 1393 1397 1405 rBV6 5629 11957 1.06% 0.156%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc :

ALS vial : 8 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 11.587 1440 1446 1448 rBV3 24824 39972 3.55% 0.523%
38 11.681 1459 1462 1465 rBvV3 4056 4641 0.41% 0.061%
39 11.728 1465 1470 1478 rVB5 9175 18481 1.64% 0.242%
40 11.811 1479 1484 1487 rBv4 6043 8965 0.80% 0.117%
41 11.934 1499 1505 1512 rBv4 17649 35385 3.14% 0.463%
42 12.104 1527 1534 1541 rBV5 46040 90692 8.05% 1.187%
43 12.198 1547 1550 1553 rBV3 3248 4979 0.44% 0.065%
44 12.234 1553 1556 1563 rVB4 4844 9686 0.86% 0.127%
45 12.292 1563 1566 1573 rBv4 2347 6689 0©.59% 0.088%
46 12.351 1573 1576 1581 rVB4 5799 8785 0.78% 0.115%
47 12.539 1601 1608 1611 rBV6 10467 21476  1.91% 0.281%
48 12.933 1671 1675 1678 rBvV3 4037 6312 0.56% 0.083%
49 13.015 1685 1689 1691 rBvV3 4391 4644 0.41% 0.061%
50 13.103 1695 1704 1709 rVB 60617 98036 8.71% 1.283%
51 13.362 1741 1748 1754 rBV 22722 37621 3.34% 0.492%
52 13.579 1779 1785 1791 rVBS8 6246 12966 1.15% 0.170%
53 13.714 1800 1808 1811 rBV7 8996 18744 1.66% 0.245%
54 13.855 1827 1832 1835 rBV4 6988 11464 1.02% 0.150%
55 13.932 1842 1845 1851 rVB 15985 22849 2.03% 0.299%
56 14.014 1856 1859 1863 rVB4 10569 14509 1.29% 0.190%
57 14.073 1863 1869 1875 rBV7 12651 23823 2.12% 0.312%
58 14.184 1884 1888 1891 rvB4 11955 16363 1.45% 0.214%
59 14.219 1891 1894 1904 rVB2 15783 28301 2.51% 0.370%
60 14.302 1904 1908 1912 rBV6 4463 8132 0.72% 0.106%
61 14.366 1916 1919 1924 rVB6 5965 9194 0.82% 0.120%
62 14.431 1925 1930 1934 rBV 32216 45880 4.07% 0.600%
63 14.472 1934 1937 1941 rBVS5S 10265 16101 1.43% 0.211%
64 14.531 1941 1947 1954 rVB 348299 548910 48.75% 7.183%
65 14.595 1955 1958 1965 rVBS8 6341 12510 1.11% 0.164%
66 14.736 1978 1982 1985 rBV5 7645 12835 1.14% 0.168%
67 14.778 1987 1989 1993 rVV3 15288 17878 1.59% 0.234%
68 14.825 1995 1997 1999 rVv3 6151 5355 0.48% 0.070%
69 14.872 2002 2005 2011 rVVé6 8399 16675 1.48% 0.218%
70 14.936 2011 2016 2021 rVB7 10840 18412 1.64% 0.241%
71 15.060 2032 2037 2042 rVB5 9976 16805 1.49% 0.220%
72 15.107 2042 2045 2049 rBV6 12560 19976 1.77% 0.261%
73 15.154 2049 2053 2060 rVB2 47009 69911 6.21% 0.915%
74 15.265 2069 2072 2077 rBV6 5420 7360 0.65% 0.096%
75 15.383 2084 2092 2096 rVB2 37696 54892 4.88% 0.718%
76 15.524 2111 2116 2120 rVB2 21548 31948 2.84% 0.418%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc :

ALS vial : 8 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 15.594 2124 2128 2132 rBV7 6100 11767 1.05% 0.154%
78 15.882 2173 2177 2182 rVB4 17140 26898 2.39% 0.352%
79 15.941 2184 2187 2192 rVV5 57860 7125 0.63% 0.093%
80 16.000 2194 2197 2204 rVB5 7635 12400 1.10% 0.162%
81 16.246 2234 2239 2242 rBV 46663 78213 6.95% 1.024%
82 16.581 2294 2296 2300 rBV5 6491 7944 0.71% 0.104%
83 16.705 2315 2317 2319 rVB2 5389 3972 0.35% 0.052%
84 16.928 2349 2355 2363 rBV 653481 997305 88.57% 13.051%
85 17.034 2370 2373 2379 rVB 45952 57541 5.11% 0.753%
86 17.093 2379 2383 2387 rVB3 22046 32554 2.89% 0.426%
87 17.275 2408 2414 2423 rBV 513158 772320 68.59% 10.107%
88 17.375 2427 2431 2435 rVB 32123 49877 4.43% 0.653%
89 17.504 2451 2453 2460 rVB5 7997 10988 0.98% 0.144%
90 17.698 2482 2486 2489 rVB4 9248 9487 0.84% 0.124%
91 17.774 2495 2499 2504 rVB 49021 59858 5.32% 0.783%
92 17.856 2510 2513 2517 rBV3 6020 8766 0.78% 0.115%
93 18.003 2536 2538 2543 rVB6 6329 6793 0.60% 0.089%
94 18.467 2613 2617 2621 rBV 41558 48736 4.33% 0.638%
95 19.096 2721 2724 2730 rVB 36339 41467 3.68% ©0.543%
96 19.666 2816 2821 2826 rBvV2 53585 90441 8.03% 1.184%
97 20.207 2910 2913 2916 rVB2 20728 22794  2.02%  0.298%
98 20.700 2995 2997 3001 rVB3 19868 20308 1.80% 0.266%
99 21.523 3131 3137 3144 rBV 654284 1025868 91.11% 13.425%

100 24.584 3649 3658 3673 rVB 412697 1125983 100.00% 14.735%

Sum of corrected areas: 7641653
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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: BG062809.D\data.ms

600000

500000

10.688

400000
300000

200000

7.903 10.806
100000

N S— v mvamM% o3 30855010

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 1200 12.50

Abundance TIC: BG062809.D\data.ms
16.928 21.623

600000

17.275
500000

400000
14.531
300000

200000

100000

19.666

18.467 19.096

20.207 20-700

(et =t som e ““““““
Time--> 13.00 13.50 14 00 14. 50 15. 00 1550 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: BG062809.D\data.ms

600000
500000
24.584
400000

300000

200000

100000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.326 4.14 ng/ul 45751 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 72
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 68
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 64
Abundance Scan 891 (8.326 min): BG062809.D\data.ms (-884) (-) m/z 83.10 100.00%
3.1

=

5000 55.1
39/0 140.0
‘ Ll 125.0 8.00 8.20 8.40 8.60
ol L m/z 69.05 48.71%
miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 41.0
56.0 8.00 8.20 8.40 8.60
140.0 m/z 55.10  45.48%
125.0
0 \1\5‘\-?\‘\‘\ \‘\‘\“ i “1 T \9\‘8“0\ T \‘\ [
miz--> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
8.00 8.20 8.40 8.60
5000 m/z 56.10  35.89%
55.0
140.0
39‘0 125.0
o280 e Wl R
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60
m/z 41.10 33.80%
5000
55.0
390 12501400
l o MO
Ot bt b P
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60

SFAM-EPA-BGO90924.MA.M Mon Sep 16 03:06:37 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.890 2.82 ng/ul 31118 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 37
2 Piperazine, 1-methyl- 100 C5H12N2 000109-01-3 30
3 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 25
4 2-Hexanone 100 C6H120 000591-78-6 23
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 22
Abundance Scan 987 (8.890 min): BG062809.D\data.ms (-982) (-) m/z 57.10 100.00%
57.1
431 85.1
5000
712 991
‘ ‘ ‘ H 8.60 8.80 9.00 9.20
bl wz 43.10 69.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl-
43.0 57.0
5000
85.0 8.60 8.80 9.00 9.20
27.0 o
m/z 58.10 68.30%
71.0 99.0
O H‘HH‘\H‘\‘\H\“H\\‘\‘\‘}}‘HH‘i‘\\\\’\‘\“‘\\\}“\HJ\-‘]-\S\.\(\)‘\J-\Z\\B‘.\()H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4082: Piperazine, 1-methyl-
58.0
Y '
8.60 8.80 9.00 9.20
5000 m/z 85.10 65.05%
43.0 100.0
28.0 ‘
obdao A MM .80 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4449: Oxirane, 2-methyl-2-(1-methylethyl)-
43.0 8.60 8.80 9.00 9.20
58.0 m/z 41.10  46.35%
5000
29.0
‘ ‘ ‘ 85.0 100.0
0“_H‘_‘HN‘AMHH‘MMWHM‘H‘WHMWH‘W‘HW‘H‘_H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.131 2.54 ng/ul 28042 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 78
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 78
3 Undecane 156 C11H24 001120-21-4 72
4 Tridecane 184 C13H28 000629-50-5 59
5 Octane, 2-methyl- 128 C9H20 003221-61-2 53

Abundance Scan 1028 (9.131 min): BG062809.D\data.ms (-1023) (-) m/z 57.10 100.00%
57.1

5000
85.0
‘ H ‘ ‘ 8.80 9.00 9.20 9.40
bl e M/Z 43,100 73.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000
8.80 9.00 9.20 9.40
290 85.0 m/z 41.10  47.52%
0 ‘\ “ Lo M‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59062: Undecane, 3,5-dimethyl-
57.0 j\w
8.80 9.00 9.20 9.40
5000 m/z 71.10 43.25%
29.0 85.0
0 l ‘ [ [112.0 155.0 184.0
pehe b e e TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0 8.80 9.00 9.20 9.40
m/z 55.10 18.04%
5000 71.0
0 \‘ | ). 1990 1270 1560
w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 4-Nonanone, 2,6,8-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.806 4.31 ng/ul 183348 Naphthalene-d8 10.694
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 53
2 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 43
3 Thiazole 85 C3H3NS 000288-47-1 38
4 5-Nonanone 142 C9H180 000502-56-7 38
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 38
Abundance Scan 1313 (10.806 min): BG062809.D\data.ms (-1307) (- m/z 57.10 100.00%
57.1
85.1
5000 109.1
= ey
H ‘ ‘ ‘ ‘ 150.8 169.2 10.50 11.00
om‘_‘H‘muhwmmw‘m”_m‘m‘_m‘m m/z 58.10  58.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58940: 4-Nonanone, 2,6,8-trimethyl-
57.0
85.0
5000 — /\ —
109.0 10.50 11.00
m/z 85.10 55.03%
29.0
Y P 141.0 184.0
O\\\\‘\\\\i\\\"\‘\}\‘\‘\\\‘\\‘\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58941: 4-Nonanone, 2,6,8-trimethyl-
57.0 A
el L A A
85.0 10.50 11.00
5000 m/z 41.10 55.01%
109.0
29.0
bl L L a0 18t
miz--> 20 40 60 80 100 120 140 160 180
Abundance #1727: Thiazole P I
85.0 10.50 11.00
58.0 .
m/z 43.10 51.23%
5000
olizo320 | 1N
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.104 2.13 ng/ul 90692 Naphthalene-d8 10.694
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetyl-3,4,5,6-tetrahydropyridine 125 C7H11NO 027300-27-2 49
2 Cyclohexanecarboxylic acid, 4-ni... 249 C13H15NO4 1000307-70-8 43
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 35
4 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 30
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 30
Abundance Scan 1534 (12.104 min): BG062809.D\data.ms (-1527) (- m/z 83.10 100.00%

550 831 125.1
5000
167.1
U ot ‘ 12.00 12.50

(— bl b m/z s5.05  86.81%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12405: 2-Acetyl-3,4,5,6-tetrahydropyridine
43.0
82.0 125.0
WA - ﬂ“wﬂ‘“

5000 ‘
12.00 12.50
m/z 125.10  86.32%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #134175: Cyclohexanecarboxylic acid, 4-nitrophenyl este

o

83.0 /\
thg b AT s
12.00 12.50
5000 ITI/Z 41.10 70.15%
5.0 111.0
0 27\'\‘0 Ly i Ly 139.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13253: Cyclohexane, 1,1,2-trimethyl- — ——
69.0 12.00 12.50
41.0 9
m/z 57.10 65.94%
5000 111.0
ol . ‘\‘\19‘1;9“ o U b
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

SFAM-EPA-BGO90924.MA.M Mon Sep 16 03:06:39 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62809.D

Acqg On : 14 Sep 2024 13:25

Operator : JU/RC

Sample : P3898-08DL 30X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 6 1H-Pyrazole, 4,5-dihydro-5,... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.1e03 3.57 ng/ul 98036  Acenaphthene-dile 14.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Pyrazole, 4,5-dihydro-5,5-dim... 138 C8H14N2 106251-09-6 53

2 2-Cyclohexen-1-one, 4,4-dimethyl- 124 C8H120 001073-13-8 52
3 Isophorone 138 C9H140 000078-59-1 52
4 Isophorone 138 C9H140 000078-59-1 52
5 Isophorone 138 C9H140 000078-59-1 50

Abundance Scan 1704 (13.103 min): BG062809.D\data.ms (-1695) (-  m/z 82.10 100.00%
1

82

5000
1802 T T T f T 1
411 10‘9-1 138.0 13.00 13.50
Ol 838l T L myz 180.20  17.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20106: 1H-Pyrazole, 4,5-dihydro-5,5-dimethyl-4-isoprop
82.0
5000 — —
13.00 13.50
390 138.0 m/z 109.10 13.81%
0 [T \‘i“\ \%‘?-P\ ‘1 T \HN\ =1 ‘]leomo‘ A \“ LI B B B
m/z--> 20 40 60 80 100 120 140 160 180

Abundance

#12065: 2-Cyc

lohexen-1-one, 4,4-dimethyl-

82.0 A
Y RS Y Y MW‘,
13.00 13.50
5000 124.0 m/z 41.1@6 11.95%
41.0
‘\ MLJ63T\ Al I ‘ I

Ottt e

m/z--> 20 40 80 100 120 140 160 180
Abundance #20154: Isophorone ! 7 —
82.0 13.00 13.50
m/z 39.10 11.66%

5000
138.0
54.0

M

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 8
R.T. EstConc Area Relative to ISTD R.T.

15.383 2.00 ng/ul 54892  Acenaphthene-d10 14.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 96
2 Hexadecane 226 C16H34 000544-76-3 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2092 (15.383 min): BG062809.D\data.ms (-2084) (- m/z 57.10 100.00%

57.1
5000
85.1
r— T
H 0 1541 296.2 15.00 15.50
Obbd L 20, 18812262 4310 67.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
5000 85.0 rr Tl
15.00 15.50
29.0 m/z 71.05 54.45%
O ”‘ “\ 1l HH\ ‘11 \141 0169 0197022§0
\H‘HH‘\H‘HH‘HH‘HH‘HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107216: Hexadecane
57.0 VVU\
= T
15.00 15.50
m/z 85.10 35.74%
5000 85.0
29.0
oL 0000702260
g el e AT S
m/z--> 20 40 60 80 100120140160180200220240260 WVW% WMWWAM
Abundance #158600: Nonadecane ‘ e RS
57.0 15.00 15.50
m/z 41.10 35.00%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
H‘_‘H‘HH‘H‘w‘H‘_H‘_‘H,HH‘H‘W‘HW‘H‘M‘HM‘H‘H“ — ——
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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 7
R.T. EstConc Area Relative to ISTD R.T.
16.247 2.03 ng/ul 78213  Phenanthrene-d1e 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Heptacosane 380 C27H56 000593-49-7 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 2239 (16.246 min): BG062809.D\data.ms (-2234) (- m/z 57.10 100.00%
57.1

N

5000
— —
91 1691 16.00 16.50
0 “‘Up‘WWuwwwhuw‘kﬂ‘?%gg“““““‘,““ m/z 43.10 75.25%
m/z--> 50 100 150 200 250 300 350
Abundance #59028: Tridecane
57.0
5000 T

— ‘
16.00 16.50
m/z 71.05 57.76%

9.0
184.
01\6\-3\ ‘\“‘“‘\ ‘!‘ \“‘\‘“‘ \“ \]“-\4\‘1“‘()\ \8\‘\0‘\ L ‘ L ‘ T T ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T —
16.00 16.50
5000 m/z 85.15 39.51%
9.0
ol L || [, 141.0183.0225.0267.0 323.0 380.
R A B e I e R B
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane s i
57.0 16.00 16.50
m/z 41.05 39.44%
5000
9.0
0 L L ]\'4;"0183'0 268.0
R A L LA A o S —— —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062809.D

Acqg On : 14 Sep 2024 13:25
Operator : JU/RC

Sample : P3898-08DL 30X
Misc

ALS vial : 8 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|
Cyclohexanone, ... 8.326 4.1 ng/ul 45751 1 7.903 220951 20.0
(DEL) Alkane: S... 8.890 2.8 ng/ul 31118 1 7.903 220951 20.0
(DEL) Alkane: S... 9.131 2.5 ng/ul 28042 1 7.903 220951 20.0
4-Nonanone, 2,6... 10.806 4.3 ng/ul 183348 2 10.694 849879 20.0
unknown-01 12.104 2.1 ng/ul 90692 2 10.694 849879 20.0
1H-Pyrazole, 4,... 13.103 3.6 ng/ul 98036 3 14.531 548910 20.0
(DEL) Alkane: S... 15.383 2.0 ng/ul 54892 3 14.531 548910 20.0
(DEL) Alkane: S... 16.247 2.0 ng/ul 78213 4 17.275 772320 20.0
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