LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63045.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.316 204 209 216 rBV 189110 283862 ©.58% 0.220%
2 5.873 468 474 485 rVB4 350641 607949 1.24% 0.471%
3 6.355 550 556 562 rBvV3 297810 517573 1.06% 0.401%
4 6.849 630 640 645 rBV3 190275 506346 1.04% 0.393%
5 6.907 645 650 653 rvW2 219336 362572 ©.74%  0.281%
6 6.943 653 656 661 rVW 417666 647728 1.33% 0.502%
7 7.007 661 667 674 rVW3 560880 1100802 2.25% 0.854%
8 7.078 674 679 686 rVB 226306 372053 0.76% 0.289%
9 7.236 699 706 709 rVvV2 329810 767582 1.57% 0.595%
10 7.278 709 713 721 rVV 1061183 1755832 3.59% 1.362%
11  7.366 724 728 733 rVWW 171658 314502 0.64% 0.244%
12 7.483 742 748 757 rVV2 1209189 2677360 5.48% 2.076%
13 7.842 801 809 815 rBv4 340947 739749 1.51% 0.574%
14 7.924 815 823 828 rBV 2230026 3946522 8.07% 3.060%
15 7.971 828 831 839 rVB3 324581 538394 1.10% 0.417%
16 8.282 878 884 889 rVV 2966539 4932917 10.09%  3.825%
17 8.323 889 891 897 rVV3 415998 698627 1.43% 0.542%
18 8.394 898 903 908 rVv4 262869 569480 1.17% 0.442%
19 8.447 908 912 914 rVV2 175403 270620 0.55% 0.210%
20 8.488 914 919 933 rVB4 442017 1336133 2.73% 1.036%
21 8.617 933 941 944 rBV3 238225 417477 0.85% 0.324%
22 8.652 944 947 955 rVB2 281754 499906 1.02% 0.388%
23 8.805 967 973 976 rBV2 216194 350310 0.72% 0.272%
24 8.852 976 981 988 rVB 236315 450217 0.92% 0.349%
25 8.958 989 999 1008 rBV5 398909 1022610 2.09% 0.793%
26 9.081 1008 1020 1030 rVB 1034801 1809890 3.70% 1.403%
27 9.211 1030 1042 1046 rBV 387893 1423259 2.91% 1.104%
28 9.434 1075 1080 1084 rVB2 410758 658916 1.35% ©.511%
29 9.563 1099 1102 1107 rVB2 229048 367119 0.75% 0.285%
30 9.639 1110 1115 1120 rVB3 190561 326385 0.67% 0.253%
31 9.704 1120 1126 1130 rBV3 416269 790494  1.62% 0.613%
32 9.786 1135 1140 1146 rBV4 256803 504095 1.03% 0.391%
33 9.927 1161 1164 1171 rVB4 123410 240481 0.49% 0.186%
34 10.074 1182 1189 1192 rVV5 137000 306104 ©0.63% 0.237%
35 10.174 1200 1206 1211 rBV5 154953 282892 0.58% 0.219%

36 10.339 1228 1234 1241 rVB4 154373 261503 0.53% 0.203%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.MA.M
Title : SVOA CALIBRATION
37 10.409 1241 1246 1252 rBV2 138506 237875 ©0.49% 0.184%
38 10.527 1258 1266 1270 rBV7 114564 273404 0.56% 0.212%
39 10.632 1275 1284 1291 rVV4 1133426 2437726 4.99% 1.890%
40 10.691 1291 1294 1300 rVB2 237201 381083 0.78% 0.296%
41 10.762 1300 1306 1311 rBV5 382158 741644 1.52% 0.575%
42 10.909 1327 1331 1336 rVvV 249771 412793 0.84% 0.320%
43 11.020 1344 1350 1362 rBV 566877 934279 1.91% 0.724%
44 11.149 1364 1372 1378 rBV = 281328 549148 1.12% 0.426%
45 11.555 1434 1441 1445 rVV6 122140 313584 0.64% 0.243%
46 11.666 1455 1460 1465 rBV2 281070 469221 0.96% 0.364%
47 11.907 1496 1501 1510 rVB2 229433 386552 ©.79% 0.300%
48 12.066 1522 1528 1531 rVV3 325339 525209 1.07% 0.407%
49 12.101 1531 1534 1540 rVB2 216850 323046 0.66% 0.251%
50 12.184 1542 1548 1554 rBV4 257350 488868 1.00% ©.379%
51 12.307 1562 1569 1575 rVB2 498474 971089 1.99% ©.753%
52 12.471 1591 1597 1602 rBV5 286016 600970 1.23% 0.466%
53 12.518 1602 1605 1611 rVV 176608 274523 0.56% 0.213%
54 12.900 1665 1670 1677 rVB2 419063 720736  1.47% ©.559%
55 13.053 1692 1696 1700 rVB 220281 325293 0.67% 0.252%
56 13.235 1718 1727 1733 rBV 704749 1095546 2.24% 0.850%
57 13.312 1735 1740 1748 rVV2 441404 773985 1.58% 0.600%
58 13.447 1758 1763 1771 rVW 674139 1262583 2.58% 0.979%
59 13.535 1771 1778 1786 rVB3 306759 684729 1.40% 0.531%
60 13.658 1789 1799 1808 rBV7 368366 1048561 2.15% 0.813%
61 13.752 1809 1815 1820 rVV 1266923 2030108 4.15% 1.574%
62 13.805 1820 1824 1827 rVV2 331734 598223 1.22% 0.464%
63 13.858 1831 1833 1841 rVB2 314080 433048 0.89% 0.336%
64 13.987 1845 1855 1859 rBV5 241129 606651 1.24% 0.470%
65 14.216 1888 1894 1896 rBvV2 418148 741534 1.52% ©.575%
66 14.393 1919 1924 1928 rBV 463576 614335 1.26% 0.476%
67 14.487 1935 1940 1946 rVB 721893 1143150 2.34% 0.886%
68 14.563 1946 1953 1957 rBv8 184081 364881 ©.75% 0.283%
69 14.628 1959 1964 1970 rBvV2 218371 337428 0.69% 0.262%
70 14.698 1971 1976 1985 rBV7 171019 421870 0.86% 0.327%
71 14.798 1987 1993 2000 rBV7 145783 424758 0.87% 0.329%
72 14.957 2013 2020 2025 rBV3 171731 307220 0.63% 0.238%
73 15.027 2025 2032 2036 rBV6 243841 558670 1.14% 0.433%
74 15.080 2036 2041 2042 rBV3 170063 247298 ©.51% 0.192%
75 15.115 2042 2047 2053 rVB 4206858 6483630 13.26% 5.028%
76 15.251 2065 2070 2072 rBV3 182548 287165 ©.59% 0.223%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.MA.M
Title : SVOA CALIBRATION

77 15.345 2083 2086 2091 rVB 403466 498381 1.092% 0.386%
78 15.585 2122 2127 2130 rVV6 201911 367129 ©.75% 0.285%
79 15.627 2130 2134 2143 rVB3 210691 414076 0.85% 0.321%
80 15.750 2151 2155 2162 rVB7 221739 441872 0.90% 0.343%

81 15.850 2168 2172 2176 rVB6 152636 247569 0.51% ©.192%
82 16.208 2228 2233 2235 rBV2 523009 739654 1.51% 0.574%
83 16.913 2343 2353 2362 rBV 27370584 48882288 100.00% 37.906%
84 16.996 2364 2367 2371 rVV 495959 717305 1.47% ©.556%
85 17.054 2371 2377 2387 rVB5 296011 658648 1.35% ©.511%

86 17.242 2403 2409 2413 rBV 1085994 1656063 3.39% 1.284%
87 17.530 2454 2458 2465 rVB1O 146175 271962 0.56% 0.211%
88 17.736 2489 2493 2499 rVB 465036 613126 1.25% ©.475%

89 17.912 2518 2523 2527 rVB 512597 676109 1.38% 0.524%
90 18.129 2554 2560 2563 rBVS5 98994 225068 0.46% ©0.175%
91 18.429 2607 2611 2620 rVB2 344774 469063 0.96% 0.364%
92 19.081 2711 2722 2726 rVB5 487313 1057987 2.16% 0.820%
93 19.216 2741 2745 2752 rVB3 258910 371665 0.76% ©0.288%
94 19.645 2814 2818 2822 rBV 205241 250061 0.51% ©.194%
95 20.174 2905 2908 2915 rBv4 174904 240535 0.49% 0.187%
96 21.161 3072 3076 3082 rVB2 421118 515113 1.05% 0.399%
97 21.484 3125 3131 3138 rBV2 1269128 2011931 4.12% 1.560%
98 22.137 3237 3242 3252 rVB2 181023 330261 0.68% 0.256%
99 22.254 3258 3262 3271 rVB4 194538 345783 0.71% 0.268%
100 24.522 3639 3648 3665 rVB 879816 2465189 5.04% 1.912%

Sum of corrected areas: 128957515
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG063045.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.873 16.44 ng/ul 607949 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 41
2 o-Xylene 106 C8H10 000095-47-6 41
3 p-Xylene 106 C8H10 000106-42-3 38
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 38
5 p-Xylene 106 C8H10 000106-42-3 38
Abundance Scan 474 (5.873 min): BG063045.D\data.ms (-468) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 20
R.T. EstConc Area Relative to ISTD R.T.
6.355 13.99 ng/ul 517573 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Undecene, 7-methyl- 168 C12H24 076441-79-7 53
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 47
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 40
4 Cyanic acid, 2-methylpropyl ester 99 C5HINO 001768-25-8 38
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 38
Abundance Scan 556 (6.355 min): BG063045.D\data.ms (-550) (-) m/z 43.10 100.00%
431
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0‘\\1 ‘\f!‘\lTl\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
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43.0
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H “ 100.0
Ot e e e e e
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Abundance #61062: Hexane, 1,1'-oxybis- R S ARARAGEE
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e R e EBARREw
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 21
R.T. EstConc Area Relative to ISTD R.T.
6.849 13.69 ng/ul 506346 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 70
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 43
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 38
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 38
Abundance Scan 640 (6.849 min): BG063045.D\data.ms (-630) (-) m/z 57.10 100.00%
57.1
5000 q
20.1
r ‘ 2231 4617 6.60 6.80 7.00 7.20
of bl 2231 8Ll 4617 ., 43,10 85.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22076: Nonane, 4-methyl-
57.0
5000
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\‘ } ‘ | ’ 142.0
O\\\\‘l\\‘\‘\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
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T T R T T
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=t
ofri b i ” o i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14575: Hexane, 3,3,4-trimethyl- R RABaaEEEEE S
43.0 6.60 6.80 7.00 7.20
m/z 71.05 59.86%
5000
\ 99.0
0ok by || Ml A e |
m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
6.907 9.80 ng/ul 362572 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 83
2 Decane 142 C10H22 000124-18-5 72
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
Abundance Scan 650 (6.907 min): BG063045.D\data.ms (-645) (-) m/z 57.20 100.00%
57.2
5000
}127.2180 5 2621 3p4a 6.60 6.80 7.00 7.20
o bbbl [ 2000 202 3243 M2.44675  m/z 43.10  97.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22078: Nonane, 2-methyl-
43.0
5000
6.60 6.80 7.00 7.20
m/z 41.20 81.05%
‘ ?8.0
0\\‘\"J\Jl\\h‘\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22067: Decane
43.0
AR w S S LR
6.60 6.80 7.00 7.20
5000 m/z 71.10 54.82%
e
Y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59038: Dodecane, 2-methyl- P T
43.0 6.60 6.80 7.00 7.20
m/z 85.15 35.45%
5000
9.0
o‘h#"l‘e&0 AESERDRVI| WA . W
m/z--> 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.943 17.51 ng/ul 647728 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
Abundance Scan 656 (6.943 min): BG063045.D\data.ms (-653) (-) m/z 105.10 100.00%

105.1
5000

6.60 6.80 7.00 7.20

39.1
Ofrrh b | \‘* 14 1631220.9 2811 3411 41524710 /7 126 10  36.31%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L L B B

6.60 6.80 7.00 7.20
m/z 91.05 16.69%

399 1
Joall ul
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 J\

6.60 6.80 7.00 7.20

o

5000 m z 77.05 14.41%
39.0
0 **“J*f*‘“h**“w”“wH*w*HwHw”w”w”wm*
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20

m/z 103.10  11.85%

5000
51.0 ﬂ
0 \\Mmhh i A

m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:13 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 5-Nonanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.007 29.76 ng/ul 1100800 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonanone 142 C9H180 000502-56-7 50
2 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 47
3 Valeric acid, 4-pentadecyl ester 312 C20H4002 1000281-99-4 38
4 Methacrylamide 85 C4H7NO 000079-39-0 38
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 37

Abundance Scan 667 (7.007 min): BG063045.D\data.ms (-661) (-) m/z 57.10 100.00%

57.1
5000
120.1
H | ‘ ‘ ’ 6.60 6.80 7.00 7.20 7.40
ol dlililiyll | 192.8250.0305.3 3961  483: .., g5 1p  77.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22977: 5-Nonanone
57.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 105.10 65.31%
142.0
02‘.9\\““\4‘\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23034: 4-Octanone, 2-methyl-
57.0
REaa R
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 58.72%
142.0
0 ‘HMMHWmwmwm_m_m_m_m,uu
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #214963: Valeric acid, 4-pentadecy! ester P e
85.0 6.60 6.80 7.00 7.20 7.40
m/z 43.10 26.04%
5000
29.
oL L, 15702100
‘H“_“w“‘w“H“H“‘H“H“_“‘_“w‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20 7.40

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:14 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BG@63045.D

Acqg On : 25 Sep 2024 22:39

Operator : RC/JU

Sample : P3879-16DL 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M
: 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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
7.078 10.06 ng/ul 372053 1,4-Dichlorobenzene-d4 7.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 679 (7.078 min): BG063045.D\data.ms (-674) (-) m/z 105.10 100.00%
105.1
5000 T
390 | 6.80 7.00 7.20 7.40
O bjiddld 1759 2485 3202 39834572 54Li ., 179.10  48.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.05 13.83%
39.0 ¥
O‘\\HJ\J‘I‘\“\\\\‘J\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

2

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

Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 119.15 12.42%
391101 h L
0 e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 6.80 7.00 7.20 7.40
m/z 91.05 11.98%
5000
3&0\
T

6.80 7.00 7.20 7.40

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:15 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.236 20.75 ng/ul 767582 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 81
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 76
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 74
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 74
Abundance Scan 706 (7.236 min): BG063045.D\data.ms (-699) (-) m/z 105.10 100.00%
105.1

=

5000
41-1( | ‘ ‘ 7.00 7.20 7.40 7.60
Ober lyhi b 2058 8021 3931 467.2524. . 156 19  29.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 57.10 25.60%
221
O’\\‘\Ii‘\\u\‘\l‘\h\‘\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 16.62%
39.0
S U
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 77.05 13.25%
5000
39.0
A O 1 VA VO, SVUVS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:16 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 10 2-Heptanone, 4,6-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.277  47.47 ng/ul 1755830 1,4-Dichlorobenzene-d4 7.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 72
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 47
3 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 47
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 47
5 3-Ethyl-3-methyl-2-pentanol 130 C8H180 066576-22-5 47
Abundance Scan 713 (7.277 min): BG063045.D\data.ms (-709) (-) m/z 43.10 100.00%
43.1
5000
’l 09.1 ‘ 7.00 7.20 7.40 7.60
Ol I 2091 2995 3785 4735536. ;n/z s58.10  46.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 ’\‘\’ﬁ/‘\\u‘uu‘\/\\u’uu
7.00 7.20 7.40 7.60
m/z 85.10  42.82%
(| poso
O’\‘\\“\‘\\‘\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8627: Hexane, 3-ethyl-
43.0
7.00 7.20 7.40 7.60
5000 m/z 69.10 37.54%
o Hllmae
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9471: 1-Pentanol, 2-ethyl- R R RBRRBER
43.0 7.00 7.20 7.40 7.60
m/z 41.10 33.16%
) M
o,“"‘, S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:17 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Butanoic acid, pentyl ester Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.366 8.50 ng/ul 314502 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 59
2 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 59
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 53
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 53
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 45
Abundance Scan 728 (7.366 min): BG063045.D\data.ms (-724) (-) m/z 71.05 100.00%
71.0
- M‘ JJ\—AJ
R RN RNmmNEANEE
‘ } 139.3 2003 7.00 7.20 7.40 7.60
obhbdid), | 2093 2808 3866 4903 . 4319  51.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35353: Butanoic acid, pentyl ester
43.0
5000
7.00 7.20 7.40 7.60
‘ m/z 89.05 49.84%
‘ 101.0 1590
O‘\\‘\“\\‘\i“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35460: Propanoic acid, 2-methyl-, pentyl ester

=

43.0
7.00 7.20 7.40 7.60
5000 m/z 41.15 29.64%
oL} 11101.01580
— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47016: Butanoic acid, hexyl ester RS e R RAR A
43.0 7.00 7.20 7.40 7.60
m/z 56.10  23.52%
5000
LLiiapre,
L T L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:18 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.483  72.39 ng/ul 2677360 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 94
2 Decane 142 C10H22 000124-18-5 81
3 Decane 142 C1OH22 000124-18-5 76
4 Tetradecane 198 C14H30 000629-59-4 58
5 Decane 142 C10H22 000124-18-5 55
Abundance Scan 748 (7.483 min): BG063045.D\data.ms (-742) (-) m/z 57.10 100.00%

57.1
5000 T
‘ 1Fo.2 7.20 7.40 7.60 7.80

obpdildl] 1 2210 207.6367.0 4390 530 .., 4316  87.20%

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

Abundance #22066: Decane

57.0
5000
7.20 7.40 7.60 7.80
m/z 41.10 74.54%
[ oo
O‘\\\‘J\l\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22067: Decane
43.0
7.20 7.40 7.60 7.80
5000 ITI/Z 71.10 50.18%
I 1] 20
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 K
Abundance #22068: Decane T e
43.0 7.20 7.40 7.60 7.80
m/z 85.10 40.48%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:20 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.924 106.70 ng/ul 3946520 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 823 (7.924 min): BG063045.D\data.ms (-815) (-) m/z 57.10 100.00%
57.1

-

5000
‘ H 7.60 7.80 8.00 8.20
of AL L2783 2170 3163 4011 4877 .. 4110 57.36%
m/z—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000 T T T[T T[T iTTr]
7.60 7.80 8.00 8.20
H m/z 55.10  39.26%
30.0
O‘\\“\“\‘\J\\‘\J“];l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #167739: 2-Ethyl-1-hexanol, pentafluoropropionate

-

57.0
ERREREN RIS e S RARRE
7.60 7.80 8.00 8.20
5000 ITI/Z 43.10 31.95%
119.0
olwm-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15694: 1-Hexanol, 2-ethyl- e RRARNESESS
57.0 7.60 7.80 8.00 8.20
m/z 83.10  27.33%
- J
o“'H‘ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:21 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Mesitylene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.971 14.56 ng/ul 538394 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 55
2 Mesitylene 120 C9H12 000108-67-8 55
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 49
4 Mesitylene 120 C9H12 000108-67-8 49
5 Mesitylene 120 CS9H12 000108-67-8 49
Abundance Scan 831 (7.971 min): BG063045.D\data.ms (-828) (-) m/z 105.10 100.00%
105.1
5000
o EAAREEES SRS
39.1 l 7.60 7.80 8.00 8.20
Ol 207.1 2889 3833 527. ... 8319 61.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 L LALL LI B I B I
7.60 7.80 8.00 8.20
m/z 120.10  45.17%
39.0 T ‘
0‘\\J\\\‘ih\”\‘\\‘\”\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10695: Mesitylene
105.0
R ma At e R
7.60 7.80 8.00 8.20
5000 m/z 119.10 16.64%
39.0 ¥ ‘
Ok L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 39.10 12.61%
5000
39.0 \
o_JuL‘;\u'MJ“Hw‘m‘HH‘HH‘mWm,m‘_m_m_m e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:22 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method

Quant Title

TIC Libra

ry

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M

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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.282 133.37 ng/ul 4932920 1,4-Dichlorobenzene-d4 7.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 47
5 2-Hexene, 4,4,5-trimethyl- 126 C9H18 055702-61-9 43
Abundance Scan 884 (8.282 min): BG063045.D\data.ms (-878) (-) m/z 83.10 100.00%

83.1
5000
140.2

A AREARREE SR ES na
8.00 8.20 8.40 8.60

Ajidi Ll 2s22831 3883 S14. /691 44.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0

5000 A RCEERRESRREEESER
8.00 8.20 8.40 8.60

m/z 41.10 37.59%

140.0
|||
‘\\I‘\\’\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0

8.00 8.20 8.40 8.60

o

o

5000 ITI/Z 55.05 35.36%
140.0
o“WMW‘W‘W‘J‘M‘“‘_‘“_““H“‘H““H“‘H““
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- O ARARRARaRasaEy
83.0 8.00 8.20 8.40 8.60

m/z 140.20  29.97%

5000

| H 140.0

e ——
miz--> 0 50 100 150 200 250 300 350 400 450 500

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 14
R.T. EstConc Area Relative to ISTD R.T.
8.323 18.89 ng/ul 698627 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 38
2 Octane, 2-methyl- 128 C9H20 003221-61-2 38
3 Piperazine, 1,4-dimethyl- 114 C6H14N2 000106-58-1 38
4 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 38
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 37
Abundance Scan 891 (8.323 min): BG063045.D\data.ms (-889) (-) m/z 43.10 100.00%
43.1
w M
R ARARNERSE SRS
‘ ‘mf 2 6 2808 3410 8.00 8.20 8.40 8.60
ol Mbillulll,, 1662 2219 2808 34103846 ./, 71 10 41.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
5000 L L R I B R
8.00 8.20 8.40 8.60
m/z 58.10 30.79%
l ‘ 126.0
O\‘1\“\\‘\“\I‘\“\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #14534: Octane, 2-methyl-
43.0
8.00 8.20 8.40 8.60
5000 m/z 85.10 29.41%
113.0
o“\‘g ‘M““‘H_m_m_m_m_m‘m
m/z--> 50 100 150 200 250 300 350 400
Abundance #8332: Piperazine, 1,4-dimethyl- e e
43.0 8.00 8.20 8.40 8.60
m/z 84.10 26.16%
5000
114.0
0 B .
m/z--> 5 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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-4-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.394 15.40 ng/ul 569480 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 93
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83
4 2-Tolyloxirane 134 C9H100 002783-26-8 81
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74
Abundance Scan 903 (8.394 min): BG063045.D\data.ms (-898) (-) m/z 105.10 100.00%
105.1
5000
57.1
‘ ‘ 5 8.00 8.20 8.40 8.60 8.80

oL dludull 186.1  221.2265.0 3167 3944 1,7 134 70  29.94%

miz--> 50 100 150 200 250 300 350 400

Abundance #17052: Benzene, 1-methyl-4-propyl-

105.0
8.00 8.20 8.40 8.60 8.80
m/z 57.10 22.92%
0 \\‘\‘5\1“.9\“\\““\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.10 15.35%
290 || ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 106.05 12.56%
5000
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
8.447 7.32 ng/ul 270620 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 59
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 53
3 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 50
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 50
5 1,1-Dimethylpropyl 2-ethylhexanoate 214 C13H2602 1000099-99-2 50

Abundance Scan 912 (8.447 min): BG063045.D\data.ms (-908) (-) m/z 71.10 100.00%

71.1
' 8.208.40 8.60 8.80
141.1 430.! : : : :
0brr L‘WM‘«w“uu L.TiT1892 2570 3253 4300, u3ie 72.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #59100: Decane, 3,3,8-trimethyl-
71.0
5000 L L I L L B L B
8.20 8.40 8.60 8.80
m/z 41.10 57.17%
155.0
0\29“\‘4\““\ \“\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
o ARARESEEE RS S
8.20 8.40 8.60 8.80
5000 m/z 57.10 54.19%
113.0
ow“w‘”u e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #206620: Sulfurous acid, 2-pentyl undecyl ester R AaREREREEEE L
71.0 8.20 8.40 8.60 8.80
m/z 70.10 49.97%
5000
155.0
ol8Qlady, I 2000 Y.
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 19 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.488 36.12 ng/ul 1336130 1,4-Dichlorobenzene-d4 7.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 90
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
Abundance Scan 919 (8.488 min): BG063045.D\data.ms (-914) (-) m/z 119.10 100.00%
119.1
5000 P
Sl'H 9212 464.0 ‘ 8.20 8.40 8.60 8.80
O iy, 221.2280.1 3548 4640 531! ., 165 19 50.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 134.15  49.91%
39.0 l
O ‘\‘\\\u’h\“\k\\‘.l\“ \‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 46.42%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0 8.20 8.40 8.60 8.80
m/z 77.10 13.69%
5000
41.0 \
Y S B AN Y et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.617 11.29 ng/ul 417477  1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 58
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 50
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 50
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 50

Abundance Scan 941 (8.617 min): BG063045.D\data.ms (-933) (-) m/z 57.10 100.00%

57.1

.

5000
126.2 Eammnn e S e
‘ ‘ ’ 1805 2 3746 513 8.20 8.40 8.60 8.80 9.00
Ottty | 1805 254.5314.1 3785 4441 13 njz 71.10  68.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33092: Decane, 3-methyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 85.05 62.28%
} 127.0
O‘\\\‘\‘\Uf‘\‘\“\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester

2

57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 61.83%
‘ 113.0
o‘“J“u“utumJH‘_"wH‘w‘Hwwm‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287349: Octadecane, 1-iodo- ERaaER RS i
57.0 8.20 8.40 8.60 8.80 9.00
m/z 43.10 52.88%
5000
“‘ | 1301600 2530
0L N A SRR RN SRR
I \ ! \ \ I \ \ I I \ \ \ I T v

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 21 2-Tolyloxirane Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.652 13.52 ng/ul 499906 1,4-Dichlorobenzene-d4 7.853

g
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 81
2 2-Tolyloxirane 134 CSH1e0 002783-26-8 81
3 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 72
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 72
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 72
Abundance Scan 947 (8.652 min): BG063045.D\data.ms (-944) (-) m/z 105.10 100.00%
105.1
5000
59.1‘ ‘ 8.40 8.60 8.80 9.00
ol d i1, 11600 2241 2811 409 ;934 05  23.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
8.40 8.60 8.80 9.00
m/z 77.10 14.33%
O\\‘\‘5\1“.9\“\\L“\h\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17529: 2-Tolyloxirane
105.0
R AR RRRREEE
8.40 8.60 8.80 9.00
5000 m/z 79.10 11.46%
0 m?lp'e‘m”““‘m_‘H,‘m_m_m_m_‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #17575: Oxirane, 2-methyl-2-phenyl- R REaa R R
105.0 8.40 8.60 8.80 9.00
m/z 59.15 10.91%
5000
51.0
0 HM\ﬂ‘mMJJ"J“"H,“““““““_“““ e e
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 22 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
8.805 9.47 ng/ul 350310 1,4-Dichlorobenzene-d4 7.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91

Abundance Scan 973 (8.805 min): BG063045.D\data.ms (-967) (-) m/z 119.10 100.00%

119.1
5000
51.0 ‘ ‘ 8.40 8.60 8.80 9.00 9.20
Of o bihi kL 1902 2673 34113994 530 ;134 05 37.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.40 8.60 8.80 9.00 9.20
m/z 91.10 22.73%
51.0 l l
O‘\\‘\J%‘L\“\"\‘\‘H“\H L L L O L L L B R B R A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 120.10 12.43%
51.0 ’
0“m%&mk\ﬁﬁ“_“‘W“‘_“‘W“‘_“‘_“W“‘W“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 105.10 11.46%
5000
o | AL ﬁ
0“mh$ﬂkvﬂw“_“‘W“‘_“‘M“‘_“‘_“W“‘W“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 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@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.852 12.17 ng/ul 450217 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 981 (8.852 min): BG063045.D\data.ms (-976) (-) m/z 119.10 100.00%
119.1

5000

S

63 ‘ 8.60 8.80 9.00 9.20
Sadl 2081 28733493 427.24887 13405 27.11%

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

Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

o

—

5000 P T T T
8.60 8.80 9.00 9.20
m/z 91.10 17.68%
41.0 \
O‘\\‘\\\‘f“r‘lwﬁ\w““\d T T T T[T T T T T T T[T T T T[T T T[T T T T[T T [ TTTT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 8.83%
39.0 \
O el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16998: 0-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 117.15 8.20%
5000
41.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 24 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.958 27.65 ng/ul 1022610 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
3 o-Cymene 134 C10H14 000527-84-4 90
4 o-Cymene 134 C10H14 000527-84-4 60
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 60

Abundance Scan 999 (8.958 min): BG063045.D\data.ms (-989) (-) m/z 119.10 100.00%

119.1
5000
41.0
J’ N | Hl | 1 | 8.608.809.00 9.20
ooty 12081 3111 4557 540 /7 134.00  32.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \‘HH‘HH‘HH‘\/\L"\J
8.60 8.80 9.00 9.20
m/z 41.05 27.32%
51.0 l \ l
0‘\\‘1##\”\!‘1““\” \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
e e
8.60 8.80 9.00 9.20
5000 m/z 55.10 24 .59%
goan
L S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16998: 0-Cymene R R
119.0 8.60 8.80 9.00 9.20
m/z 91.05 22.68%
5000
41.0 l |
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.081 48.93 ng/ul 1809890 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 83
Abundance Scan 1020 (9.081 min): BG063045.D\data.ms (-1008) (-) m/z 57.10 100.00%
57.1
w MAL.
R A R
156.3 8.80 9.00 9.20 9.40
Olrbddly 772210 3311 4326 546 ./, 43,95  82.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33080: Undecane
57.0
5000 L L LU B R
8.80 9.00 9.20 9.40
m/z 41.10 69.89%
“ 156.0
O‘\\‘\‘\J\‘J\l’\“\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33078: Undecane
43.0
BB st
8.80 9.00 9.20 9.40
5000 m/z 71.10 60.25%
A\ J 156.0
0 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74006: Tetradecane
57.0 8.80 9.00 9.20 9.40
m/z 85.20 39.27%
5000
. )| 270 1980
‘\\\\‘\\\\’\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Hexanoic acid, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.211  38.48 ng/ul 1423260 1,4-Dichlorobenzene-d4 7.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 47
5 Octanoic acid, 2,4,6-trimethyl-,... 200 C12H2402 054984-07-5 43
Abundance Scan 1042 (9.211 min): BG063045.D\data.ms (-1030) (-) m/z 73.05 100.00%
3.0
1482 [Tr T T irtryrrs
\H ’ ‘ 8.80 9.00 9.20 9.40 9.60
0 bl . 216528113420 8237y 8819  75.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 U B R R
8.80 9.00 9.20 9.40 9.60
m/z 41.10 54.06%
OL5.HDWH\h44.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
R AR
8.80 9.00 9.20 9.40 9.60
5000 m/z 57.10 39.14%
ol il a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24097: Hexanoic acid, 2-ethyl- A T e
73.0 8.80 9.00 9.20 9.40 9.60
m/z 119.10  38.13%
5000
0 oy lJ‘ll\ L \‘ ‘145.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
9.434 5.41 ng/ul 658916 Naphthalene-d8 10.638

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 49
2 3-Heptene, 3-methyl- 112 C8H16 007300-03-0 25
3 3-Ethylcyclopentanone 112 C7H120 010264-55-8 25
4 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 25
5 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 25

Abundance Scan 1080 (9.434 min): BG063045.D\data.ms (-1075) (-) m/z 83.10 100.00%
3.1

140.2
5000
R R
‘ 9.20 9.40 9.60 9.80
Of -1 “““*‘M‘M‘ |, 2069 2811 3572 472" .., 55.16  91.93%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7595: 3-Hexene, 2,3-dimethyl-
55.0
5000 UL L B I IR L L
9.20 9.40 9.60 9.80
1120 m/z 69.10  91.90%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7542: 3-Heptene, 3-methyl-
55.0
R AR
9.20 9.40 9.60 9.80
5000 m/z 41.10 83.83%
112.0
0 Hukﬂﬂwm“"w““‘w““w““‘w““‘H“,“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7357: 3-Ethylcyclopentanone AR RER
83.0 9.20 9.40 9.60 9.80
m/z 111.15 67.81%
0 lH‘J,, N '
m/z--> 0 50 100 150 200 250 300 350 400 450 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 30 (DEL) Alkane: Cyclic9.786 Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
9.786 4.14 ng/ul 504095 Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 52
2 2-Ethylthiolane, S,S-dioxide 148 C6H1202S 010178-59-3 50
3 1-Alpha-amino-epsilon-caprolactam 128 C6H12N20 021568-87-6 50
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 25
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 25
Abundance Scan 1140 (9.786 min): BG063045.D\data.ms (-1135) (-) m/z 56.10 100.00%
56.1
- MLM\\WL
131.2 S s
l WLl 2250 401.3 950 1000
ol kbl bl ]l 12299 2051 4018 538 ... 8319 73.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
5000 —r— L
9.50 10.00
‘ m/z 97.10 71.87%
O ‘\l\‘VW‘fJ\J\W!“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26560: 2-Ethylthiolane, S,S-dioxide
56.0
P F
9.50 10.00
5000 ITI/Z 55.10 56.79%
0 \‘ 1 148'0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13854: |-Alpha-amino-epsilon-caprolactam —— —
56.0 9.50 10.00
m/z 41.10 40.24%
o MilLme
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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: Cyclic1@.909 Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
10.909 3.39 ng/ul 412793  Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 43
2 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 43
3 1-Acetyl-3,3-pentamethylenediazi... 154 C8H14N20 1000283-20-1 38
4 Cyclopentanecarboxamide, N-(2-fl... 207 C12H14FNO 1000308-60-7 35
5 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 35

Abundance Scan 1331 (10.909 min): BG063045.D\data.ms (-1327) (- | m/z 111.10 100.00%

111.1
55.1
5000
—
H | ‘ 6.2 227.2 295.9 359.8 520.! 1100
Of v hidihy, 166:22272 2959 359.8 4422 8201 ., 551  64.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
111.0
5000/ 55.0 —
11.00
‘ m/z 69.10 63.07%
O’\H’J\l \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13234: 1,1,4-Trimethylcyclohexane
111.0
—r
11.00
5000 55.0 m/z 41.15 50.28%
o,u‘Hl,J" P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #31982: 1-Acetyl-3,3-pentamethylenediaziridine —=
. 11.00

111.0
m/z 97.10 49.42%
5000 55.0 M
o N,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
12.066 4.31 ng/ul 525209 Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Undecane, 4-ethyl- 184 C13H28 017312-59-3 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64

Abundance Scan 1528 (12.066 min): BG063045.D\data.ms (-1522) (- | m/z 57.10 100.00%
57.1

=

5000
12.00 |
125.2 .
184.2
o L2382 coseass  asas L ate 7405
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane
57.0
5000 — ‘
12.00
m/z 41.10 69.48%
113.0
O \\J\‘\“‘\I‘\‘\”\I“ \“\“\ \‘]‘-‘?\9\.(\)‘ TTT \2‘6\§.\0\‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90192: Pentadecane
57.0
UL \
12.00
5000 ITI/Z 71.10 60.51%
‘ 1130 2120
O pﬂﬁkﬂL%ryu"‘h“‘H“‘H“‘H“‘H“‘H“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59027: Tridecane T
57.0 12.00
m/z 85.15 55.77%
5000
113.0 184.0
) P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.MA.M

Quant Tit

TIC Libra

le

ry

: SVOA CALIBRATION

¢ 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: Cyclicl2.1e01 Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.

12.161  2.65 ng/ul 323646 Naphthalene-ds 16.638

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane,
2 Cyclohexane,
3 Cyclooctane,
4 Cyclohexane,

1l-ethyl-1,3-dimethy... 140 C10H20
1l-ethyl-1,3-dimethy... 140 C10H20
butyl- 168 C12H24
1-ethyl-1,4-dimethy... 140 C10H20

5 2,3,4-Trimethyl-hex-3-enal 140 C9H160

062238-31-7 27
062238-29-3 25
016538-93-5 25
062238-30-6 16
1000193-72-9 16

Abundance Scan 1534 (12.101 min): BG063045.D\data.ms (-1531) (- | m/z 69.10 100.00%
9.1

49
5000 157.1

Rl

1200 12.50
2622883  304.2 538,

ob bl 22022683 3942 4623 3Bl 1o gg.go%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20772: Cyclohexane, 1-ethyl-1,3-dimethyl-, cis-
69.0

5000 ]
12.00 12.50
m/z 73.10 86.81%

\\”\U‘\l\ ‘\1\“]-\\5\.\0’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #20779: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans-
69.0

—T
12.00 12.50

o

5000 m/z 56.10 85.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43496: Cyclooctane, butyl- T T
69.0 12.00 12.50

m/z 111.10  63.68%

) \mewvﬁwwﬁAwwAMMﬂwA\M
0 M‘ \‘\J‘

ey
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 44 Butanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.235 19.17 ng/ul 1095550  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 83
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 56
4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 50
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 50

Abundance Scan 1727 (13.235 min): BG063045.D\data.ms (-1718) (- | m/z 89.05 100.00%

89.0
5000

L —
| ‘173.1 13.00 13.50
| Lol |

by L | 2438 3289 4291 5200 sz se.10 91.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24133: Butanoic acid, butyl ester
71.0

5000

o

m/z 71.10 81.13%

Ls.ﬁg”\ || 144.0
‘\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24132: Butanoic acid, butyl ester
71.0

5000 m/z 43.10  79.75%

. \L || 144.0
P e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

lS&\
T

#47011: Butanoic acid, hexyl ester —
71.0 13.00 13.50

m/z 41.10 47.78%

h Kj\/JM\%J
L, 180

oy e - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50

o

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Meth
Quant Titl

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
BGO63045.D

: 25 Sep 2024 22:39
: RC/JU
: P3879-16DL 10X

12

od
e

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.312 13.54 ng/ul 773985  Acenaphthene-di10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1740 (13.312 min): BG063045.D\data.ms (-1735) (- m/z 57.10 100.00%

57.1

%

5000
| 15?'2 13.00 13.50
Obhddllid ], 2080 2811 3520 489 .. 4315 9p.79%
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #74006: Tetradecane
57.0
5000 - =Y
13.00 13.50
m/z 71.10  90.41%
d‘ | 1130 1080
O\\\\‘\l\‘\‘\‘\l\l\\l\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\
[ [ [ [ [ [ [ [ [ [

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

-

Abundance #74005: Tetradecane
57.0
13.00 13.50
5000 ITI/Z 41.10 76.84%
‘ ‘ 113.0 198.0
Y N it
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228592: Tetradecane, 1-iodo- T —
57.0 13.00 13.50
m/z 85.10 60.44%
B k/&wkﬁ%J«AkJ\MMﬁka
ol il %0110 3240
A A e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\

Library Search Compound Report

Data File : BG@63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 46 Propanoic acid, 2-methyl-, Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.447  22.09 ng/ul 1262580  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 59

4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602

000097-87-0 59
000097-85-8 59

Abundance Scan 1763 (13.447 min): BG063045.D\data.ms (-1758) (- ' m/z 71.10 100.00%
71.1

E

5000
‘ ‘ 143.1 13.50
b bl ) [ 2011 2811 347.0 4314 4992 .., 43 19  55.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24129: Butanoic acid, butyl ester
71.0
5000 U
13.50
m/z 56.10 39.95%
0‘\\%![’!‘\i“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #24299. Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
o
13.50
5000 ITI/Z 69.10 33.57%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47013: Butanoic acid, hexyl ester T
43.0 13.50
m/z 89.10 30.96%
5000
I ‘n‘ LO
Y R R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 47 2,6-Pyridinediamine Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.535 11.98 ng/ul 684729  Acenaphthene-di10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 50
2 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 40
3 (4-Fluoro-benzyl)-phenethyl-amine 229 C15H16FN 1000300-71-4 38
4 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 38
5 1-Propanone, 1-(1-cyclohexen-1-yl)- 138 C9H140 001655-03-4 38

Abundance Scan 1778 (13.535 min): BG063045.D\data.ms (-1771) (- | m/z 109.05 100.00%

109.1
5000
e
41.1 H 20.1 ‘ 13.50
Ol B0 280.9 354.9 4325 534 gy 15 39 ggy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6242: 2,6-Pyridinediamine
109.0
5000 W
13.50
m/z 141.05 19.99%
39.0
O‘\\‘IW‘L““JI\‘l‘Wl‘J‘ \\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6245: Pyridine-2,4-diamine
109.0
e
13.50
5000 ITI/Z 138.15 15.47%

ol

F

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #110461: (4-Fluoro-benzyl)-phenethyl-amine s
109.0 13.50
m/z 41.10 12.55%
B M
ol 510 | 1650 229.0
AR T e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Naphthalene, 1,7-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.658 18.35 ng/ul 1048560  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 91
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 83
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 83
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 64

Abundance Scan 1799 (13.658 min): BG063045.D\data.ms (-1789) (- | m/z 156.20 100.00%
1

56.2
5000
71.1

h‘\“‘2512%33 4377 13.50 14.00
byl ZL 2893 3851 43T 525 v; 141.00  70.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0
5000

13.50 14.00
m/z 109.05 51.47%

77.0
‘\\\\’l\“iﬂ\\’\\\'l\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0

S
13.50 14.00

o

o

5000 m/z 155.10 41.00%
77.0
0\*Wklmw“fﬂwuﬁ*w*\*H*\*H*\*H*\*H*\*H*\*H*\*H*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33163: Naphthalene, 1,6-dimethyl- = P
156.0 13.50 14.00

m/z 128.05 24.36%

5000
77.0
a0 17 1]

— 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 49 Propanoic acid, 2-methyl-, ... Concentration Rank 8

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

13.752  35.52 ng/ul 2030110  Acenaphthene-d10 14.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 83
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
3 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 72
4 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 72
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 72

Abundance Scan 1815 (13.752 min): BG063045.D\data.ms (-1809) (- | m/z 56.10 100.00%
56.1

5000

T =
14‘3'2 13.50 14.00

Al e s02s  sses 474 T 16 99,37

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

Abundance #24133: Butanoic acid, butyl ester
71.0

o

5000 N A
13.50 14.00

m/z 71.10 93.57%

59111 2040

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

Abundance #94128: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
71.0

o

13.50 14.00
5000 m/z 43.10  70.64%

Ll 301950
op——lh i L

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #47119: Propanoic acid, 2-methyl-, hexyl ester — —
43.0 13.50 14.00
m/z 41.10 44.77%

=

5000

2

b M\J 1.0

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Naphthalene, 2,7-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.805 10.47 ng/ul 598223  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93

Abundance Scan 1824 (13.805 min): BG063045.D\data.ms (-1820) (- | m/z 156.15 100.00%
156.2
5000
84.2 ‘ ‘ | 2151 13.50 14.00
bbbl 2191 2821 3872 4215 491 /7 141.00  85.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 N L
13.50 14.00
m/z 155.10 30.15%
77.0
OZ\Q\IQ\‘“JH\“L\\‘\\\I‘\“‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
o prhy
13.50 14.00
5000 ITI/Z 128.00 22.25%
77.0
0 H«Hu“mMHHWmwHu_m_m_m_m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33146: Naphthalene, 2,7-dimethyl- — ——
156.0 13.50 14.00
m/z 115.10 18.99%
5000
77.0
S — — LA
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 25

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
BGO63045.D

Sep 2024 22:39

: RC/JU
: P3879-16DL 10X

12

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 52 Butanoic acid, cyclopentyl ... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.987 10.61 ng/ul 606651  Acenaphthene-di10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, cyclopentyl ester 156 CSH1602 006290-13-7 59
2 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 50
3 Hexanamide, N-methallyl- 169 C10H19NO 1000340-14-0 47
4 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 47
5 Propanoic acid, 2-methyl-, 1,2,3... 302 C15H2606 014295-64-8 47

Abundance Scan 1855 (13.987 min): BG063045.D\data.ms (-1845) (- | m/z 71.10 100.00%
711
- LNfA/\JKJj\JuJ\yjkﬁ
=
‘ h | ’ 145.0 14.00
b u“ Ay 1, 2073 2850 8717 4747 ., 4310 46.12%
miz--> 100 150 200 250 300 350 400 450 500
Abundance #33829: Butanoic acid, cyclopentyl ester
71.0
5000 L
14.00
m/z 89.10 35.34%
O\L\L‘HW‘ \'1\“1712\\8.\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
e
14.00
5000 ITI/Z 41.10 25.59%
‘H““_“w“u‘u“_“w‘u“u“_‘u“H“H
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #44370: Hexanamide, N-methallyl- ——
71.0 14.00
m/z 55.10 22.86%
5000
1] e
L Cep
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:52 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 1-(benzo[d][1,3]dioxol-4-yl... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.216  12.97 ng/ul 741534  Acenaphthene-di10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(benzo[d][1,3]dioxol-4-yl)prop... 178 C10H1003 1000456-65-5 59
2 3,4-Methylenedioxypropiophenone 178 C10H1003 028281-49-4 53
3 Phthalic acid, allyl ethyl ester 234 C13H1404 033672-94-5 53
4 Diethyl Phthalate 222 C12H1404 000084-66-2 50
5 Phthalic acid, 2-acethylphenyl p... 354 C21H2205 1000315-81-6 50
Abundance Scan 1894 (14.216 min): BG063045.D\data.ms (-1888) (- | m/z 149.05 100.00%
149.1
5000 /AA
—— —
911-1 L _ 14.00 14.50
Obrrpbibbilul}l POB-3  205.1 350.5 433.9 532 ., 178 70  32.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #52316: 1-(benzo[d][1,3]dioxol-4-yl)propan-1-one
149.0
5000 J\“‘”’T i T
14.00 14.50
65.0 m/z 91.10  13.42%
0 \H’”\‘lu\\’\'\lu L L R L I A R R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52274: 3,4-Methylenedioxypropiophenone
149.0
— —
14.00 14.50
5000 m/z 150.00 11.87%
65.0 ’
0 H‘w,“\‘”m\,m\ e B L BN e ey e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115804: Phthalic acid, allyl ethyl ester
149.0 14.00 14.50
m/z 141.05 11.79%
] NAA¢AﬁXMA\~duﬂAWKA
T CUURY WL TR NONNSOOUURNSSUOUOUUNSOOON L1 S 1 | G
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.393 10.75 ng/ul 614335  Acenaphthene-di10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Pentadecane 212 C15H32 000629-62-9 94
3 Pentadecane 212 C15H32 000629-62-9 93
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1924 (14.393 min): BG063045.D\data.ms (-1919) (- | m/z 57.15 100.00%

57.1
5000
14‘06 5.4‘56
112.1 - -
212.2
ot ALl . 2122 3055 3849 4542 . 7119 78.53%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90192: Pentadecane
57.0
5000 — e
14.00 14.50
m/z 43.10 76.21%
‘ 130 2120
O \\M‘\“\'\‘\A\“\A\“\\I“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90189: Pentadecane
57.0
— ——
14.00 14.50
5000 m/z 41.10 60.27%

TR0, 20

| ‘ i

3

O - -t e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90190: Pentadecane “ ——
57.0 14.00 14.50
m/z 85.15 49.26%
5000

=

1 ‘ 113.0 212.0
I P b i i Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 4,6,8-Trimethylazulene Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
14.698 7.38 ng/ul 421870  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 95
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
Abundance Scan 1976 (14.698 min): BG063045.D\data.ms (-1971) (- | m/z 155.10 100.00%
155.1
5000
1450  15.00
411 98 #075 : :
0 M‘w‘u}H‘?ﬁl;‘l”?’55‘13”,”4“'74,"1”59‘1; m/z 170.20  59.19%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #45527: 4,6,8-Trimethylazulene
170.0
5000 = T
14.50 15.00

m/z 153.05 19.71%

115.0
e L
\J\H\L\‘”\\‘H“‘\J"‘I\” L L L B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0

T —
14.50 15.00

o

5000 m/z 187.20 19.29%
0 63'9. ll?:.ql ”l U
R T o L L A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45539: Naphthalene, 2,3,6-trimethyl- T —
170.0 14.50 15.00

m/z 115.05 17.26%

B Q@&¢NWﬂUNﬂMMjNJMWJMK
41.0 1150 )

T R R — —
miz--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:06:55 2024 Page: 45



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 60 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
15.027 9.77 ng/ul 558670  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 97
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 94
3 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 91
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 91
5 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 90
Abundance Scan 2032 (15.027 min): BG063045.D\data.ms (-2025) (- | m/z 231.90 100.00%
231.9
5000 121.1
55.1
176.1
402.8 489.. 1500
0 o 3408 4028 290 m/z 229.90  71.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-
232.0
5000
1500
131.0 m/z 233.90  57.25%
65.0 ‘
O‘\\\l\"\M\\“H\l“h!”T‘f‘T“L\\HJ[\\ l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #111921: Phenol, 2,3,4,6-tetrachloro-
232.0
T
15.00
5000 m/z 121.10 45.43%
131.0
61.0 H
o lMwww"\L‘.H S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #111917: Phenol, 2,3,4,6-tetrachloro-
232.0 1500
m/z 131.00 39.78%
131.0
5000
65.0
o‘,“”'\““ e —r
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\

Library Search Compound Report

Data File : BG@63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 62 Octadecane, 1-iodo- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
15.345 8.72 ng/ul 498381  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 78
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 76
3 Hexadecane 226 C16H34 000544-76-3 74
4 Nonane, 1-iodo- 254 C9H191 004282-42-2 64
5 Hexadecane, 4-methyl- 240 C17H36 025117-26-4 58

Abundance Scan 2086 (15.345 min): BG063045.D\data.ms (-2083) (- | m/z 57.10 100.00%
57.1
w0 VVMAvaWmJ\NkWNVﬂJKV
1506 iQSd
155.1 226.3 ‘ : :
bbb s 2505 3IES  AT7.0 949z 71010 96.02%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo-
57.0
5000 — —
15.00 15.50
m/z 43.10 90.70%
7.0 253.0
O \\‘L‘!’\lT‘!J\lLJ-IF\\\f‘“\‘\\‘\‘f\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123966: Hexadecane, 3-methyl-
57.0
— —
15.00 15.50
5000 m/z 41.10 60.16%
27.0 211.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane — —
57.0 15.00 15.50
m/z 85.15 57.75%
5000
Ly a2r0 220
A e AARARARER R A B P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 65 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
16.208 8.93 ng/ul 739654  Phenanthrene-di10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane 184 C13H28 000629-50-5 76
3 Heptadecane 240 C17H36 000629-78-7 70
4 Tridecane 184 C13H28 000629-50-5 70
5 Heptadecane 240 C17H36 000629-78-7 70

Abundance Scan 2233 (16.208 min): BG063045.D\data.ms (-2228) (- | m/z 57.10 100.00%

57.1
5000

184.2 S -
] “2 H . 16.00 16.50
o‘MHHH"H"!“"uw‘244‘1”W“‘5‘5“1‘“”4""'%?”_5?53 m/z 71.10  84.59%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0
5000 — o~

16.00 16.50
m/z 43.10 80.25%

127.
‘\\“\‘f“‘1\\J[IF\WW““\‘\\\‘\2\?\0‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane
57.0

T 7
16.00 16.50

o

5000 m/z 85.10 66.08%
. ‘\ “‘ ||| 127.0184.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123958: Heptadecane — —7
57.0 16.00 16.50

m/z 41.10 61.77%

- M/\/WJL/M
Lt 200

S

o""WH"H""‘H"HW""‘mw‘_m‘w_w — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092524\

Data File : BG@63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
16.996 8.66 ng/ul 717305  Phenanthrene-di10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 94
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 80

Abundance Scan 2367 (16.996 min): BG063045.D\data.ms (-2364) (- | m/z 57.10 100.00%
57.1

-

5000
17.00
6.2 1971 :
ol HJ L. f22043 3233 4312 8380 ./, 43.10  95.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141070: Heptadecane, 8-methyl-
57.0
5000 T
17.00
126.0 m/z 71.10 84.04%
O‘ \‘l\”‘\d\‘\\“i\\\\‘fz\é%g‘-\o\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141056: Octadecane
57.0
s
17.00
5000 ITI/Z 85.10 68.60%

127.0
ol LTS aoro2sa0

-

mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane 7
57.0 17.00
m/z 41.10 66.76%
5000

-

L1L12r0 2400

|

L A aaan ——
miz—> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092524\

Data File : BG@63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
17.736 7.40 ng/ul 613126  Phenanthrene-di10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 2493 (17.736 min): BG063045.D\data.ms (-2489) (- | m/z 57.10 100.00%

57.1
5000

i
1750 18.00
265.9
_"W\H"Lxﬁ‘u!ml?‘oﬂl‘ 3284 4578 839 4z 43.15  86.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0

5000 — S
17.50 18.00

m/z 71.10 76.14%

J | 1270 197.0254.0
‘\\\\‘\\\\‘IT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0

——
17.50 18.00
5000 m/z 85.20  63.54%

o

o

ALLppre, . 200

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123958: Heptadecane T —
57.0 17.50 18.00

m/z 41.10 53.29%

B WWMM
|| f270  2a00

O‘H‘w‘H‘NJmpmuw‘u‘_‘H‘H‘w“u‘u‘w‘u‘w‘u‘

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00

o
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Data Path :
Data File :
. 25
: RC/JU

: P3879-16DL 10X

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
BGO63045.D

12

Sep 2024 22:39

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 70 Pentadecanoic acid, 14-meth... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
17.912 8.17 ng/ul 676109  Phenanthrene-die 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 76
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 70
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 64

Abundance Scan 2523 (17.912 min): BG063045.D\data.ms (-2518) (- | m/z 74.05 100.00%

74.0
5000 227.2
143.1
e
l 18.00
|
o‘w_mﬂ”‘wm AMphk 3119 3868 5420 . g7.05  82.62%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #161238. Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 .
18.00
143.0 m/z 227.20 39.65%
OJ‘\NKVWINVVIZ‘F-JHV
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #109335: Tridecanoic acid, methyl ester
74.0
ey
18.00
5000 ITI/Z 55.10 33.43%

150, |

‘Hcw\H\_\u‘HHW\H\_\H‘H\W\H\_\H‘H\W\

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

Abundance #109375:DodecandcacM,lO%nemyL,meﬂwleﬁer :
74.0 18.00

m/z 43.10 32.04%

o
(==Y
N
W
o
N
N
e
o

228.0
5000

143.0

-

oL il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 72 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
18.429 5.66 ng/ul 469063  Phenanthrene-d10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2611 (18.429 min): BG063045.D\data.ms (-2607) (- | m/z 57.10 100.00%

57.1
5000

W 202
I

L fg, 28133418 4361 812 ., 43 59 87.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0

5000 ]

o

m/z 71.10 86.97%

3.0
‘ T \J\ ‘\ ‘ \‘f‘ \“‘\1”‘17“ \“\ {‘]‘-‘9?\.‘0\‘2\2\5\).2 TTTT ‘ \%??"(\)\ TT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0

o

18.50
5000 m/z 85.15 68.83%
0 \‘ \‘ ‘\ ‘.11 l ‘\1‘69 0225 0 296.0
A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123971: Tetradecane, 2,6,10-trimethyl- ;
57.0 18.50

m/z 41.05 49.87%

5000
155.0

225.0
0‘\\\\‘\‘\l\l“\lu‘\l\”\\“‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 73 5-Octadecenoic acid, methyl... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.081 12.78 ng/ul 1057990  Phenanthrene-d10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecenoic acid, methyl ester 296 C19H3602 056554-45-1 84
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 83
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 64
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 64
5 9-Octadecenoic acid (Z)-, 2-hydr... 326 C20H3803 004500-01-0 62
Abundance Scan 2722 (19.081 min): BG063045.D\data.ms (-2711) (- | m/z 55.10 100.00%
54.1
5000 Wm«/b\w
01 265.3
206. i&od
329.3 .
- b e e OO m/z 41.10  92.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194410: 5-Octadecenoic acid, methyl ester
74.0
5000 —— :
19.00
264.0 m/z 69.15 73.95%
‘ ' 180.0 ‘
O\\‘\L“’\\M“J\m\‘ln\ll\lfl\\\J\\\“\\’\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
I \
19.00
5000 m/z 74.05 70.97%
264.0
Lo w00
O HWUWWWMMi‘“““‘u_“‘_““u“‘u“‘u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester . ‘
55.0 19.00
m/z 43.10 67.82%
5000
264.0
’ ‘ 180.0
: H‘u,I\mxwm.ﬂmmm»\MH I i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 75 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
19.645 2.49 ng/ul 250061  Chrysene-di12 21.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 81
2 Heptadecane 240 C17H36 000629-78-7 78
3 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 70
4 Nonadecane 268 C19H40 000629-92-5 60
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 58

Abundance Scan 2818 (19.645 min): BG063045.D\data.ms (-2814) (- | m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .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 76 (DEL) Alkane: Straight-Chai... Concentration Rank 77

R.T. EstConc Area Relative to ISTD R.T.
20.174 2.39 ng/ul 240535  Chrysene-di2 21.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Pentadecane 212 C15H32 000629-62-9 93
4 Octadecane 254 C18H38 000593-45-3 89
5 Heptadecane 240 C17H36 000629-78-7 89

Abundance Scan 2908 (20.174 min): BG063045.D\data.ms (-2905) (- | m/z 57.10 100.00%

57.1
5000

—— —
} ﬂ 2113 266.0 20.00 20.50
Ol hild “' b dept wwm 3284 402546135191 ./, 43,10  75.15%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane
57.0
5000 — ——

20.00 20.50
m/z 71.10 69.05%

\‘ ‘ |1JF.1:|3| [ \69022\60
‘\\\1[11!\]1\\1‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0

T
20.00 20.50

o

5000 m/z 85.10 66.56%
0 J ‘ g ‘1930169 0226.0
e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane T —7
57.0 20.00 20.50

m/z 41.05 46.32%

A‘ 113.0

(7, 2120
o‘HH_m,‘m_m_HWm_Mw_www

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:07:07 2024 Page: 55



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63045.D

Acqg On : 25 Sep 2024 22:39
Operator : RC/JU

Sample : P3879-16DL 10X
Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.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|
unknown-01 5.873 16.4 ng/ul 607949 1 7.853 739749 20.0
(DEL) Alkane: S... 6.355 14.0 ng/ul 517573 1 7.853 739749 20.0
(DEL) Alkane: S... 6.849 13.7 ng/ul 506346 1 7.853 739749 20.0
(DEL) Alkane: S... 6.907 9.8 ng/ul 362572 1 7.853 739749 20.0
Benzene, 1-ethy... 6.943 17.5 ng/ul 647728 1 7.853 739749 20.0
5-Nonanone 7.007 29.8 ng/ul 1100800 1 7.853 739749 20.0
Benzene, 1,2,3-... 7.078 10.1 ng/ul 372053 1 7.853 739749 20.0
Benzene, 1-ethy... 7.236 20.8 ng/ul 767582 1 7.853 739749 20.0
2-Heptanone, 4,... 7.277 47.5 ng/ul 1755830 1 7.853 739749 20.0
Butanoic acid, ... 7.366 8.5 ng/ul 314502 1 7.853 739749 20.0
(DEL) Alkane: S... 7.483 72.4 ng/ul 2677360 1 7.853 739749 20.0
1-Hexanol, 2-et... 7.924 106.7 ng/ul 3946520 1 7.853 739749 20.0
Mesitylene 7.971 14.6 ng/ul 538394 1 7.853 739749 20.0
Cyclohexanone, ... 8.282 133.4 ng/ul 4932920 1 7.853 739749 20.0
(DEL) Alkane: S... 8.323 18.9 ng/ul 698627 1 7.853 739749 20.0
Benzene, 1-meth... 8.394 15.4 ng/ul 569480 1 7.853 739749 20.0
(DEL) Alkane: S... 8.447 7.3 ng/ul 270620 1 7.853 739749 20.0
Benzene, 1l-ethy... 8.488 36.1 ng/ul 1336130 1 7.853 739749 20.0
(DEL) Alkane: S... 8.617 11.3 ng/ul 417477 1 7.853 739749 20.0
2-Tolyloxirane 8.652 13.5 ng/ul 499906 1 7.853 739749 20.0
Benzene, 2-ethy... 8.805 9.5 ng/ul 350310 1 7.853 739749 20.0
Benzene, 1-meth... 8.852 12.2 ng/ul 450217 1 7.853 739749 20.0
o-Cymene 8.958 27.6 ng/ul 1022610 1 7.853 739749 20.0
(DEL) Alkane: S... 9.081 48.9 ng/ul 1809890 1 7.853 739749 20.0
Hexanoic acid, 9.211 38.5 ng/ul 1423260 1 7.853 739749 20.0
(DEL) Alkane: S 9.434 5.4 ng/ul 658916 2 10.638 2437730 20.0
(DEL) Alkane: C 9.786 4.1 ng/ul 504095 2 10.638 2437730 20.0
(DEL) Alkane: C 10.909 3.4 ng/ul 412793 2 10.638 2437730 20.0
(DEL) Alkane: S 12.066 4.3 ng/ul 525209 2 10.638 2437730 20.0
(DEL) Alkane: C 12.101 2.6 ng/ul 323046 2 10.638 2437730 20.0
Butanoic acid, ... 13.235 19.2 ng/ul 1095550 3 14.487 1143150 20.0
(DEL) Alkane: S... 13.312 13.5 ng/ul 773985 3 14.487 1143150 20.0
Propanoic acid,... 13.447 22.1 ng/ul 1262580 3 14.487 1143150 20.0
2,6-Pyridinedia... 13.535 12.0 ng/ul 684729 3 14.487 1143150 20.0
Naphthalene, 1,... 13.658 18.4 ng/ul 1048560 3 14.487 1143150 20.0
Propanoic acid,... 13.752 35.5 ng/ul 2030110 3 14.487 1143150 20.0
Naphthalene, 2,... 13.805 10.5 ng/ul 598223 3 14.487 1143150 20.0
Butanoic acid, ... 13.987 10.6 ng/ul 606651 3 14.487 1143150 20.0
1-(benzo[d][1,3... 14.216 13.0 ng/ul 741534 3 14.487 1143150 20.0
(DEL) Alkane: S... 14.393 10.8 ng/ul 614335 3 14.487 1143150 20.0
4,6,8-Trimethyl... 14.698 7.4 ng/ul 421870 3 14.487 1143150 20.0
Phenol, 2,3,5,6... 15.027 9.8 ng/ul 558670 3 14.487 1143150 20.0
Octadecane, 1-i... 15.345 8.7 ng/ul 498381 3 14.487 1143150 20.0
(DEL) Alkane: S 16.208 8.9 ng/ul 739654 4 17.242 1656060 20.0
(DEL) Alkane: S 16.996 8.7 ng/ul 717305 4 17.242 1656060 20.0
(DEL) Alkane: S 17.736 7.4 ng/ul 613126 4 17.242 1656060 20.0
Pentadecanoic a 17.912 8.2 ng/ul 676109 4 17.242 1656060 20.0
(DEL) Alkane: S... 18.429 5.7 ng/ul 469063 4 17.242 1656060 20.0
5-Octadecenoic ... 19.081 12.8 ng/ul 1057990 4 17.242 1656060 20.0
(DEL) Alkane: S... 19.645 2.5 ng/ul 250061 5 21.484 2011930 20.0
(DEL) Alkane: S... 20.174 2.4 ng/ul 240535 5 21.484 2011930 20.0
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