LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024 4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc :

ALS Vvial : 21  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: BGO63053.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.057 160 165 171 rBV 95623 142445 0.58% 0.144%
2 4,315 203 209 215 rVvV 156515 230816 0.94% 0.234%
3 4.973 316 321 326 rBV 135363 199090 0.81% 0.202%
4 5.502 406 411 422 rBV 125591 257523 1.04% 0.261%
5 5.731 440 450 456 rVB5 63432 152010 0.62% 0.154%
6 5.872 468 474 487 rVB 158650 341560 1.39%  0.346%
7 6.172 518 525 532 rVV3 132991 228191 ©.93% 0.231%
8 6.354 551 556 564 rVB2 379777 601016 2.44% 0.609%
9 6.671 605 610 615 rBV2 120267 174074 0.71% 0.176%
106 6.941 650 656 661 rVW 246287 411376 1.67% 0.417%
11 7.000 661 666 674 rVWV 404254 665563 2.70% 0.674%
12 7.077 675 679 685 rVB 152143 233819 0.95% 0.237%
13 7.223 698 704 709 rVV2 319778 741344 3.01% 0.751%
14 7.282 709 714 722 rVB 1127525 1744074 7.08% 1.767%
15 7.370 722 729 740 rVB2 247164 436181 1.77% 0.442%
16 7.500 742 751 757 rBV3 485208 955328 3.88% 0.968%
17 7.852 799 811 816 rBV2 350363 766735 3.11% 0.777%
18 7.929 816 824 829 rVV 3149014 5970491 24.22% 6.049%
19 7.970 829 831 837 rVWV2 269355 426049 1.73% 0.432%
20 8.087 844 851 863 rVB 294873 689159 2.80% 0.698%
21 8.228 865 875 878 rBV3 80108 165126 ©.67% 0.167%
22 8.281 878 884 889 rVV 2349721 3987051 16.18% 4.040%
23  8.322 889 891 899 rVB 459511 635960 2.58% 0.644%
24  8.487 908 919 925 rBV7 202360 498705 2.02% 0.505%
25 8.651 940 947 955 rVB4 160531 355643 1.44% 0.360%
26 8.804 968 973 976 rBV 92626 155859 ©.63% 0.158%
27 8.845 976 980 986 rVB4 113508 219594 0.89% 0.222%
28 8.974 994 1002 1010 rVV3 245457 525852 2.13% 0.533%
29 9.274 1030 1053 1060 rBV4 808747 3449081 13.99% 3.494%
30 9.339 1060 1064 1070 rVV4 139462 310780 1.26%  0.315%
31 9.433 1074 1080 1085 rVB 442830 726848 2.95% 0.736%
32 9.562 1091 1102 1111 rVB2 329216 830491 3.37% 0.841%
33 9.638 1111 1115 1120 rVB2 180757 284544 1.15% 0.288%
34 9.703 1120 1126 1130 rBV 541375 964137 3.91% 0.977%
35 9.791 1136 1141 1146 rBV2 504957 831830 3.37% 0.843%

36 9.838 1146 1149 1153 rVV3 117223 184354 ©.75% 0.187%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024 4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc :

ALS Vvial : 21  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 9.891 1153 1158 1163 rVB2 172266 299280 1.21% 0.303%
38 10.161 1198 1204 1212 rBV4 138019 327721  1.33% 0.332%
39 10.243 1212 1218 1220 rBV5 93916 160897 0.65% 0.163%
40 10.273 1220 1223 1230 rVV7 106864 232205 0.94% 0.235%
41 10.337 1230 1234 1240 rVB6 100488 168484 0.68% 0.171%
42 10.408 1240 1246 1253 rBv2 297531 518480 2.10% 0.525%
43 10.525 1258 1266 1270 rBV3 187869 370397 1.50% 0.375%
44 10.572 1272 1274 1279 rVWW4 79694 133382 ©.54% 0.135%
45 10.637 1279 1285 1291 rVV2 620906 1258917 5.11% 1.275%
46 10.690 1291 1294 1301 rVV 213684 378190 1.53% 0.383%
47 10.772 1301 1308 1314 rVW5 266927 558311 2.27% 0.566%
48 10.854 1318 1322 1326 rVV 112904 173399 0.70% 0.176%
49 10.913 1326 1332 1335 rVvV 234517 417316 1.69% 0.423%
50 10.948 1335 1338 1345 rVV5 175513 360738 1.46%  0.365%
51 11.019 1345 1350 1359 rVB 473901 781968 3.17% 0.792%
52 11.148 1364 1372 1375 rBv3 95357 183888 0.75% 0.186%
53 11.395 1409 1414 1421 rVB2 99079 178849 0.73% 0.181%
54 11.595 1444 1448 1456 rVB8 109572 224890 0.91% 0.228%
55 11.906 1492 1501 1505 rBV5 173703 275790 1.12% 0.279%
56 11.988 1511 1515 1523 rVB5 76484 151675 ©.62% 0.154%
57 12.100 1530 1534 1540 rVB2 179688 254649 1.03% 0.258%
58 12.182 1542 1548 1554 rVB3 306356 538742 2.19% 0.546%
59 12.294 1563 1567 1573 rBV2 150092 266541 1.08% 0.270%
60 12.400 1580 1585 1591 rVB 189377 293340 1.19% 0.297%
61 12.470 1591 1597 1602 rBV6 143853 326425 1.32% 0.331%
62 12.576 1609 1615 1624 rBV5 123163 264659 1.07% 0.268%
63 12.735 1637 1642 1645 rBv4 101870 161388 ©.65% 0.164%
64 12.776 1645 1649 1658 rVV2 244709 411115 1.67% 0.417%
65 12.899 1666 1670 1680 rVB2 540306 952872 3.87% 0.965%
66 12.999 1681 1687 1691 rBv4 113842 201363 0.82% 0.204%
67 13.058 1691 1697 1701 rBV 367877 545718 2.21% ©.553%
68 13.234 1719 1727 1736 rBV 945019 1402360 5.69% 1.421%
69 13.328 1737 1743 1748 rBV5 156493 293323 1.19% 0.297%
70 13.410 1753 1757 1758 rVV3 93264 137279 0.56% 0.139%
71 13.446 1758 1763 1772 rW 889456 1652400 6.70% 1.674%
72 13.534 1772 1778 1784 rVB3 207475 407631 1.65% 0.413%
73 13.663 1789 1800 1809 rBV6 166479 573239 2.33% 0.581%
74 13.751 1809 1815 1825 rVV 1746650 2831062 11.49% 2.868%
75 13.839 1825 1830 1836 rVV4 335642 706931 2.87% 0.716%

76 13.992 1851 1856 1861 rBV 349669 508481 2.06% ©.515%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024 4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc :

ALS Vvial : 21  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 14.174 1883 1887 1890 rBV 101552 177913 ©.72% 0.180%
78 14.215 1890 1894 1896 rVV 466159 715096 2.90% ©.725%
79 14.245 1896 1899 1905 rVV 661006 1328450 5.39% 1.346%
80 14.286 1905 1906 1912 rVB4 158632 197239 0.80% 0.200%
81 14.486 1934 1940 1947 rVB 728847 1131902 4.59% 1.147%
82 14.797 1985 1993 1999 rBV3 354055 892814 3.62% 0.905%
83 14.867 2001 2005 2010 rVB2 318112 522706 2.12% 0.530%
84 15.032 2023 2033 2037 rBvV2 254871 493841 2.00% 0.500%
85 15.120 2037 2048 2060 rVB 5491239 8458137 34.32% 8.570%
86 15.478 2106 2109 2113 rVB2 163905 228372 0.93% 0.231%
87 15.584 2116 2127 2130 rBV9 99310 276579 1.12% 0.280%
88 15.625 2130 2134 2139 rVV 375999 636529 2.58% 0.645%
89 15.672 2140 2142 2149 rVB6 87204 132037 0.54% 0.134%
90 16.307 2246 2250 2255 rVB 528199 731203 2.97% 0.741%

91 16.518 2281 2286 2292 rBV2 109838 208628 0.85% 0.211%
92 16.900 2343 2351 2362 rBV 15209083 24648137 100.00% 24.973%
93 17.041 2370 2375 2380 rVB 581886 772339  3.13% 0.783%
94 17.235 2402 2408 2416 rVB 1141176 1694269 6.87% 1.717%
95 17.335 2419 2425 2430 rVB 196314 313076  1.27% ©.317%

96 18.522 2623 2627 2638 rVBS 59869 133455 0.54% 0.135%
97 19.627 2810 2815 2820 rVV 276316 383059 1.55% ©.388%
98 21.483 3125 3131 3141 rBV 1474260 2328288 9.45%  2.359%
99 24.309 3605 3612 3621 rVB2 152590 405796 1.65% 0.411%
100 24.521 3638 3648 3661 rVB2 942327 2513458 10.20% 2.547%

Sum of corrected areas: 98700317
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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: BG063053.D\data.ms

1.4e+07
1.2e+07
le+07
8000000
6000000
4000000

2000000

4087315  4.973 55625378.1985 eﬁw , SRELLT T e e DPASERRAT
0 T 1 T ‘ L ‘/\'_Y‘\ T ‘ T T 1T ‘ T T T T ‘ T T \ \ ‘ 11T ‘ T ‘ L ‘ T \ L ‘ T T 1T ‘ T T T T ‘ T T 1T ‘ 1T 17T ‘ T T 171 ‘ T T T \ ‘ \ T T \ ‘ T 1T 17T
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 1000 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG063053.D\data.ms
16.900

1.4e+07

1.2e+07

le+07

8000000

6000000 15.120

4000000

2000000 17.235 21.483

29990 1° 101 1108 335 18.522 19.627
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Time--> 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG063053.D\data.ms
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1.2e+07
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8000000
6000000
4000000

2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 3-Pentanone, 2,4-dimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
4.315 6.02 ng/ul 230816 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 80
2 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 72
3 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 56
4 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 47
5 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 45
Abundance Scan 209 (4.315 min): BG063053.D\data.ms (-203) (-) m/z 43.10 100.00%
3.1
5000 ﬁ
 RRAREEEEEEEES SRR
‘ 114.1 4.00 4.20 4.40 4.60
O bbb 2202 2811 3882 430 .71 19 43.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8580: 3-Pentanone, 2,4-dimethyl-
43.0
5000 L L B B B I L L
4.00 4.20 4.40 4.60
m/z 41.10 32.74%
‘ ‘ 114.0
O‘\‘\‘\ ’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #8562: 3-Pentanone, 2,4-dimethyl-
43.0
4.00 4.20 4.40 4.60
5000 m/z 39.10 16.98%
‘ ‘ 114.0
0‘HM‘;,H‘H““H‘H‘“H‘“HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0 4.00 4.20 4.40 4.60
m/z 70.10 11.44%
5000
‘ “ ‘ 114.0
ottt
m/z--> 0 50 100 150 200 250 300 350 400 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Benzene, 1,3-dimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
5.502 6.72 ng/ul 257523  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 93
2 p-Xylene 106 C8H10 000106-42-3 93
3 o-Xylene 106 C8H10 000095-47-6 91
4 p-Xylene 106 C8H10 000106-42-3 91
5 o-Xylene 106 C8H10 000095-47-6 91
Abundance Scan 411 (5.502 min): BG063053.D\data.ms (-406) (-) m/z 91.10 100.00%
91.1
5000
391 | e 5.20 5.40 5.60 5.80
ol kbl 44 1400189.4 2950 384.7 4290 ' m/z 106.10  56.67%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 UL AL B B R ]
5.20 5.40 5.60 5.80
m/z 105.10 27.45%
39.0 ‘
O \J\“\{‘if‘u\‘“!‘[“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5724 p-Xylene
91.0
TR W A A A W
5.20 5.40 5.60 5.80
5000 m/z 77.10 13.91%
39.0 ‘
0 Ju“{"u‘h“‘u‘“HH_H‘_H‘,m‘_m_m_m‘m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5729: 0-Xylene
91.0 5.20 5.40 5.60 5.80
m/z 92.10 12.50%
5000
39. ‘
m/z--> 50 100 150 200 250 300 350 400 450 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 p-Xylene Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.872 8.91 ng/ul 341560 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 p-Xylene 106 C8H10 000106-42-3 94
2 p-Xylene 106 C8H1e0 000106-42-3 93
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 93
4 p-Xylene 106 C8H10 000106-42-3 93
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 93
Abundance Scan 474 (5.872 min): BG063053.D\data.ms (-468) (-) m/z 91.10 100.00%
91.1
5000

i poL8 2671 , 5.60 5.80 6.00 6.20
eckbdbdd 20182671 3950 4988 548 n/7 106.10  51.96%

0 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5720: p-Xylene
91.0
5000 \‘\\\v
5.60 5.80 6.00 6.20
m/z 105.10 20.56%
Ow‘zz‘-Pi\””‘h“\H‘wH‘wH‘w‘H\‘Hw”H\HH\HHWHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5721: p-Xylene
91.0
R RS RARSRARSS A
5.60 5.80 6.00 6.20
5000 m/z 77.00 12.80%

27.
I PJL I h J

0 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5750: Benzene, 1,3-dimethyl-
91.0 5.60 5.80 6.00 6.20
m/z 92.10 8.61%
5000
0_2‘7‘{9{%“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 8 1-Pentanol, 2-ethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.354 15.68 ng/ul 601016 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 64
2 Hexane, 1-propoxy- 144 C9H200 053685-78-2 50
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 47
5 Octane, 4-methyl- 128 C9H20 002216-34-4 47
Abundance Scan 556 (6.354 min): BG063053.D\data.ms (-551) (-) m/z 43.10 100.00%
3.1
5000
05.1 ‘ 6.00 6.20 6.40 6.60
Ol | | 1634 2212 2809 38544007461 ./, 4119 70.43%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9471: 1-Pentanol, 2-ethyl-
43.0
5000
6.00 6.20 6.40 6.60
m/z 56.10 46.34%
171
O\\‘\‘ “h\‘\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24391: Hexane, 1-propoxy-
43.0
6.00 6.20 6.40 6.60
5000 m/z 85.20 43.88%
0 m‘“}m‘“‘wHHWH_m_MWH,HH,HHW
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61062: Hexane, 1,1'-oxybis-
43.0 6.00 6.20 6.40 6.60
m/z 69.10 43.53%
5000
ol M‘\ | |1150 1860 A
L e o e S RARRREESEE AR
m/z--> 0 50 100 150 200 250 300 350 400 450 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BG@63053.D

Acqg On : 26 Sep 2024  4:33

Operator : RC/JU

Sample : P3879-05DL 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

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 1@ Mesitylene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.941 10.73 ng/ul 411376  1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 90
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 656 (6.941 min): BG063053.D\data.ms (-650) (-) m/z 105.10 100.00%
105.1
5000 M
R R E R
39.0 } 6.60 6.80 7.00 7.20
oforfidild, 1931 2986 3850 4664 5361 ./, 12610  35.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10695: Mesitylene
105.0
5000 \\‘\\\\‘/\\\\\’\\\\‘\\\\’\
6.60 6.80 7.00 7.20
m/z 91.10 15.55%
39.0 i
O‘\\‘\J\\%H\”\‘\\‘J\U\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
P e
6.60 6.80 7.00 7.20
5000 m/z 77.10 11.25%
27.0 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.74%
5000
39.0 “‘
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Carbonic acid, hexyl prop-1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.282 45.49 ng/ul 1744070 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 83
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 80
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 46
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 46
5 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 40

Abundance Scan 714 (7.282 min): BG063053.D\data.ms (-709) (-) m/z 43.10 100.00%

43.1
5000

‘ ’ 09.1 7.00 7.20 7.40 7.60
bbb o 2168279.0 3445 4153 5136 n/z s58.05  48.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\

7.00 7.20 7.40 7.60
m/z 85.10  44.55%

0\“w‘whﬁpﬁ“‘w“w‘“w“‘w“‘w“H\“H!“H\“H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
7.00 7.20 7.40 7.60
5000 m/z 69.10 41.17%
‘ »09 0
0\”m‘NW**M**W**H\*H*\H**w**w‘*ww*w*vw**w**
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl- e alRRREN R
43.0 7.00 7.20 7.40 7.60

m/z 41.10 33.86%

5000
0“!

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 17:23:47 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.500 24.92 ng/ul 955328 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 CS9H12 000108-67-8 93
Abundance Scan 751 (7.500 min): BG063053.D\data.ms (-742) (-) m/z 105.10 100.00%
105.1
5000
39.1 7.20 7.40 7.60 7.80
O bjuhlld, 1738 _ 2811 35484160 8023 7 120.1p  49.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

J b )

5000 L B B LN LR
7.20 7.40 7.60 7.80
m/z 77.10 12.31%
39.0
O‘\\Jl\L#‘1‘“1“1‘“!“‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10695: Mesitylene
105.0 \j\
P e
7.20 7.40 7.60 7.80
5000 m/z 119.15 11.47%
39.0 ‘
T P B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 7.20 7.40 7.60 7.80
m/z 91.05 10.88%
5000
39.0
0“ML%MHAM%‘W“H“H“H“_“W“H“H“H“_“
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 17:23:48 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 1
R.T. EstConc Area Relative to ISTD R.T.
7.928 155.74 ng/ul 5970490 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 824 (7.928 min): BG063053.D\data.ms (-816) (-) m/z 57.10 100.00%
57.1
5000 J
A  ARRmEEEE R
‘ 1 7.60 7.80 8.00 8.20
ol hifli42 22122821 3674 5060 n/; 4119 57.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000
7.60 7.80 8.00 8.20
m/z 55.10 37.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
R RRARELE L,
7.60 7.80 8.00 8.20
5000 m/z 43.10 31.32%
oww‘w‘Hﬂ_u""m_m"""HH_m,w_ww‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15686: 2-Propyl-1-pentanol R E s
57.0 7.60 7.80 8.00 8.20
m/z 83.10  28.38%
) M
omm\‘ et Ao e
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 17:23:50 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 unknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.970 11.11 ng/ul 426049  1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carvyl angelate, cis- 234 C15H2202 1010383-30-1 43
2 (Z)-.gamma.-Atlantone 218 C15H220 108549-48-0 33
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 10

4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 10
5 Mesitylene 120 CS9H12 000108-67-8 10

Abundance Scan 831 (7.970 min): BG063053.D\data.ms (-829) (-) m/z 83.10 100.00%

83.1

-

5000
760 7.808.008.20
0.1 207.7265.9 e s
o_"ew“'L‘w‘wﬂ‘u‘hwwu‘H‘mH‘?T??:‘l‘mf"‘z““a?w_‘r’??; m/z 105.10  53.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116111: Carvyl angelate, cis-
83.0
5000
7.60 7.80 8.00 8.20
m/z 120.10 44.68%
ol 2oro
O‘\\\\MJ\M\“\!“‘ﬁT\‘\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #96753: (Z)-.gamma.-Atlantone
83.0
T T
7.60 7.80 8.00 8.20
5000 ITI/Z 119.15 22.45%
LR e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 55.10 21.07%
5000
39.0 ‘
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 17:23:52 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 15 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.087 17.98 ng/ul 689159 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Butoxypropan-2-yloxy)propan... 272 C15H2804 1000367-11-0 38
2 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 17
3 Nonanoic acid, 2-methylpentyl ester 242 C15H3002 1010360-66-6 16
4 2-Amino-5-methoxypyrimidin-4-ol 141 C5H7N302 004763-35-3 9

5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 9
Abundance Scan 851 (8.087 min): BG063053.D\data.ms (-844) (-) m/z 83.10 100.00%

3.1

5000 141.1

-

’ 7.80 8.00 8.20 8.40

Hul‘l"lmw"""?‘3‘4"9"‘“?"3‘5‘"7‘”””_‘593* m/z 43.05 55.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163448: 1-(1-Butoxypropan-2-yloxy)propan-2-yl 2-methy

o

141.0
83.0
5000 LU L B R B I B
7.80 8.00 8.20 8.40
m/z 141.05 51.43%
29. ‘
O \\ll\‘l\““‘\\\\‘\‘\\ “\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #125686: Oxalic acid, cyclohexyl pentyl ester
83.0

7.80 8.00 8.20 8.40
5000 m/z 56.15 28.57%

29.?]
L sy

=

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126247: Nonanoic acid, 2-methylpentyl ester
84.0 141.0 7.80 8.00 8.20 8.40
m/z 41.10 20.94%
5000
il
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:23:54 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.281 104.00 ng/ul 3987050 1,4-Dichlorobenzene-d4 7.852
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 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 53
Abundance Scan 884 (8.281 min): BG063053.D\data.ms (-878) (-) m/z 83.10 100.00%

83.1
5000

A e
M 112 8.00 8.20 8.40 8.60
i 1AL 264.6 341.4 497.9 5
i e L L L m/z 69.10 45.17%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0

o

S -

5000 PP e
8.00 8.20 8.40 8.60

m/z 55.10  34.65%

‘\\‘l\‘\“‘\l\‘\‘\‘i‘\]\-\H\h“.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0

8.00 8.20 8.40 8.60

o

5000 m/z 41.05 32.35%
J1sol L, 410
A e o e mm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60

m/z 140.20  29.49%

5000

1410

m/z-->

s

0 50 100 150 200 250 300 350 400 450 500 550

8.00 8.20 8.40 8.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:23:55 2024

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.322 16.59 ng/ul 635960 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 50
2 Malonic acid, isohexyl 3-methylb... 258 C14H2604 1010348-98-0 47
3 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 47

4 Octane, 4-methyl- 128 C9H20 002216-34-4 47
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 43

Abundance Scan 891 (8.322 min): BG063053.D\data.ms (-889) (-) m/z 43.10 100.00%

43.1

3

5000
| Fo‘gl s ssao w870 o 800820840860
0 ‘l‘w‘w“"um"u(Wm‘mquH‘Hmuwmwu:‘ m/z 71.10 41.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 UL L B L B B
8.00 8.20 8.40 8.60
m/z 58.10  32.53%
Ll popo
0\‘\\“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance  #145544: Malonic acid, isohexyl 3-methylbutyl ester
43.0

=

05.0 8.00 8.20 8.40 8.60
5000 m/z 84.10 27.75%

‘ Al 21\17‘}5.‘0 243.0

0 Hi“ R o e e RN M e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #90428: Dichloroacetic acid, 4-methylpentyl ester
43.0 8.00 8.20 8.40 8.60

m/z 85.10  25.92%

-

5000

-

Lol 1.1
e e s WAVEW.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:23:57 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 19 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.487 13.01 ng/ul 498705 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 55
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 55
3 o-Cymene 134 C10H14 000527-84-4 55
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
5 5H-5-Methyl-6,7-dihydrocyclopent... 134 C8H1@ON2 023747-48-0 55
Abundance Scan 919 (8.487 min): BG063053.D\data.ms (-908) (-) m/z 119.10 100.00%
119.1
5000 ST
207.0 3343 4613 ‘ 8.20 8.40 8.60 8.80
0! bl 2070 9343 4613 54T /7 72.65 58.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16995: p-Cymene
119.0
5000
8.20 8.40 8.60 8.80
m/z 57.05 51.57%
40 | ‘
O ‘\\‘\‘\\‘1\‘1\1‘1‘\““\” \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
PR A
8.20 8.40 8.60 8.80
5000 m/z 109.20 50.27%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene e A e R Y
119.0 8.20 8.40 8.60 8.80
m/z 105.10 41.63%
5000
41.0
obrhpbbin o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:23:58 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 1-Butoxypropan-2-yl pentanoate Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
8.651 9.28 ng/ul 355643 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butoxypropan-2-yl pentanoate 216 C12H2403 1000367-12-0 53
2 1-Butoxypropan-2-yl 3-methylbuta... 216 C12H2403 1000367-11-9 53
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 38
4 Pentanoic acid, 2-chlorophenyl e... 212 C11H13C1l02 104316-33-8 27
5 Valeric acid, 3-tridecyl ester 284 C18H3602 1000281-98-9 27
Abundance Scan 947 (8.651 min): BG063053.D\data.ms (-940) (-) m/z 105.10 100.00%
105.1

=

5000, 43.
“ 291.2 351.6 416.9 490.8 8.40 8.60 8.80 9.00
ol ihudglhy Iy 22122869 351.6 4169 4908 0757 19 85.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94100: 1-Butoxypropan-2-yl pentanoate
85.0
5000 AR A A A L e

8.40 8.60 8.80 9.00
m/z 85.10  82.75%

Al

\H‘\’Trrw‘uH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94110: 1-Butoxypropan-2-yl 3-methylbutanoate

Ly ‘143.0 201.0

o

3

85.0
R EEBRAAAREEE L
8.40 8.60 8.80 9.00
5000 ITI/Z 59.05 69.73%
29. ‘
obbbia 302000
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4342: Oxirane, tetramethyl- S RREE s e
59.0 8.40 8.60 8.80 9.00
m/z 43.05 47.31%
0 bbb e e A =i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.274 54.79 ng/ul 3449080 Naphthalene-d8 10.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phorone 138 C9H140 000504-20-1 43
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 38
3 Phorone 138 C9H140 000504-20-1 38
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 27
5 3-Fluorobenzoic acid, but-3-yn-2... 192 C11H9F02 1000292-60-0 22

Abundance Scan 1053 (9.274 min): BG063053.D\data.ms (-1030) (-) m/z 73.05 100.00%
3.0

5000
‘ Wﬁﬁ_z ‘ 9.00 9.20 9.40 9.60
0 il 2893 3069 3862 482 4 7 123.05  93.72%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #20146: Phorone
123.0
5000 55.0 L B B
9.00 9.20 9.40 9.60
m/z 88.05 72.06%
O‘ILIL“H‘\I
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
e
9.00 9.20 9.40 9.60
5000 m/z 55.05 40.85%
o130l | 1boo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20147: Phorone A BAAREEamEE SRR
123.0 9.00 9.20 9.40 9.60
m/z 41.10 39.84%
H /M\/\/\j\
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
9.339 4.94 ng/ul 310780 Naphthalene-d8 10.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, (E)- 98 C7H14 014686-13-6 22
2 2-Heptene, (E)- 98 C7H14 014686-13-6 22
3 2,4(3H,5H)-Furandione, 3-methyl- 114 C5H603 001192-51-4 16
4 Valeramide, N-propyl-N-(3-methyl... 213 C13H27NO 1000437-69-2 16
5 (2S)-2-Amino-3-methyl-1-(pyrroli... 212 C11H20ON202 1000502-02-4 16

Abundance Scan 1064 (9.339 min): BG063053.D\data.ms (-1060) (-) m/z 57.10 100.00%
57.1

3

5000
1114.2
Vo,
9.00 9.20 9.40 9.60
2072 2855  369.4 ‘
- 1‘;“ l‘ J'} b S 2090 SR 4720 h; 55010 97.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3720: 2-Heptene, (E)-
58.0
5000 T[T T[T T[T T I [rTTTy
9.00 9.20 9.40 9.60
H ‘ m/z 72.10 66.74%
O‘\\‘\‘1““\"{\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3723: 2-Heptene, (E)-
55.0
9.00 9.20 9.40 9.60
5000 ITI/Z 56.10 65.51%
0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8074: 2,4(3H,5H)-Furandione, 3-methyl-  RARRESESE RS
56.0 9.00 9.20 9.40 9.60
114.0 m/z 41.10  48.92%
) MAJ\N\/\W
o_m‘:‘u‘H“M“‘m,””_m_m_m,mwmwm e a L B
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 18
R.T. EstConc Area Relative to ISTD R.T.
9.433  11.55 ng/ul 726848 Naphthalene-d8 10.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 35
2 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 35
3 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 25
4 1-Butyl-1H-1,2,4-triazole 125 C6H11N3 006086-22-2 25
5 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 20

Abundance Scan 1080 (9.433 min): BG063053.D\data.ms (-1074) (-) m/z 69.10 100.00%
1

69
140.0
5000

‘ ‘ \ 2148 2950 4416 o 9.20 9.40 9.60 9.80
o bl 2148 2950 4416 8490 m/z s5.10  94.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7580: 3-Hexene, 2,3-dimethyl-
55.0
5000 L B L I BN B
9.20 9.40 9.60 9.80
m/z 41.10 79.30%
O\‘#JWJ“].]-E'O“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7637: 2-Pentene, 3-ethyl-2-methyl-
55.0
R ARRRRESREEREEES
9.20 9.40 9.60 9.80
5000 m/z 83.10 77 .62%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21532: Cyclopentanone, 3-butyl- R AAEAREAREES
83.0 9.20 9.40 9.60 9.80
m/z 111.10 66.91%
5000
Lo
0 e L e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
9.638 4.52 ng/ul 284544  Naphthalene-d8 10.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 47
2 Tridecane, 7-methylene- 196 C14H28 019780-80-4 38
3 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 38
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38

Abundance Scan 1115 (9.638 min): BG063053.D\data.ms (-1111) (-) m/z 56.10 100.00%

56.1
5000

A LS
1 Flll 2282 3 446.4 : 950 10.00
bbbt btl | 2282 3144 4464 5304 n/z 69.10  48.28%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3732: 1-Hexene, 2-methyl-
56.0

5000 1
9.50 10.00

m/z 41.10 42.86%

L
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71764: Tridecane, 7-methylene-
56.0

—
9.50 10.00

o

5000 m/z 57.10 37.37%
1 ‘1 L.o 196.0
o_‘}‘{,‘huuy‘ﬁm_muw_m,w_‘H_wmwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14158: 2H-Pyran-2-one, tetrahydro-5,6-dimethyl-, trans- —— el
56.0 9.50 10.00

m/z 55.10 30.98%

) W
0 “f““ | 1280

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:24:05 2024 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 unknown-04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.791  13.22 ng/ul 831830 Naphthalene-d8 10.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15NO3 073583-56-9 47
2 Oxalic acid, cyclohexyl octyl ester 284 C16H2804 1000309-31-0 47
3 N,N'-Bis(2,6-dimethyl-6-nitrosoh... 338 C18H30ON204 066737-12-0 43
4 1,5-Heptadien-4-one, 3,3,6-trime... 152 C10OH160 000546-49-6 43
5 1,5-Heptadien-4-one, 3,3,6-trime... 152 C10H160 000546-49-6 43

Abundance Scan 1141 (9.791 min): BG063053.D\data.ms (-1136) (-) m/z 83.10 100.00%

3.1
5000
39 1{ 9.50 10.00
143.2 ! !
0l H’ “H“ Ly “H‘ o 1931 2831 3417 4007 sz 55.10 29.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #60303: 2,6-Dimethyl-6-nitro-2-hepten-4-one
83.0
5000 —— e
9.50 10.00
29.0 m/z 56.10 23.78%
o lli | 13801850
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #178601: Oxalic acid, cyclohexyl octyl ester
83.0
P o
9.50 10.00
5000 m/z 43.10 18.21%
29| 1200
ol L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #245838: N,N'-Bis(2,6-dimethyl-6-nitrosohept-2-en-4-one —T— T
83.0 9.50 10.00
m/z 59.05 15.54%
5000
29.0
N - — L e
m/z--> 50 100 150 200 250 300 350 400 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 42
R.T. EstConc Area Relative to ISTD R.T.
10.161 5.21 ng/ul 327721 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 41
2 cis-2-Methyl-7-octadecene 266 C19H38 035354-39-3 40
3 Cyclooctanamine 127 C8H17N 005452-37-9 38
4 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 38
5 4-t-Butylcyclohexylamine 155 C10H21N 005400-88-4 38

Abundance Scan 1204 (10.161 min): BG063053.D\data.ms (-1198) (- | m/z 56.05 100.00%

56.0
5000

‘ “‘ 231.92886  396.7 474.4534.] 10.00 10.50
“H“H“ IlMJ‘M“H‘H“_‘H“H‘_“W‘H“H‘w m/z 43.05 51.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7552: 1-Heptene, 2-methyl-
56.0

o

5000 e —T
10.00 10.50
‘ m/z 83.10 44.64%
O‘\‘\‘H\“‘\‘1\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155975: cis-2-Methyl-7-octadecene
43.0
P 7
10.00 10.50
5000 ITI/Z 41.05 42.61%
1.0
oL LT se20 zsso
e e A A T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13617: Cyclooctanamine T T
56.0 10.00 10.50

m/z 55.10  42.40%

- MMMM
ﬂ l' | l \127 0 .

R o el :
miz-> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 31 unknown-05 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.408 8.24 ng/ul 518480 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl-, 1-meth... 158 C9H1802 000869-08-9 38
2 1,3-Propylene glycol, 0,0-di(piv... 244 C13H2404 1000308-76-6 38
3 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 37
4 Butanoic acid, 2-methyl-, 1-meth... 158 C9H1802 000869-08-9 33
5 Pentanoic acid, octyl ester 214 C13H2602 005451-85-4 25
Abundance Scan 1246 (10.408 min): BG063053.D\data.ms (-1240) (- | m/z 57.10 100.00%
57.1
- JJU“U\A
L[} | s 1050
obddl L) | 1920 2688 3580 4362 5178 ./, 4719 59.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35493: Butanoic acid, 2-methyl-, 1-methylpropyl ester
57.0
5000 R
10.50
m/z 85.05 44.37%
29.0
O H[!f"[\!\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127989: 1,3-Propylene glycol, O,0-di(pivaloyl)-
57.0
——
10.50
5000 m/z 69.05 36.42%
‘ 143.0
0 H‘HJMH‘HM“‘H“_“‘_“‘_"w“‘w“‘w“u“‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35356: Pentanoic acid, butyl ester —
57.0 10.50
m/z 103.15 25.72%
) A//\Mj\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

10.772 8.87 ng/ul 558311 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 95
2 Tetrahydrocarvone 154 C10H180 000499-70-7 53
3 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 47
4 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 43
5 Cyclohexane-1-carboxamide, N-(1-... 238 C14H26N20 1000269-92-1 43

Abundance Scan 1308 (10.772 min): BG063053.D\data.ms (-1301) (- | m/z 55.10 100.00%

55.1111.1
5000

T L —
H‘ \J nhl n\“

d\ ‘1949 3488 433.649 10.59 1109
Ly 1949 2758 3488 43364917 o991 10 94.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31187: Cyclohexanone, 2-methyl-5-(1-methylethyl)-
553.0 111.0

5000 e AN
10.50 11.00

m/z 69.10 67.86%

‘JL” . l
’\\\\‘\\\f‘f\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30993: Tetrahydrocarvone
111.0

= 7
55.0 10.50 11.00

5000 m/z 41.10 67.21%

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

Abundance  #273819: Cyclohexane, 1,4-dimethyl-2-octadecyl- —— ——
111.0 10.50 11.00

m/z 83.10  25.98%

5000
55.
0 ”{mmu 169.0 252.0309.0364.0

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00

o

=

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 36 (DEL) Alkane: Cyclic1@.913 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.913 6.63 ng/ul 417316  Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 46
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 46
3 1-(2-Methyl -1,2,4-triazol-3-yl)... 140 C6H12N4 1000411-26-7 43
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 38
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 38

Abundance Scan 1332 (10.913 min): BG063053.D\data.ms (-1326) (- | m/z 111.10 100.00%
111.1

5
[
=

5000
—r
‘ ‘ 206.9 1100
oL bbbk || 2069 278.1338.4 4088 4934 ./, 5519 61.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
5000 L
112.0 11.00
m/z 69.10 55.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
—r5
11.00
5000 ITI/Z 97.10 39.25%
112.0
OHMJ‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #20939: 1-(2-Methyl -1,2,4-triazol-3-yl)propan-1-amine —Y
111.0 11.00
m/z 41.10 38.77%

5000
42.0

Ammm

I
I L L B B R R B R B R R R R IR

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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

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

Peak Number 38 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.019 12.42 ng/ul 781968 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 53
2 2-Pyrrolidinone, 1-ethenyl- 111 C6HSONO 000088-12-0 35
3 1,2-Dimethylaziridine 71 C4HON 030757-96-1 32
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 25
5 1H-1,2,4-Triazole-3-carboxaldehy... 111 C4H5N30 056804-98-9 25

Abundance Scan 1350 (11.019 min): BG063053.D\data.ms (-1345) (-
56.0

m/z 56.05 100.00%

N

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

5000
145.2 . ‘
H ‘ [\ s | 11.00
ol byl | 2971 2821 3886 4589 820. ., gy 19  60.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 P ‘
11.00
m/z 69.05 48.94%
| \ ‘ 145.0
O‘\‘\IW‘L"‘\\\J\“\\”\f"‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6908: 2-Pyrrolidinone, 1-ethenyl-
56.0
T i
11.00
5000 ITI/Z 41.10 42 .85%
| \91.0
Oy e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #701: 1,2-Dimethylaziridine T ‘
56.0 11.00
m/z 55.10 40.51%
h WM
0l " !’, .t

T
11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
11.148 2.92 ng/ul 183888 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 43
2 Undecane, 3,3-dimethyl- 184 C13H28 017312-65-1 43
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 40
4 Fumaric acid, undecyl tetrahydro... 354 C20H3405 1000330-58-5 38
5 Z-1-Methoxy-2-hexene 114 C7H140 1000279-60-9 38

Abundance Scan 1372 (11.148 min): BG063053.D\data.ms (-1364) (- | m/z 43.10 100.00%

43.1
5000

112.1 — ——
11.00 11.50
ol "\ ! J'W Lo 2081 291 38544504 546 g1e5  70.06%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #33090: Decane, 4-methyl-
43.0
5000 s s
11.00 11.50

m/z 55.10  32.16%

l‘ | 112.0
O\\\‘1f“\}\i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59071: Undecane, 3,3-dimethyl-

71.0

T
11.00 11.50

5000 ITI/Z 57.05 28.78%
‘ 155.0
O‘Jh‘w“ﬁm“_“w“H‘H“_“w“u“u‘,u“_“w‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45494: Undecane, 5-methyl- 1 —
43.0 11.00 11.50
m/z 70.10  28.52%
5000
12.0
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00 11.50

SFAM-EPA-BG092524.MA.M Thu Sep 26 17:24:14 2024 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.

12.100 4.05 ng/ul 254649  Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decene, 7-methyl-, (Z)- 154 C11H22 074630-23-2 53
2 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 32
3 1-Undecyn-4-ol 168 C11H200 022127-86-2 25
4 Benzeneacetic acid, 4-chloro-, o... 280 C16H21C102 1000406-99-9 25
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 22

Abundance Scan 1534 (12.100 min): BG063053.D\data.ms (-1530) (- | m/z 55.10 100.00%

58.1
5000 111.2

S

199.2 12.00 12.50
. 4220 492

- ““w‘l\“l“l‘"}‘ bl L 3072 36894220 4920 0 69.10  80.89%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #31435: 2-Decene, 7-methyl-, (2)-
55.0

o

5000 T “
12.00 12.50
111.0 m/z 56.20 66.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41591: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-pro
69.0
—r ]
12.00 12.50
5000 ITI/Z 73.10 64 .70%
oalib bt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43327: 1-Undecyn-4-ol T ‘
69.0 12.00 12.50
m/z 41.10 58.21%
h WM\J\W
29.0
O‘ﬂ“Mn‘W‘%‘M“‘H“H‘,‘H“‘H“‘H“H“‘H“‘ —— —
m/z--> 50 100 150 200 250 300 350 400 450 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.182 8.56 ng/ul 538742 Naphthalene-d8 10.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,7-dimethyl- 140 C10H20 002050-81-9 30
2 3-Nonene, 2-methyl- 140 C1oH20 053966-53-3 30
3 2-Undecene, 7-methyl- 168 C12H24 1000061-83-0 27
4 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 27
5 Cyclopentanecarboxylic acid, 4-t... 296 C19H3602 1000280-58-6 27
Abundance Scan 1548 (12.182 min): BG063053.D\data.ms (-1542) (- | m/z 43.10 100.00%
43.1
5000
141.2
— —
h Il 2059 2808 3549 4638 535. 12.00 12:30
b Al g il 2099 2898 354.9 4638 535 m/z 97.10  76.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20697: 2-Octene, 2,7-dimethyl-
69.0
5000 CUAL CASd
12.00 12.50
‘ ‘ 140.0 m/Z 69.10 74 .68%
O\\“l’\‘\‘“\J‘\\\[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #20673: 3-Nonene, 2-methyl-
69.0
= ]
12.00 12.50
5000 m/z 56.10 61.01%
H 140.0
o' # Aﬂ‘ul_‘H“H‘_‘H‘H“_‘H‘H‘W“H‘H‘w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43507: 2-Undecene, 7-methyl- — T
43.0 12.00 12.50
m/z 71.10 60.95%
5000
111.0
oLl o M YHY
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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 (DEL) Alkane: Cyclicl12.735 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
12.735 2.85 ng/ul 161388 Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (1,1-dimethylethyl)- 126 C9H18 003875-52-3 47
2 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
3 Urea, N,N'-di-2-propenyl- 140 C7H12N20 001801-72-5 27
4 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27
5 N-Bromo-2-methylaziridine, 1,2-t... 135 C3H6BrN 020012-79-7 27

Abundance Scan 1642 (12.735 min): BG063053.D\data.ms (-1637) (- | m/z 56.10 100.00%
1

586.
5000 111.1

—_
180.2 1250 1300

2415 318.8 387.0444.8 518.
A 3870, m/z 57.10 93.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13277: Cyclopentane, (1,1-dimethylethyl)-
56.0

5000

o

m/z 55.10 46.81%

‘ 111.0
O\H“M“*“!L‘w“H\H‘w“H\H*W**H\H‘w“H\H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7552: 1-Heptene, 2-methyl-

56.0

5000 m/z 75.10 46.21%
[l
o_u‘WJu,“‘H_HWHwHH_ww_www
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21022: Urea, N,N'-di-2-propenyl-
56.0 12.50 13.00

m/z 111.10 41.67%

LU oo MM

DR

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 51 Butanoic acid, butyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.234 24.78 ng/ul 1402360  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50
3 Propanoic acid, 2-methyl-, octyl... 200 C12H2402 000109-15-9 50
4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 43
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 40

Abundance Scan 1727 (13.234 min): BG063053.D\data.ms (-1719) (- | m/z 89.05 100.00%

89.0
5000

Lra 00 13.50

’ . 13.00 13.50
A Ll 2726 3513 4205 B28. . 5619 85.35%

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

5000 Pt S ey
13.00 13.50

m/z 71.10 74.16%

5041 1440
\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24132: Butanoic acid, butyl ester
71.0

== =
13.00 13.50

5000 m/z 43.10 72.94%

0l5-&’\ ‘ ||, 144.0

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

#75816: Propanoic acid, 2-methyl-, octyl ester T — T
43.0 13.00 13.50

m/z 41.10 43.40%

(1T M

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.446  29.20 ng/ul 1652400  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 45
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 45
5 Succinic acid, but-3-yn-2-yl tet... 254 C13H1805 1000390-71-3 38
Abundance Scan 1763 (13.446 min): BG063053.D\data.ms (-1758) (- | m/z 71.10 100.00%
71.1
- M
1] 1250
143.1 :
ol AL 71852 2827 3107 879! . 43.19  51.50%
m/z--> 50 100 150 200 250 300 350
Abundance #24299: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
5000 1
13.50
29. m/z 56.10 44.23%
O\\M\ML“‘H\‘\H]%]-\{.(\)\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
13.50
5000 ITI/Z 69.10 36.69%
29. ‘
ol AWty 8440
m/z--> 50 100 150 200 250 300 350
Abundance #24129: Butanoic acid, butyl ester —
71.0 13.50
m/z 41.10 33.77%
5000
29.
oo N\
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 56 3,8-Decanedione, 2,9-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.663 10.13 ng/ul 573239  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,8-Decanedione, 2,9-dimethyl- 198 C12H2202 001490-37-5 53
2 2-Pyrimidinamine, 4-methyl-5-(1-... 151 C8H13N3 1000460-76-8 38
3 Benzeneacetic acid, 4-fluoro- 154 C8H7F02 000405-50-5 38
4 2-Fluorobenzyl isothiocyanate 167 C8H6FNS 064382-80-5 38
5 Glutaric acid, 2-fluorobenzyl pr... 282 C15H19F04 1000377-66-8 38

Abundance Scan 1800 (13.663 min): BG063053.D\data.ms (-1789) (- | m/z 109.10 100.00%

109.1
5000
41.1

13.50 14.00
0o boblidighly 2959 2911 388.9416.8 842 o1 0 46 6oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73607: 3,8-Decanedione, 2,9-dimethyl-
43.0 109.0
5000 e e
13.50 14.00
m/z 41.10 23.09%

‘ 198.0

O‘H\ ‘L\“\\‘I\“ ‘\h\‘\‘\\\\'\“‘\\\\‘\\H‘\H\‘H\\‘\\\\‘\\H‘\H\‘\

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

Abundance #28693: 2-Pyrimidinamine, 4-methyl-5-(1-methylethyl)-
109.0

7 T
13.50 14.00

5000 m/z 156.20 23.06%
43.0
O‘uWN‘Wﬂu"Jw“u‘u"_“w“u‘u“_“w“u“u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32052: Benzeneacetic acid, 4-fluoro-
109.0 13.50 14.00

m/z 82.05 22.88%

5000
39. ‘ ‘
0 Ll

\ TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 Propanoic acid, 2-methyl-, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.751 50.02 ng/ul 2831060  Acenaphthene-d10 14.486
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 74
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 72
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72

Abundance Scan 1815 (13.751 min): BG063053.D\data.ms (-1809) (- | m/z 89.10 100.00%
1

89
5000

173.2 13.50 14.00
ol MLl LT 2s09s110 a3 s124 "5 16 09 68
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24133: Butanoic acid, butyl ester
71.0
5000

13.50 14.00
m/z 71.10 92.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0

T
13.50 14.00

o

5000 m/z 43.10 67.77%
27.
ol Ay a3
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester —= ==
43.0 13.50 14.00

m/z 41.10 43.86%

5000
0 Il J

B -

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 58 unknown-06 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.839 12.49 ng/ul 706931  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfone 94 C2H602S 000067-71-0 43
2 Bicyclo[4.2.0]oct-4-ene-7,7-dica... 200 C13H16N2 1000163-03-5 43
3 Cyclopentane, 1,3-bis(methylene)- 94 C7H10 059219-48-6 43
4 1,4-Cyclohexadiene, 1-methyl- 94 C7H1e0 004313-57-9 43
5 3,4-DIMETHYL-1H-PYRROLE 95 C6HON 000822-51-5 30
Abundance Scan 1830 (13.839 min): BG063053.D\data.ms (-1825) (- | m/z 79.10 100.00%
79.1
5000 178.2

P ey
13.50 14.00

s \\M‘H\.“\M oLl 241220703504 4123462,

0 Frrtfhy bbb e T S m/z 94.05  74.95%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2838: Dimethyl sulfone
79.0
5000 o N
15.0 13.50 14.00

m/z 178.15  45.80%

O\‘\“i\h‘\m“\"‘\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #76009: Bicyclo[4.2.0]oct-4-ene-7,7-dicarbonitrile, 4,8,8-t

94.0
- ey
13.50 14.00
5000 410 m/z 95.10 42 .66%
H 158.0
e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2952: Cyclopentane, 1,3-bis(methylene)- T L
79.0 13.50 14.00
m/z 77.05 27.43%
5000
1l
0 H‘u!"“u“u N o ]
m/z--> 0 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

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092524\

BGO63053.D

: 26 Sep 2024  4:33
: RC/JU
: P3879-05DL 10X

: 21 Sample Multiplier: 1

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 59 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.002  8.98 ng/ul 508481 Acenaphthene-dle 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 Cl6H3@04 006846-50-0 50

000097-85-8 43
1010390-72-6 38
000918-85-4 38
074367-31-0 37

2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602

3 Succinic acid, 8-chlorooctyl tet... 348 C17H29C105
4 1-Penten-3-o0l, 3-methyl- 100 C6H120

5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403

Abundance Scan 1856 (13.992 min): BG063053.D\data.ms (-1851) (- | m/z 71.10 100.00%
71.1
- \A«/\J\J\gukam
el
1 “ ‘ | 145.2 14.00
ol dbull [ 2082 2891 3561 4709 588 /. 4319 45.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 T T
14.00
m/z 89.10 39.46%
0 \“\MJ“{\\‘\Ll\l‘%\\\‘%‘\7\‘3\.\0’\\2\4.\3‘-\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24299: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
14.00
5000 ITI/Z 41.10 27.79%
olliiigee
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #257307: Succinic acid, 8-chlorooctyl tetrahydrofurfuryl e T
71.0 14.00
m/z 56.15 21.45%
5000
oL |14 | | 147.0203.0 265.0
R LA a e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 60 Butyric acid, tetradecyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.245  23.47 ng/ul 1328450  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, tetradecyl ester 284 C18H3602 006221-98-3 78
2 Butyric acid, pentadecyl ester 298 (C19H3802 125164-51-4 78
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 64
4 Butyric acid, hexadecyl ester 312 C20H4002 006221-99-4 64
5 Butyric acid, octadecyl ester 340 C22H4402 013373-83-6 64

Abundance Scan 1899 (14.245 min): BG063053.D\data.ms (-1896) (- | m/z 89.10 100.00%
89.1
- 'L JL
39 ]( ‘ 143.2 ‘ 14. 00 14 50
ol [, 2089 3443 4214 486. ., 7119 68.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179132: Butyric acid, tetradecyl ester
89.0
5000 e o
14.00 14.50
29. } m/z 43.10 42.30%
196.0
O\H\J‘H}‘ ‘\“\]rfff)\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197308: Butyric acid, pentadecy! ester
89.0
= =
14.00 14.50
5000 m/z 56.10 30.94%
29. }
210 0
UMM g 200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #47011: Butanoic acid, hexyl ester JL
71.0 14.00 14.50
m/z 55.10 30.36%
5000
‘ 154.0
ol e o =
m/z--> 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 : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21

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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.797 15.78 ng/ul 892814  Acenaphthene-die 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-2-hexene 98 C7H14 017618-77-8 43
2 2-Undecene, (E)- 154 C11H22 000693-61-8 43
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43

Abundance Scan 1993 (14.797 min): BG063053.D\data.ms (-1985) (- | m/z 55.10 100.00%
55.1

-

5000
123.2 T —
Wl \M lLlae7o 2660 3207 seosazsi P
O bbb e e e S m/z 41.10 70.29%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3724 3-Methyl-2-hexene
41.0
5000 — —
14.50 15.00
m/z 70.10 65.88%
} 98.0
O‘\\“\\“\J\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #31404: 2-Undecene, (E)-
53.0
e, —]
14.50 15.00
5000 ITI/Z 69.10 60.27%
‘ “ 154.0
Y
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3772: 1-Pentene, 2,3-dimethyl- — —
41.0 14.50 15.00
m/z 56.10 54.61%
5000
Il
o_h‘ﬂf“ﬂH’_m_m‘mwm‘m‘,mwm‘m bl e
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 63 Cyclohexanone, 2-cyclohexyl... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.867 9.24 ng/ul 522706  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 80
2 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 70
3 2-(1-Cyclohexenyl)cyclohexanone 178 C12H180 001502-22-3 68
4 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 64
5 1,3-Cyclopentadiene, 5,5-dimethy... 178 C13H22 1000163-88-0 59
Abundance Scan 2005 (14.867 min): BG063053.D\data.ms (-2001) (- | m/z 149.05 100.00%
149.1
5000 79.0 m
M T T ‘ T
‘ ‘ ‘ J 14.50 15.00
ob bbbl |21112698329.2 42684854 .0 79 o5 s5e.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52849: Cyclohexanone, 2-cyclohexylidene-
149.0
81.0
5000 ik pan
14.50 15.00
‘ ” m/z 178.20  42.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52850: Cyclohexanone, 2-cyclohexylidene-
149.0
9.0 14.50 15.00
5000 ’ m/z 91.15 33.30%
0 "’H”MJJ‘\‘I' m!‘WH‘HH“H“HHWHWHWH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52837: 2-(1-Cyclohexenyl)cyclohexanone i ——
149.0 14.50 15.00
m/z 93.10 32.30%
5000
81.0
0 'J“LLMLAJ N ey s
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 64 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.032 8.73 ng/ul 493841  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
3 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 98
4 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 98
5 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 97

Abundance Scan 2033 (15.032 min): BG063053.D\data.ms (-2023) (- | m/z 231.90 100.00%

231.9
5000
41.1 991 ‘16}79 ) 15.00 |
ol A ikl ‘J‘Hu‘ I, “L‘ﬂu Ay 3329 4141 5455 mjz 229.90  78.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-
232.0
5000 — :
15.00
131.0 m/z 233.90  39.16%
%l 1]
0 ‘\\\h\l‘}“\‘\lu\“l‘hfmf‘\‘\}\\“\\ L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #111921: Phenol, 2,3,4,6-tetrachloro-
232.0
T \
15.00
5000 ITI/Z 165.90 18.10%
131.0
61.0 ‘ H
PV Y VO 8 P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #111916: Phenol, 2,3,5,6-tetrachloro- — ‘
232.0 15.00
m/z 168.00 17.52%
131.0
5000
61.0
0\..Jh.km...”..H\!Lx -,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 66 1,1'-(4-Hydroxy-6-isopropyl... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.307 8.63 ng/ul 731203  Phenanthrene-di10 17.235
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-(4-Hydroxy-6-isopropyloxy-1... 236 C13H1604 1000454-72-6 60
2 3-Ethylphenol, TBDMS derivative 236 C14H240Si 1000333-41-2 43
3 1,1'-(4-Hydroxy-6-(2-methylpropy... 250 C14H1804 1010454-72-7 38
4 1,1'-(4-hydroxy,6-(3-methylbutyl... 264 C15H2004 1000454-68-8 38
5 Benzothiazole-5-carboxylic acid 179 C8H5NO2S 1000318-45-8 38

Abundance Scan 2250 (16.307 min): BG063053.D\data.ms (-2246) (- | m/z 179.15 100.00%
179.2

1211
5000

—

43.1

236.2

— ——

’ ‘ 16.00 16.50
“HVNMWWM1knW‘upiww‘?gﬁﬁ“‘w4999w“w‘ﬁgﬁﬁ m/z 121.10  54.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #118214: 1,1'-(4-Hydroxy-6-isopropyloxy-1,3-phenylene)t
179.0

o

:
S

5000 _= S
16.00 16.50
43.0 m/z 123.10 46.63%
O‘\\l\‘#‘“\‘\‘f]-\‘o‘ﬁlfo\\[\h\ \\‘\Zf‘s\?.‘?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #118495: 3-Ethylphenol, TBDMS derivative
179.0
st ety
16.00 16.50
5000 m/z 165.10 23.20%
236.0
73.0
oSt bl b
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #135596: 1,1'-(4-Hydroxy-6-(2-methylpropyl)oxy-1,3-phe (s Pl
179.0 16.00 16.50
m/z 43.10 21.19%

5000

43.0

235.0

T O N — SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024  4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc

ALS vial : 21 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 68 2-Iodo-6-methylheptane Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
17.041 9.12 ng/ul 772339  Phenanthrene-di10 17.235
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Iodo-6-methylheptane 240 C8H171 088373-60-8 53
2 Thiazole, 2,4-dimethyl- 113 C5H7NS 000541-58-2 50
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 50
4 Thiazole, 2,5-dimethyl- 113 C5H7NS 004175-66-0 47
5 Undeca-4,8-dione 184 C11H2002 013505-35-6 47
Abundance Scan 2375 (17.041 min): BG063053.D\data.ms (-2370) (- | m/z 71.10 100.00%
71.1
185.2
5000
RN \
‘ | ‘ 17.00
bbbl b 4 27LL 8522 4487 549 m/z 113.20  89.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124129: 2-lodo-6-methylheptane
1138.0
43.
5000 g s :
17.00
m/z 57.10 87.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7803: Thiazole, 2,4-dimethyl-
113.0
T \
17.00
5000 m/z 185.20 59.03%
45.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\m
Abundance #67276: Octane, 2-bromo- Nt e
57.0 17.00
m/z 43.10  35.39%
) W\AJ\M
ol \ I 141.0
R R e o e R P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63053.D

Acqg On : 26 Sep 2024 4:33
Operator : RC/JU

Sample : P3879-05DL 10X
Misc :

ALS Vvial : 21  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|
3-Pentanone, 2,... 4.315 6.0 ng/ul 230816 1 7.852 766735 20.0
Benzene, 1,3-di... 5.502 6.7 ng/ul 257523 1 7.852 766735 20.0
p-Xylene 5.872 8.9 ng/ul 341560 1 7.852 766735 20.0
1-Pentanol, 2-e... 6.354 15.7 ng/ul 601016 1 7.852 766735 20.0
Mesitylene 6.941 10.7 ng/ul 411376 1 7.852 766735 20.0
Carbonic acid, 7.282 45.5 ng/ul 1744070 1 7.852 766735 20.0
Benzene, 1,2,3-... 7.500 24.9 ng/ul 955328 1 7.852 766735 20.0
1-Hexanol, 2-et... 7.928 155.7 ng/ul 597049 1 7.852 766735 20.0
unknown-01 7.970 11.1 ng/ul 426049 1 7.852 766735 20.0
unknown-02 8.087 18.0 ng/ul 689159 1 7.852 766735 20.0
Cyclohexanone, 8.281 104.0 ng/ul 3987050 1 7.852 766735 20.0
2-Heptanone, 4,... 8.322 16.6 ng/ul 635960 1 7.852 766735 20.0
p-Cymene 8.487 13.0 ng/ul 498705 1 7.852 766735 20.0
1-Butoxypropan-... 8.651 9.3 ng/ul 355643 1 7.852 766735 20.0
unknown-03 9.274 54.8 ng/ul 3449080 2 10.637 1258920 20.0
(DEL) Alkane: S... 9.339 4.9 ng/ul 310780 2 10.637 1258920 20.0
(DEL) Alkane: S... 9.433 11.6 ng/ul 726848 2 10.637 1258920 20.0
(DEL) Alkane: S... 9.638 4.5 ng/ul 284544 2 10.637 1258920 20.0
unknown-04 9.791 13.2 ng/ul 831830 2 10.637 1258920 20.0
(DEL) Alkane: S... 10.161 5.2 ng/ul 327721 2 10.637 1258920 20.90
unknown-05 10.408 8.2 ng/ul 518480 2 10.637 1258920 20.0
Cyclohexanone, ... 10.772 .9 ng/ul 558311 2 10.637 1258920 20.0
(DEL) Alkane: C... 10.913 6.6 ng/ul 417316 2 10.637 1258920 20.0
2,4-Dipropyl-5-... 11.019 12.4 ng/ul 781968 2 10.637 1258920 20.90
(DEL) Alkane: S... 11.148 2.9 ng/ul 183888 2 10.637 1258920 20.0
(DEL) Alkane: S... 12.100 4.0 ng/ul 254649 2 10.637 1258920 20.0
(DEL) Alkane: S... 12.182 8.6 ng/ul 538742 2 10.637 1258920 20.0
(DEL) Alkane: C 12.735 2.9 ng/ul 161388 3 14.486 1131900 20.0
Butanoic acid, 13.234 24.8 ng/ul 1402360 3 14.486 1131900 20.0
Propanoic acid,... 13.446 29.2 ng/ul 1652400 3 14.486 1131900 20.0
3,8-Decanedione... 13.663 10.1 ng/ul 573239 3 14.486 1131900 20.0
Propanoic acid,... 13.751 50.0 ng/ul 2831060 3 14.486 1131900 20.0
unknown-06 13.839 12.5 ng/ul 706931 3 14.486 1131900 20.0
2,2,4-Trimethyl... 13.992 9.0 ng/ul 508481 3 14.486 1131900 20.0
Butyric acid, t... 14.245 23.5 ng/ul 1328450 3 14.486 1131900 20.0
(DEL) Alkane: S... 14.797 15.8 ng/ul 892814 3 14.486 1131900 20.0
Cyclohexanone, ... 14.867 9.2 ng/ul 522706 3 14.486 1131900 20.0
Phenol, 2,3,5,6... 15.032 8.7 ng/ul 493841 3 14.486 1131900 20.0
1,1'-(4-Hydroxy... 16.307 8.6 ng/ul 731203 4 17.235 1694270 20.0
2-Iodo-6-methyl... 17.041 9.1 ng/ul 772339 4 17.235 1694270 20.0
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