LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62994.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.323 375 380 381 rBV3 3184 3929 0.36% 0.064%
2 5.370 384 388 391 rVB3 3476 5019 0.45% 0.082%
3 5.758 448 454 457 rVB3 3205 6397 0.58% 0.104%
4 5.793 457 460 462 rBvV2 4031 4317 ©0.39% 0.070%
5 5.887 471 476 481 rVB4 23187 37524 3.40% 0.613%
6 6.346 552 554 556 rBV3 5712 5462 ©.49% 0.089%
7 6.422 564 567 573 rBV3 8908 14434 1.31% 0.236%
8 6.469 573 575 578 rBV4 3656 4104 0.37% 0.067%
9 6.498 578 580 584 rBV5 7591 10634 0.96% 0.174%
10 6.616 598 600 604 rVB2 4508 3695 ©0.33% 0.060%
11 6.686 611 612 616 rVB3 4330 4040 0.37% 0.066%
12 6.733 616 620 622 rBV2 5659 7208 0.65% 0.118%
13 6.821 631 635 636 rBv 7689 7171 0.65% 0.117%
14 6.845 637 639 645 rVW4 16245 24805 2.24%  0.405%
15 6.910 647 650 653 rVw2 16381 22677 2.05% 0.370%
16 6.951 654 657 661 rVW3 20938 31638 2.86% 0.516%
17 7.021 664 669 675 rV4 29119 55826 5.05% 0.911%
18 7.086 676 680 684 rVB3 11512 16122 1.46% 0.263%
19 7.174 691 695 697 rBV3 3151 3968 0.36% 0.065%
20 7.192 697 698 702 rVB2 5625 4172 0.38% 0.068%
21 7.250 704 708 711 rVV3 10890 16024 1.45% 0.262%
22 7.280 711 713 719 rVB 17975 22962 2.08% 0.375%
23 7.485 743 748 759 rVB3 73936 151704 13.73% 2.476%
24 7.762 790 795 796 rBV3 5321 9205 0.83% 0.150%
25 7.856 805 811 817 rBvV2 89136 162120 14.67% 2.646%
26 7.920 818 822 826 rVB3 21283 32261 2.92% 0.527%
27 8.049 840 844 846 rBVS 7371 10274 0.93% 0.168%
28 8.279 878 883 889 rBvVv3 21709 42242  3.82% ©0.690%
29 8.337 889 893 898 rBV6 8015 12900 1.17% 0.211%
30 8.390 898 902 908 rVB6 14725 30350 2.75% 0.495%
31 8.443 908 911 915 rBv4 11802 14144  1.28% 0.231%
32 8.490 916 919 921 rBV3 14644 19721 1.78% 0.322%
33 8.619 938 941 944 rBv4 14286 21170 1.92% 0.346%
34 8.813 968 974 977 rBV3 10465 17011 1.54% 0.278%
35 8.931 991 994 995 rBv2 4037 5002 0.45% 0.082%
36 8.960 995 999 1002 rvv4 11329 16524 1.50% 0.270%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION
37 9.084 1016 1020 1026 rVB2 64777 94952  8.59% 1.550%
38 9.201 1030 1040 1046 rBV9 10080 32750  2.96% 0.535%
39 9.436 1076 1080 1085 rVB6 6540 10673 0.97% 0.174%
40  9.489 1085 1089 1091 rBV3 4493 6633 0.60% 0.108%
41  9.536 1095 1097 1099 rBvV2 5575 6073 ©.55% 0.099%
42 9.730 1125 1130 1134 rBV7 8803 18297 1.66% 0.299%
43 9.906 1156 1160 1162 rBvV3 5675 8719 0.79% 0.142%
44  9.994 1173 1175 1179 rVB5 7304 9761 ©0.88% 0.159%
45 10.182 1204 1207 1208 rBvV2 4977 5161 ©0.47% ©0.084%
46 10.276 1219 1223 1226 rBV5 7557 9968 0.90% 0.163%
47 10.341 1230 1234 1239 rVB3 6097 9630 0.87% 0.157%
48 10.417 1245 1247 1249 rBvV2 3880 3727 0.34% 0.061%
49 10.511 1259 1263 1264 rBv2 3586 3814 0.35% 0.062%
50 10.552 1267 1270 1273 rVB4 5511 4532 0.41% 0.074%
51 10.641 1276 1285 1292 rVV2 164443 331498 30.00% 5.411%
52 10.764 1300 1306 1312 rBV5 16856 39432 3.57% 0.644%
53 10.864 1320 1323 1325 rBV2 3168 3796 0.34% 0.062%
54 10.917 1329 1332 1334 rBV4 6244 6785 0.61% 0.111%
55 11.022 1345 1350 1356 rBV2 24311 41175 3.73% 0.672%
56 11.146 1367 1371 1379 rVB3 13531 25111 2.27% 0.410%
57 11.481 1426 1428 1434 rVB4 3364 5708 ©.52% 0.093%
58 11.545 1435 1439 1440 rBvV3 5275 5868 ©.53% 0.096%
59 11.675 1457 1461 1466 rBv4 15976 24606 2.23% 0.402%
60 11.910 1493 1501 1506 rBV5 16711 30783 2.79% 0.502%
61 12.068 1521 1528 1532 rBV3 24366 42370 3.83% 0.692%
62 12.104 1532 1534 1539 rVB3 15373 18477 1.67% 0.302%
63 12.151 1539 1542 1544 rBV2 3421 3814 0.35% 0.062%
64 12.315 1564 1570 1575 rVB3 27210 45099 4.08% 0.736%
65 12.480 1593 1598 1599 rBvV2 12861 17624 1.60% 0.288%
66 12.527 1603 1606 1609 rBV4 8561 11145 1.01% 0.182%
67 12.685 1631 1633 1635 rBv4 3987 3592 ©0.33% 0.059%
68 12.973 1680 1682 1684 rVB3 4773 3702 0.34% 0.060%
69 13.208 1717 1722 1723 rBV2 3007 4167 0.38% 0.068%
70 13.237 1723 1727 1731 rVV4 8946 12870 1.16% 0.210%
71 13.314 1734 1740 1747 rBV3 29389 48215 4.36% ©0.787%
72 13.537 1772 1778 1781 rBV5 11405 20073 1.82% 0.328%
73 13.661 1794 1799 1800 rBV4 11148 16665 1.51% 0.272%
74 13.749 1810 1814 1818 rVB5 12264 18089 1.64% 0.295%
75 13.813 1821 1825 1829 rBV5S 9506 16692 1.51% 0.272%
76 13.890 1836 1838 1844 rVB3 19526 22592 2.04% 0.369%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION

77 14.395 1919 1924 1928 rBV2 33753 47370  4.29% 0.773%
78 14.489 1934 1940 1946 rVB 245375 392945 35.56% 6.414%
79 14.700 1972 1976 1977 rBV3 11612 12969 1.17% 0.212%
80 15.118 2043 2047 2054 rVB3 50666 82264 7.45% 1.343%
81 15.253 2066 2070 2074 rBV7 10218 16404 1.48% 0.268%
82 15.347 2083 2086 2089 rVB 30540 36999 3.35% 0.604%
83 15.476 2106 2108 2114 rVB3 21043 28940 2.62% 0.472%
84 15.846 2169 2171 2177 rVB6 12607 16705 1.51% 0.273%
85 16.210 2229 2233 2235 rBV2 32006 40703 3.68% 0.664%
86 16.892 2343 2349 2361 rBV 727958 1104943 100.00% 18.036%
87 16.998 2364 2367 2373 rVB2 31868 45374  4.11% 0.741%
88 17.239 2402 2408 2413 rBV 367777 552024 49.96% 9.011%
89 17.333 2420 2424 2429 rBV 26384 42335 3.83% 0.691%
90 17.738 2491 2493 2498 rVB2 35243 38606 3.49% 0.630%
91 17.791 2498 2502 2505 rBV4 6772 9478 0.86% 0.155%
92 17.914 2519 2523 2527 rVB2 34400 40832 3.70% 0.667%
93 18.431 2608 2611 2616 rBv4 24833 34020 3.08% 0.555%
94 19.072 2717 2720 2721 rBV3 19615 21696 1.96% 0.354%
95 19.225 2743 2746 2750 rBVS5 16473 18508 1.68% 0.302%
96 19.636 2811 2816 2822 rBVv4 39552 64573 5.84% 1.054%
97 21.163 3073 3076 3084 rVB6 33233 53427 4.84% 0.872%

98 21.487 3125 3131 3138 rBV 448662 721344 65.28% 11.775%
99 24.530 3642 3649 3662 rVB 296926 798529 72.27% 13.035%
100 31.998 4918 4920 4921 rBV 7030 3884 ©.35% 0.063%

Sum of corrected areas: 6126266
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062994.D\data.ms
700000

600000
500000
400000
300000
200000 10.641

100000

O T ‘ L
Time--> 350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG062994.D\data.ms
700000 16.892

v
L B B B

600000
500000 21.487
400000 17.239

300000

14.489

200000

100000

77R914 9.636
3337IB814 18.431 19 7200

B e e e e e e e e e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062994.D\data.ms

700000

600000
500000

400000
24.530
300000
200000

100000
31.998

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.887 4.63 ng/ul 37524 1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 30
2 Nonane 128 C9H20 000111-84-2 30
3 Nonane 128 C9H20 000111-84-2 27
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 27
5 1-Chloroeicosane 316 C20H41C1l 042217-02-7 22

Abundance Scan 476 (5.887 min): BG062994.D\data.ms (-471) (-) m/z 57.20 100.00%
57.2
5000
7.1
“ ‘ ‘ 155.9 o575 2626 321.8 5.60 5.80 6.00 6.20
04 M‘MM ‘\ A S T m/z 43.85  80.00%
mi/z--> 50 100 150 200 250 300
Abundance #14434: 3-Hexanone, 2,4-dimethyl-
57.0
5000
5.60 5.80 6.00 6.20
l m/z 41.10 69.66%
128.0
O]\-S\.\L‘“\\‘\“\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #14522: Nonane
43.0
5.60 5.80 6.00 6.20
5000 ITI/Z 71.10 33.82%
85.0
128.0
H‘ “\ \H \‘ | |
ottt
m/z--> 50 100 150 200 250 300
Abundance #14521: Nonane
43.0 5.60 5.80 6.00 6.20
m/z 42.10 26.92%
5000
85.0
L e
OH‘\L ‘H‘!\‘H“\\‘H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 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@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.845 3.06 ng/ul 24805 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isocyanate, 4-pyridinyl 120 C6H4N20 1000337-70-6 47

2 Benzene, 1-methyl-2-nitro- 137 C7H7NO2 000088-72-2 47

3 Benzene, 1-methyl-2-nitro- 137 C7H7NO2 000088-72-2 38

4 N-(4,6-Dimethyl-2-pyrimidinyl)-4... 527 C20H23F6N503S 339352-92-0 9

5 1,2-benzisothiazol-3(2H)-one, 2-... 316 C15H12N204S 1000397-77-9 9

Abundance Scan 639 (6.845 min): BG062994.D\data.ms (-637) (-) m/z 57.00 100.00%

1.0

=

5000 120.0
440.1
21872678 3410 ‘ ‘ 6.60 6.80 7.00 7.20
0“H “‘HH‘““MH‘HH““H““‘H“‘H“““H““““w“‘ m/Z 43.99 95.95"0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10607: Isocyanate, 4-pyridinyl
120.0
5000 65.0 6.60 6.80 7.00 7.20
m/z 120.00 51.11%
O H“‘\"d 1‘\ 1‘\ ‘\

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

Abundance #19163: Benzene, 1-methyl-2-nitro-
120.0 J&
6.0 (I SR
6.60 6.80 7.00 7.20
5000 m/z 65.10 48.10%
ST B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #19153: Benzene, 1-methyl-2-nitro-
65.0 120.0 6.60 6.80 7.00 7.20
m/z 41.05 45.16%
5000
015-@1” 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@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 11
R.T. EstConc Area Relative to ISTD R.T.
6.910 2.80 ng/ul 22677 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 43
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 43
Abundance Scan 650 (6.910 min): BG062994.D\data.ms (-647) (-) m/z 57.00 100.00%
57.0
5000
L 16‘1-5 o671 3303 460.9 6.60 6.80 7.00 7.20
b b e L wyz 4110 64.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14520: Nonane
43.0
5000
6.60 6.80 7.00 7.20
m/z 43.10 57.46%
9.0
O\\ll ‘l$\1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59042: Dodecane, 3-methyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 71.10 43.31%
’ ‘ 155.0
of—H e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14578: Hexane, 2,3,5-trimethyl-
43.0 6.60 6.80 7.00 7.20
m/z 85.20 40.88%
5000
o thil] 1280
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@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.951 3.90 ng/ul 31638 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 52
2 Mesitylene 120 C9H12 000108-67-8 50
3 Acetophenone 120 C8H80 000098-86-2 49
4 Acetophenone 120 C8H80 000098-86-2 47
5 Mesitylene 120 CS9H12 000108-67-8 47
Abundance Scan 657 (6.951 min): BG062994.D\data.ms (-654) (-) m/z 105.10 100.00%

105.1

P

5000
Beendees e
Bl ‘ 1964 2606 3703 4ge,  ©:606:807.00720
Ol e S e m/z 120.10 32.69%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
6.60 6.80 7.00 7.20
m/z 76.95  23.85%
39.0
0 \\‘\‘!“!l‘\h\\“‘\”‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10693: Mesitylene
105.0
6.60 6.80 7.00 7.20
5000 m/z 65.00 12.67%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10645: Acetophenone
105.0 6.60 6.80 7.00 7.20
m/z 91.10 12.08%
5000 510
m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:32 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 unknown-@3 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.280 2.83 ng/ul 22962 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 22
2 Furan, 2,5-dihydro-3-methyl- 84 C5H80 001708-31-2 14
3 N,N,N',N"',-Tetramethyl-2-butene-... 142 C8H18N2 004559-79-9 14
4 2-Propenal, 3-(dimethylamino)-3-... 182 C10H18N20 049582-39-0 12
5 Chloroacetic acid, 4-methylpenty... 178 C8H15C102 1000282-37-7 12
Abundance Scan 713 (7.280 min): BG062994.D\data.ms (-711) (-) m/z 43.10 100.00%
3.1
5000
6.1 156.2 '
H H N 254.0 399.744‘9' 7.00 7.20 7.40 7.60
ol e B miz 4l.e5  67.34%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36684: 1,3-Dioxane-2-propanol, 2-methyl-
43.0
5000
7.00 7.20 7.40 7.60
m/z 39.05 60.57%
Ly 0;'0 .
0‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1628: Furan, 2,5-dihydro-3-methyl-
29.0
84.0 7.00 7.20 7.40 7.60
5000 m/z 58.10 59.83%
0 _“M‘H}Hum‘u_HWHWH‘WH,HH,HH,HH_
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22938: N,N,N',N',-Tetramethyl-2-butene-1,4-diamine
58.0 7.00 7.20 7.40 7.60
m/z 69.10 57.95%
5000
ol bl lzo
m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:35 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 Carbonic acid, dodecyl prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.485 18.72 ng/ul 151704 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 78
2 Dodecane 170 C12H26 000112-40-3 59
3 Nonane 128 C9H20 000111-84-2 59
4 Undecane 156 C11H24 001120-21-4 59
5 Nonane 128 C9H20 000111-84-2 53

Abundance Scan 748 (7.485 min): BG062994.D\data.ms (-743) (-) m/z 43.10 100.00%

43.1
5000 f
*05.1 1629 4310 7.20 7.40 7.60 7.80
o Ly 228 R m/Z 57.05  97.47%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0
5000
7.20 7.40 7.60 7.80
m/z 41.10 78.18%
11.0
0 H“\M I‘J11680
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45480: Dodecane
57.0
7.20 7.40 7.60 7.80
5000 m/z 71.10 48.76%
‘ ‘ ‘ 112.0 170.0
o e —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14521: Nonane
43.0 7.20 7.40 7.60 7.80
m/z 39.20 34.85%
5000
e
ottt
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:37 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 2-Ethylhexyl hydrogen maleate Concentration Rank 6

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

7.920 3.98 ng/ul 32261 1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 72
2 2-Ethyl-1-hexanol, heptafluorobu... 326 C12H17F702 1000365-16-0 72
3 Cyclopropane, 1-(2-methylbutyl)-... 168 C12H24 064723-36-0 64
4 Trichloroacetic acid, 2-ethylhex... 274 C10H17C1302 016397-79-8 64
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 64
Abundance Scan 822 (7.920 min): BG062994.D\data.ms (-818) (-) m/z 57.10 100.00%

57.1

F

5000
l | ‘ 1456 216.0 339.0 4105 474, 7.60 7.80 8.00 8.20
0t e m/z 70.10  49.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108747: 2-Ethylhexyl hydrogen maleate
57.0
5000
117.0 7.60 7.80 8.00 8.20
‘ m/z 43.20 48.15%
‘ 212.0
O‘\‘\M\J‘\“\J\\‘\\”l\“I‘WWW‘\rr\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\

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

Abundance #230808: 2-Ethyl-1-hexanol, heptafluorobutyrate
57.0

3

7.60 7.80 8.00 8.20
5000 m/z 41.10 45.43%

112.0 16“9'0

l‘ ‘ A Jl | ‘ 227'0

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

Abundance #43611: Cyclopropane, 1-(2-methylbutyl)-1-(1-methylpro
57.0 7.60 7.80 8.00 8.20
m/z 55.10 41.39%

o

3

5000

0 i‘ L H} b

m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 1,3-Cyclohexanedione, 5,5-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.279 5.21 ng/ul 42242  1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 64
2 2,4,6-Trimethyl-3-heptene 140 C1eH20 1000113-56-9 50
3 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 47
4 2-Ethoxy-2-cyclohexen-1-one 140 C8H1202 029941-82-0 38
5 cis-4-Decene 140 C10H20 019398-88-0 38

Abundance Scan 883 (8.279 min): BG062994.D\data.ms (-878) (-) m/z 83.10 100.00%

3.1
5000
140.3
‘ | 192.8 3481 497, 8.00 8.20 8.40 8.60
0brr MN bl L bl L m/z 55.15  73.21%
miz--> 50 100 150 200 250 300 350 400
Abundance #21258: 1,3-Cyclohexanedione, 5,5-dimethyl-
83.0
5000
140.0 8.00 8.20 8.40 8.60
m/z 69.10 68.01%
G
O \\N}‘”\‘\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #20715: 2,4,6-Trimethyl-3-heptene
83.0
8.00 8.20 8.40 8.60
5000 m/z 41.05 64.05%
140.0
27% |
0 ‘W1gNMW‘\"Hq‘“““H““““H““““H
m/z--> 50 100 150 200 250 300 350 400
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol  RAREEEEEEE S
55.0 8.00 8.20 8.40 8.60
m/z 39.10 53.62%
5000
0 010
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:39 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG@62994.D

Acqg On : 23 Sep 2024 15:53

Operator : RC/JU

Sample : P3899-16MEDL 20X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.396  3.74 ng/ul 36350  1,4-Dichlorobenzene-dd  7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2,3-dimethyl- 142 cle2 067146-60-3 9

2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 9
3 2-Butanone, 1-chloro-3,3-dimethyl- 134 C6H11Cl0O 013547-70-1 9
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 9
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 9

Abundance Scan 902 (8.390 min): BG062994.D\data.ms (-898) (-) m/z 57.20 100.00%
57.2

5000
134.1

‘ ‘ 221.4 283.9 513. 8.00 8.20 8.40 8.60 8.80
o UL L L b b m/z 4110 45.30%
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #22093: Octane, 2,3-dimethyl-
57.0
5000 I L LA B I
8.00 8.20 8.40 8.60 8.80
m/z 105.00 43.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 43.10 39.76%
o a0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17301: 2-Butanone, 1-chloro-3,3-dimethyl-
57.0 8.00 8.20 8.40 8.60 8.80
m/z 134.05 36.66%
5000
1340
TR R S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:40 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 Benzene, 1,2-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.490 2.43 ng/ul 19721 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 68
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64

4 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C1l0H14 000460-01-5 64
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 60

Abundance Scan 919 (8.490 min): BG062994.D\data.ms (-916) (-) m/z 105.05 100.00%

106.1

-

5000
51.1
‘ 217.0 334.1 478.. 8.20 8.40 8.60 8.80
0 “‘J“'“‘M“\H“\‘ L L m/z 119.10 93.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 134.20 71.69%
39.0
O \\J‘\“i\‘l!l‘\“l\‘\“‘\“ 1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17029: Benzene, 1,4-diethyl-
105.0
8.20 8.40 8.60 8.80
5000 ITI/Z 77 .00 41.41%
51.0‘
ot
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 8.20 8.40 8.60 8.80
m/z 91.10 36.43%
5000
41.0 \
m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:41 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.619 2.61 ng/ul 21170 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 59
2 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120 006124-90-9 59
3 Eicosane 282 C20H42 000112-95-8 58
4 Tetradecane 198 C14H30 000629-59-4 47
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 47
Abundance Scan 941 (8.619 min): BG062994.D\data.ms (-938) (-) m/z 57.10 100.00%
57.1
5000
374.:
12?2 17‘3-4 256.0 314.0 8.20 8.40 8.60 8.80 9.00
0 Il bl wz 71.10 ss.67%
miz--> 50 100 150 200 250 300 350
Abundance #33085: Decane, 3-methyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 43.10 82.40%
126.0
01\4.\4\““\‘!‘\“‘\“"\\“\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #4442: Oxirane, 2-methyl-3-propyl-, cis-
43.0
8.20 8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 78.79%
ol b e o e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane WVW“W““_“‘W“‘W‘
57.0 8.20 8.40 8.60 8.80 9.00
m/z 56.00 58.61%
5000
9.0
0 L W u“\ ‘“\ H‘ | ]\\-4%9 ]\'8\3(\) 2250 28\20
e
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80 9.00

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:42 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 N-[1-(2,4-Difluoroanilino)-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.813 2.10 ng/ul 17011 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[1-(2,4-Difluoroanilino)-2,2,2... 412 C17H12F8N20 256325-91-4 52
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1eH14 076089-59-3 52
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 52
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 52
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 52
Abundance Scan 974 (8.813 min): BG062994.D\data.ms (-968) (-) m/z 119.10 100.00%
119.1
5000
39.1
i ‘ | 20‘8'2 307.8 44‘9” 8.40 8.60 8.80 9.00 9.20
0 H“‘J“HHW‘J bt L wjz 13420 37.29%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308770: N-[1-(2,4-Difluoroanilino)-2,2,2-trifluoro-1-(triflu
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 90.90 34.90%
65.0 208.0 ' 4120
0 u‘i“\m\\‘l‘f\‘ “\‘\‘\\\\[\\\\[\\‘\\‘\?ﬁ%.9\\\‘\\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 39.10 33.70%
41.0 ‘
T N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 93.10 26.94%
5000
39.0
ol bbbl
m/z--> 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:43 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 13 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.960 2.04 ng/ul 16524 1,4-Dichlorobenzene-d4 7.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 53
2 1-Methyl-1-silabenzocyclobutene 134 C8H1eSi 160841-06-5 53
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1loH14 000934-74-7 53
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 53
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 53
Abundance Scan 999 (8.960 min): BG062994.D\data.ms (-995) (-) m/z 119.05 100.00%
119.1
5000
51.0
“ ‘ ‘ ‘ 165.8 2345 322.9 424 8.60 8.80 9.00 9.20
ol “M “J“J““m“t”“ L miz 91.ee  43.63%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 134.00  43.25%
39.0
0"\‘\‘\““I‘\I\‘JH““\\L‘M‘\“‘“‘““““““““““““
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17489: 1-Methyl-1-silabenzocyclobutene
119.0
8.60 8.80 9.00 9.20
5000 m/z 51.00 24.71%
43.0
ol bbb,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 115.10 21.88%
5000
39.0
I T U I
m/z--> 0 50 100 150 200 250 300 350 400 8.60 8.80 9.00 9.20

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:31:45 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.084 11.71 ng/ul 94952  1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 72
2 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 72
3 Tridecane 184 C13H28 000629-50-5 70
4 Tridecane 184 C13H28 000629-50-5 68
5 Dotriacontane 451 C32H66 000544-85-4 62
Abundance Scan 1020 (9.084 min): BG062994.D\data.ms (-1016) (-) m/z 57.10 100.00%
57.1
5000
8.80 9.00 9.20 9.40
126.4 218.6 . . N
ol M w“ L ASe (39694508508 0 43,10 99.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000
8.80 9.00 9.20 9.40
m/z 41.20 64.37%
‘ ‘ 127.0
O\‘\ [‘\J\I‘I‘I‘T\“\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0
e A
8.80 9.00 9.20 9.40
5000 m/z 71.05 59.54%
oL L501080
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane
57.0 8.80 9.00 9.20 9.40
m/z 85.05 24.13%
5000
0 J‘ ] “‘111‘3.9 184.0
1
m/z--> 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@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.201 4.04 ng/ul 32750 1,4-Dichlorobenzene-d4 7.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Androstan-15-one, (5.alpha.)- 274 C19H300 000734-68-9 10
2 4-Piperidinone, 1,2,5-trimethyl-... 274 C16H22N202 1000259-27-1 10
3 N-(1-Ethyl-2-oxoazepan-3-yl)-2-m... 274 C16H22N202 1000481-67-7 10
4 Benzene, (1,3,3-trimethylnonyl)- 246 C18H30 054986-44-6 9
5 N-[1-(3,4-Difluoro-phenyl)-ethyl... 274 C16H16F2N2 1000286-18-0 9

Abundance Scan 1040 (9.201 min): BG062994.D\data.ms (-1030) (-) m/z 105.10 100.00%

105.1
5000 a1
246.6
1809 H ‘ 404.24645 547

H “ ‘ ' ‘ 8.80 9.00 9.20 9.40 9.60
0 NN L L L L L L L L L L B mZ 57 29 73 420

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166364: Androstan-15-one, (5.alpha.)-
97.0
274.0
5000

190.0 8.80 9.00 9.20 9.40 9.60

m/z 77.00  68.65%

‘\\\\‘\\\ }H”‘llnlhh\}‘\\\"‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166135: 4-Piperidinone, 1,2,5-trimethyl-, o-(3-methylben
119.0

8.80 9.00 9.20 9.40 9.60

o

5000 m z 97.10 63.24%
274.0
S T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166123: N-(1-Ethyl-2-oxoazepan-3-yl)-2-methylbenzami
119.0 8.80 9.00 9.20 9.40 9.60

m/z 119.20 60.13%

5000
274.0
0 mi: ‘U hh ‘\ |y 188.0 ‘

‘\\\\‘\\\\‘\ L B B L B L L B LN L BN RN R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.022 2.48 ng/ul 41175  Naphthalene-d8 10.646
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 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
4 1-Octene, 2-methyl- 126 C9H18 004588-18-5 35
5 1-Octene, 2-methyl- 126 CSH18 004588-18-5 35
Abundance Scan 1350 (11.022 min): BG062994.D\data.ms (-1345) (- | m/z 56.05 100.00%
56.0
5000
1111
‘ Il ‘ 223.3277.4 401.3  496. 11.00
O Ay L L e e m/Z 71,10 44.57%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000
11.00
111.0 m/z 57.10 40.13%
ww\A\“” || 199.0
O‘\‘\\\“\\\l\‘\l\\r[\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3777: 1-Pentene, 2,4-dimethyl-
56.0
11.00
5000 m/z 41.10 38.12%
0'\'”1\
m/iz--> 0 50 100 150 200 250 300 350 400 450 NJ\ M;\M
Abundance #3740: 1-Hexene, 2-methyl- il ‘MWMWMﬁ
56.0 11.00
m/z 43.10 34.53%
5000
OMM
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092324\

Data File : BG@62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.668  2.56 ng/ul 42370 Naphthalene-ds 16.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1octane 114 cas 060111-65-9 64

2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 55
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 53

Abundance Scan 1528 (12.068 min): BG062994.D\data.ms (-1521) (- | m/z 43.10 100.00%

43.1
000
5 I AMMAAAAM

H’ | 1261 2035 393.6 526, 12.00

b prr Ml b b e m/z 41010 95.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8623: Octane
43.0
5000 LA]‘/\/\MM T T T T /\/\v
12.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14557: Heptane, 2,4-dimethyl-
43.0

12.00
5000 m/z 71.10 58.26%
0 “'1‘12&01
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8648: Hexane, 3,3-dimethyl-
43.0 12.00

m/z 85.10 47.28%

5000

| llLo.o

L A ———
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.00

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 15
R.T. EstConc Area Relative to ISTD R.T.
13.314 2.45 ng/ul 48215  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 64
2 Decane 142 C10H22 000124-18-5 59
3 Dodecane 170 C12H26 000112-40-3 53
4 Oxalic acid, allyl undecyl ester 284 C16H2804 1000309-23-9 53
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 50
Abundance Scan 1740 (13.314 min): BG062994.D\data.ms (-1734) (- | m/z 57.20 100.00%
57.2
o
297.9 R L
‘ ‘ “ h 14‘1.2 191.1 373" 13.00 13.50
obr— iy o Ly m/z 43.10 76.10%
m/z--> 50 100 150 200 250 300 350
Abundance #90200: Tridecane, 4,8-dimethyl-
57.0
5000 R — M
13.00 13.50
m/z 41.20 68.23%
O] “\\h‘\‘\\“’\‘\\J-\g?‘\o\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #22066: Decane
57.0
— —
13.00 13.50
5000 m/z 55.20 60.09%
9.0 142.0
014'd “H“‘uh‘J,‘MWH_MWH_H
miz--> 50 100 150 200 250 300 350 VWM
Abundance #45481: Dodecane e —
57.0 13.00 13.50
m/z 71.10 57.09%
5000
170.0
ot b F M‘,‘1”_”‘_”‘_”‘_”
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.395 2.41 ng/ul 47370  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
2 Pentacosane 352 C25H52 000629-99-2 64
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
4 Eicosane 282 (C20H42 000112-95-8 64
5 Octacosane 394 (C28H58 000630-02-4 59
Abundance Scan 1924 (14.395 min): BG062994.D\data.ms (-1919) (- | m/z 57.05 100.00%
57.0
- MM)\W\MW
i —
‘ IJWF 167.9 359.0 477 | 1400 14.50
Obrr M i e m/z 43.10 85.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158608: Octadecane, 2-methyl-
57.0
5000 — s
14.00 14.50
m/z 71.10 72.13%
L0050
O \\I\"\“\‘\“\‘\“\1\\“‘\‘\\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane
14.00 14.50
5000 m/z 41.10 63.94%
113.0
0 L |\ 1‘\ |‘ u‘ Ay \1‘8\3 ©0239.0 295.0 352.0
EmEm T AL m e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #292194: Silane, trichlorooctadecyl- — —
57.0 14.00 14.50
m/z 85.20 45.02%
5000
113.0
ol L0 502310 3030 3o NMN
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062994.D

Acqg On : 23 Sep 2024 15:53
Operator : RC/JU

Sample : P3899-16MEDL 20X
Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 5.887 4.6 ng/ul 37524 1 7.856 162120 20.0
unknown-02 6.845 3.1 ng/ul 24805 1 7.856 162120 20.0
(DEL) Alkane: S... 6.910 2.8 ng/ul 22677 1 7.856 162120 20.0
Benzene, 1l-ethy... 6.951 3.9 ng/ul 31638 1 7.856 162120 20.0
unknown-03 7.280 2.8 ng/ul 22962 1 7.856 162120 20.0
Carbonic acid, ... 7.485 18.7 ng/ul 151704 1 7.856 162120 20.0
2-Ethylhexyl hy... 7.920 4.0 ng/ul 32261 1 7.856 162120 20.0
1,3-Cyclohexane... 8.279 5.2 ng/ul 42242 1 7.856 162120 20.0
(DEL) Alkane: S... 8.390 3.7 ng/ul 30350 1 7.856 162120 20.0
Benzene, 1,2-di... 8.490 2.4 ng/ul 19721 1 7.856 162120 20.0
(DEL) Alkane: S... 8.619 2.6 ng/ul 21170 1 7.856 162120 20.0
N-[1-(2,4-Diflu... 8.813 2.1 ng/ul 17011 1 7.856 162120 20.0
Benzene, 4-ethy... 8.960 2.0 ng/ul 16524 1 7.856 162120 20.0
(DEL) Alkane: S... 9.084 11.7 ng/ul 94952 1 7.856 162120 20.0
unknown-04 9.201 4.0 ng/ul 32750 1 7.856 162120 20.0
2,4-Dipropyl-5-... 11.022 2.5 ng/ul 41175 2 10.646 331498 20.0
(DEL) Alkane: S... 12.068 2.6 ng/ul 42370 2 10.646 331498 20.0
(DEL) Alkane: S... 13.314 2.5 ng/ul 48215 3 14.489 392945 20.0
(DEL) Alkane: S... 14.395 2.4 ng/ul 47370 3 14.489 392945 20.0
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