LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc :

ALS vial : 7 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: BG@62993.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.790 117 119 120 rBV2 3756 2739 0.36% 0.057%
2 4.436 227 229 231 rBV2 4466 5372 0.71% 0.111%
3 4.501 238 240 241 rVB 4473 2491 0.33% 0.052%
4 4,742 278 281 284 rBV3 3208 4111 ©0.54% 0.085%
5 4.947 314 316 318 rBV2 3767 4081 ©0.54% 0.085%
6 4.988 321 323 325 rBV3 3377 3203 0.42% 0.066%
7 5.182 353 356 358 rBV3 4082 3556 0.47% 0.074%
8 5.382 389 390 398 rVvB2 5060 6939 0.92% 0.144%
9 5.582 422 424 429 rVB2 2644 3435 0.45% 0.071%
10 5.623 429 431 434 rBV 1541 2245 0.30% 0.047%
11 5.723 447 448 450 rBv2 3126 2816 ©.37% 0.058%
12 5.764 453 455 457 rVB 4942 2593 0.34% 0.054%
13 5.887 471 476 483 rVB4 14410 24910 3.30% 0.516%
14 6.134 516 518 520 rBV2 3362 3778 ©.50% 0.078%
15 6.240 532 536 537 rBV 4131 4058 0.54% 0.084%
16 6.316 548 549 551 rVB 4071 2676 ©0.35% 0.055%
17 6.346 551 554 555 rBV 5449 4783 0.63% 0.099%
18 6.416 564 566 571 rBV4 5940 8692 1.15% 0.180%
19 6.469 573 575 577 rBv3 3456 3791 0.50% 0.079%
20 6.910 646 650 653 rBv4 10089 17449 2.31% 0.362%
21 6.951 655 657 662 rVvv3 14426 16754 2.22% 0.347%
22 7.009 662 667 673 rVvVe 18177 32753 4.33% 0.679%
23 7.086 676 680 686 rVB2 10929 16321 2.16% ©0.338%
24 7.127 686 687 689 rBv2 3280 2295 0.30% 0.048%
25 7.180 693 696 697 rBV 2952 3650 0.48% 0.076%
26 7.244 704 707 710 rBvV2 8809 11127 1.47% 0.231%
27 7.280 710 713 717 rVv3 9315 12042 1.59% 0.250%
28 7.338 721 723 724 rBV2 3581 2382 0.32% 0.049%
29 7.485 742 748 757 rBV4 57766 113134 14.97% 2.345%
30 7.673 775 780 782 rBvV2 3215 6221 0.82% 0.129%
31 7.750 790 793 796 rBV5 4476 7161 0.95% 0.148%
32 7.773 796 797 799 rvwv2 5045 3934 0.52% 0.082%
33 7.855 804 811 817 rVWv2 94464 168453 22.29% 3.492%
34 7.914 819 821 827 rVV3 13448 23683 3.13% 0.491%
35 7.967 827 830 836 rvs3 8140 13707 1.81% 0.284%
36 8.043 841 843 845 rBvV2 3910 3472 0.46% 0.072%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc :

ALS vial : 7 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 8.279 879 883 889 rBv4 11104 21110 2.79% 0.438%
38 8.326 889 891 892 rBv2 4232 2379 0.31% 0.049%
39 8.390 898 902 908 rVB6 11575 22298 2.95% 0.462%
40 8.449 908 912 915 rBvV3 8540 10778 1.43% 0.223%
41  8.496 916 920 921 rBV3 12021 14317 1.89% 0.297%
42 8.625 938 942 944 rBV2 12998 16470 2.18% 0.341%
43 8.807 969 973 976 rBv2 7144 9233 1.22% 0.191%
44  9.083 1013 1020 1024 rBV 47416 72182  9.55% 1.496%
45 9.136 1027 1029 1031 rVB 3915 2697 ©0.36% 0.056%
46 9.160 1031 1033 1034 rBV 4585 3849 0.51% ©0.080%
47  9.736 1127 1131 1133 rBV4 8084 8550 1.13% 0.177%
48 9.900 1157 1159 1160 rBV 3680 2772 0.37% 0.057%
49 10.000 1171 1176 1179 rBvV3 4614 6802 0.90% 0.141%
50 10.182 1205 1207 1213 rVB5 4988 6104 0.81% 0.127%
51 10.229 1213 1215 1216 rBvV2 6229 3310 0.44% 0.069%
52 10.341 1231 1234 1238 rVB5 4986 7351 0.97% 0.152%
53 10.458 1253 1254 1256 rBV2 3641 2237 0.30% 0.046%
54 10.640 1276 1285 1292 rBV 136734 285775 37.81% 5.925%
55 10.770 1301 1307 1313 rBV8 11356 25806 3.41% 0.535%
56 11.022 1345 1350 1356 rBV3 18924 27885 3.69% 0.578%
57 11.152 1368 1372 1377 rVB4 11431 19836 2.62% 0.411%
58 11.310 1396 1399 1402 rBV4 2311 2525 0.33% 0.052%
59 11.351 1405 1406 1409 rBv2 2712 2265 0.30% 0.047%
60 11.487 1424 1429 1433 rBV3 4176 8389 1.11% 0.174%
61 11.669 1457 1460 1465 rBvV3 10211 13963 1.85% ©0.289%
62 11.904 1495 1500 1504 rBV3 7330 13489 1.78% 0.280%
63 12.074 1522 1529 1532 rBV4 15777 24811 3.28% 0.514%
64 12.315 1566 1570 1576 rVB4 19310 32459 4.29% 0.673%
65 12.479 1594 1598 1603 rVVé6 7290 13217 1.75% 0.274%
66 12.885 1664 1667 1668 rBV2 5161 3731 0.49% 0.077%
67 13.026 1688 1691 1694 rBV3 6429 7608 1.01% ©.158%
68 13.149 1711 1712 1715 rVB 2753 2390 0.32% 0.050%
69 13.196 1716 1720 1723 rBV2 3063 4382 0.58% 0.091%
70 13.232 1723 1726 1728 rBV2 5008 5278 0.70% 0.109%
71 13.320 1734 1741 1747 rBV6 19130 36851 4.88% 0.764%
72 13.420 1753 1758 1760 rBV3 5033 7903 1.05% 0.164%
73 13.525 1772 1776 1777 rBV2 6752 6692 0.89% 0.139%
74 13.672 1792 1801 1804 rVB8 12763 23023 3.05% 0.477%
75 13.801 1820 1823 1824 rBvV2 11387 10053 1.33% 0.208%
76 14.078 1869 1870 1871 rBV 5814 2395 0.32% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc :

ALS vial : 7 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 14.119 1875 1877 1878 rBV2 4471 2939 0.39% 0.061%
78 14.207 1891 1892 1893 rBV 5450 2641 ©.35% 0.055%
79 14.289 1904 1906 1910 rVB4 5866 6225 0.82% 0.129%
80 14.395 1919 1924 1928 rBV2 24824 31973 4.23% 0.663%
81 14.489 1934 1940 1947 rVB 241090 380714 50.38% 7.893%
82 14.689 1972 1974 1977 rBV3 6881 9044 1.20% 0.187%
83 15.012 2028 2029 2034 rVB3 9482 10183 1.35% 0.211%
84 15.118 2043 2047 2053 rVB5 29598 45378 6.00% ©0.941%
85 15.341 2083 2085 2091 rVB4 25205 33642 4.45% 0.697%
86 15.394 2091 2094 2097 rBV5 5940 9602 1.27% 0.199%
87 15.535 2114 2118 2119 rBV3 5075 6010 ©0.80% 0.125%
88 15.752 2152 2155 2159 rBv4 11557 13964 1.85% 0.289%
89 16.140 2218 2221 2223 rBV4 4917 7871 1.04% 0.163%
90 16.205 2229 2232 2235 rBV3 29343 37577 4.97% 0.779%
91 16.516 2284 2285 2286 rBV 6001 2272 0.30% 0.047%

92 16.892 2343 2349 2361 rBV 430017 693619 91.78% 14.380%
93 17.239 2401 2408 2413 rBV 366746 552411 73.09% 11.452%

94 17.738 2490 2493 2498 rVB3 21741 29126  3.85% 0.604%
95 17.914 2519 2523 2526 rVB5 23981 30396 4.02% 0.630%
96 18.431 2608 2611 2618 rVB6 18062 25846  3.42% 0.536%
97 19.630 2813 2815 2822 rVB5 23745 41817 5.53% 0.867%
98 21.163 3074 3076 3079 rVB2 31866 29960 3.96% 0.621%

99 21.487 3125 3131 3141 rVB 452336 720655 95.36% 14.940%
100 24.530 3641 3649 3661 rVB2 280884 755758 100.00% 15.668%

Sum of corrected areas: 4823595
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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: BG062993.D\data.ms
400000
300000
200000
10.640
100000
0 3.790  AM/S@I1747DEASB a
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062993.D\data.ms
16.892 21.487
400000 17.239
300000
14.489
200000
100000
21.163
15.118, 16.205
.39 34 173814 19.630
b70%.696. 01755885 576, 11486.516 WW

e L

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: BG062993.D\data.ms

400000

300000 24.530

200000

100000

et Mot ol Wandnpionshloe ket Ml SNttt

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.887 2.96 ng/ul 24910 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 32
2 n-Hexane 86 C6H14 000110-54-3 18
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 14
4 1-Dodecene 168 C12H24 000112-41-4 14

5 3-Cyclopropyl-4-hydroxy-4,5,5-tr... 185 C9H15NO3 1000274-34-5 12

Abundance Scan 476 (5.887 min): BG062993.D\data.ms (-471) (-)

3B

m/z 43.05 100.00%

5000

4162 o
100.0 15?6 215.3 332.3 | ‘ ' 5.60 5.80 6.00 6.20

o LU m/z 41.10  95.22%
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
5000
5.60 5.80 6.00 6.20
m/z 57.20 82.85%
‘ 127.0
0‘\\“r‘r[\‘!l\l\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #2039: n-Hexane
57.0
Mm_mn‘w_‘nﬂ
5.60 5.80 6.00 6.20
5000 ITI/Z 56.00 51.17%
B o e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 M
Abundance #1948: 2-Ethyl-oxetane ““““‘H“““A‘Mjm
57.0 5.60 5.80 6.00 6.20
m/z 39.10 39.28%
5000
NN i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.910 2.07 ng/ul 17449 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 16
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 14
3 Decyl isopropyl ether 200 C13H280 1000406-33-8 14
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 14
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 12
Abundance Scan 650 (6.910 min): BG062993.D\data.ms (-646) (-) m/z 43.00 100.00%
5000 r P h
92 2001 545.
H ‘ ) 403.3 ’ 6.60 6.80 7.00 7.20

0k ‘\"“"\‘H‘“‘H\H“"H,"H,"H"M“WJW“W‘_ m/z 41.00  89.06%

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

Abundance #330025: Tetracosane, 1-iodo-

57.0
5000
6.60 6.80 7.00 7.20
m/z 57.10 74.72%
337.0
O \‘LT‘\T\\“\E\‘\T‘\Tl\g\‘7\(\)\12’6\7\!0\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
6.60 6.80 7.00 7.20
5000 m/z 42.10 52.45%
141.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #76037: Decyl isopropyl ether
43.0 6.60 6.80 7.00 7.20
m/z 85.10 47.30%
5000
185.0
oJ‘m‘a‘”fﬂ_ww,"","H_Ww_ww_ M‘M‘
m/z--> 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 : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.
7.009 3.89 ng/ul 32753 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 43
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 38
3 1-Bromodocosane 388 C22H45Br 006938-66-5 38
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 38
5 Decane 142 C10H22 000124-18-5 38
Abundance Scan 667 (7.009 min): BG062993.D\data.ms (-662) (-) m/z 105.00 100.00%
105.0
57.
5000 M\ /\
216.8 AN B A LT
‘ 173.4 | : 323.6 3781 .o 6606.80 7.00 7.20 7.40
0 ““,‘H“HMMJM“_J‘H_H“_“H“HHWM m/z 71.20  70.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #275546: 2-Methylpentacosane
57.0
5000
6.60 6.80 7.00 7.20 7.40
]}13.0 323.0 m/z 57.10 65.56%
169.0
0 \““ - \“‘\‘L]‘ \“‘ \h‘\ ‘1\ “‘\ ‘\ \‘ T “2\‘2\\‘5\.?“ =TT T \H\ \%6\7\\0\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #193300: Dodecane, 1-iodo-
57.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 62.68%
155.0
olidqmo oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #294055: 1-Bromodocosane
57.0 6.60 6.80 7.00 7.20 7.40
m/z 85.05 38.88%
5000 135.0
AN l o zme o
m/z--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.485 13.43 ng/ul 113134 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 80
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 748 (7.485 min): BG062993.D\data.ms (-742) (-) m/z 57.10 100.00%
57.1
5000 pj
7.20 7.40 7.60 7.80
3.1 191.2 '

ol L3 1912 26713iza 4617430 82.48%

miz--> 50 100 150 200 250 300 350 400 450

Abundance #22074: Nonane, 2-methyl-

43.0
5000
7.20 7.40 7.60 7.80
m/z 41.05 66.51%
O\\‘\"“\1\T\h[\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45503: Decane, 2,9-dimethyl-
43.0
7.20 7.40 7.60 7.80
5000 m/z 71.05 42.08%
‘ ‘ 127.0
0 H“‘“‘!uu‘_mWH‘WH_m_m_m,uuw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59028: Tridecane
57.0 7.20 7.40 7.60 7.80
m/z 55.10 35.16%
5000
12.0 184.0
0 H“m‘”w‘ﬁ‘_w‘_H‘_‘H_m_m‘mmmw
m/z--> 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS Vvial : 7

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 5 unknown-02 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.914 2.81 ng/ul 23683 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-hydroxy-4-octanone 144 C8H1602 1000376-33-8 14
2 Octyl thioglycolate 204 C10H2002S 007664-80-4 14
3 Octyl tetracosyl ether 467 C32H660 1000406-39-0 10
4 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 10
5 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 10

Abundance Scan 821 (7.914 min): BG062993.D\data.ms (-819) (-) m/z 57.15 100.00%

57.1
5000
“I 112.3 179 3 281.1 387. 7.60 7.80 8.00 8.20
0 m‘ ‘HHH,HW e Wz a1.10 85.33%
mfz--> 100 150 200 250 300 350
Abundance #24077: 6-hydroxy-4-octanone
43.0
5000
7.60 7.80 8.00 8.20
m/z 55.10 84.57%
H ‘ 115.0
L LT
O\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #79332: Octyl thioglycolate
57.0

7.60 7.80 8.00 8.20
5000 m/z 43.10 59.12%

112.0
NI 2 T
mlz--> 50 100 150 200 250 300 350
Abundance #330749: Octyl tetracosyl ether
57.0 7.60 7.80 8.00 8.20
m/z 71.20 46.94%
5000
ol ‘ ! N , 185.0197.0239.0 337.0
e e T T T T T T
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
BG062993.D
: 23 Sep 2024 15:14
: RC/JU
: P3899-05MEDL 50X
: 7 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724.MA.M
le : SVOA CALIBRATION
ry : 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 (DEL) Alkane: Cyclic8.279 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8279 2.51 ngiul 21110  1,4-Dichlorobenzene-dd  7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 CleHoo 001678-98-4 47
2 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 28

3 2,4-Pentadien-1-0l, 3-pentyl-, (... 154 C10H180
4 2-Butenoic acid, 3-methyl-, 2-et... 212 C13H2402
5 1H-Imidazole, 1-(cyclohexylcarbo... 178 C10H14N20

1010142-19-7 27
085567-31-3 16
060718-45-8 12

Abundance Scan 883 (8.279 min): BG062993.D\data.ms (-879) (-) m/z 83.10 100.00%
83.1
140.1
5000
” ‘ 2639 3430 4167 504. 8.00 8.20 8.40 8.60
ol L L UL T wiz 42.10 55.46%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20736: Cyclohexane, (2-methylpropyl)-
83.0
5000
8.00 8.20 8.40 8.60
R7. ‘ 1400 m/z 140.05 53.48%
O\H\lH\M\ \“\\‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21532: Cyclopentanone, 3-butyl-
83.0 ﬂ ﬂ
R e
8.00 8.20 8.40 8.60
m/z 55.10 49.73%
5000 140.0 /
P7. }
LU
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31145: 2,4-Pentadien-1-ol, 3-pentyl-, (22)-
83.0 8.00 8.20 8.40 8.60
m/z 41.10 44 .65%
5000 rMMﬂRMJJ\
Sy ks
m/z--> 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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 unknown-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.390 2.65 ng/ul 22298 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyl-2,6-octadiene-1,8-d... 254 C14H2204 036052-53-6 27
2 Hexadecanoic acid, (2-phenyl-1,3... 418 C26H4204 042495-31-8 17
3 2-Bromo-allopregnane-3,20-dione 394 C21H31Bro02 1000255-20-1 9
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 9
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 9

Abundance Scan 902 (8.390 min): BG062993.D\data.ms (-898) (-) m/z 43.10 100.00%

43.1
104.8
5000
340.9 449.
‘ M HH H 2.8 282.9 ‘ 8.00 8.20 8.40 8.60 8.80
ol I ““_W Wb el mz s57.15 69.57%
miz--> 5 100 150 200 250 300 350 400 450
Abundance #140391: 2,6-Dimethyl-2,6-octadiene-1,8-diol diacetate
43.0
5000
8.00 8.20 8.40 8.60 8.80
134.0 m/z 104.85 56.17%
0 (- ‘l\ H‘ 195.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #312636: Hexadecanoic acid, (2-phenyl-1,3-dioxolan-4-y
43.0
AA I 14/ WL
105.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 55.10 38.24%
239.0 341.0
0 ‘.Humm‘ H!Wm"“\““2899”‘\‘_‘H‘H?:?_
m/z--> 100 150 200 250 300 350 400 450
Abundance #298050.2—Bronu}a"opregnane—s20—mone
43.0 8.00 8.20 8.40 8.60 8.80
m/z 84.20 37.61%
5000
5.0
315.0 378.0
oL UL Sasmozeso #0080
m/z--> 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.083 8.57 ng/ul 72182 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 80
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 72
5 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 64

Abundance Scan 1020 (9.083 min): BG062993.D\data.ms (-1013) (-) m/z 57.10 100.00%

57.1
5000
8.80 9.00 9.20 9.40
112.0 222.9 341.0 411.6 470.
0 “H‘ﬁﬂhk\wu‘w‘mu“h‘,uu“‘uc‘uu‘,uu‘?zg m/z 43.10 86.53%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33077: Undecane
57.0
5000
8.80 9.00 9.20 9.40
m/z 41.05 72.53%
| ‘113.0
O ‘\\‘\"\‘\‘\‘\”‘\‘\l\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74006: Tetradecane
57.0
8.80 9.00 9.20 9.40
5000 m/z 71.20 60.62%
“ 113.0 198.0
MR b st
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33087: Decane, 2-methyl-
43.0 8.80 9.00 9.20 9.40
m/z 55.05 36.10%
5000
‘ ‘113.0
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BGO62993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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 9 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.315 2.27 ng/ul 32459 Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexen-1-o0l, 3-methyl-, (E)- 114 C7H140 030801-96-8 35
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 35
3 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 27
4 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 27
5 Butanoic acid, 1-methylbutyl ester 158 C9H1802 060415-61-4 27
Abundance Scan 1570 (12.315 min): BG062993.D\data.ms (-1566) (- | m/z 71.10 100.00%
71.1
5000
141.0
L ‘ 243.8 362.0 4376 513, 12.00 12.50
0 L b T w4301 69.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8592: 2-Hexen-1-ol, 3-methyl-, (E)-
71.0
5000
12.00 12.50
m/z 70.05 64.96%
O lh'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8634: Heptane, 4-methyl-
43.0
12.00 12.50
5000 m/z 41.10 61.32%
H ||| 1140
0L e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 N [\/m
Abundance #75795: n-Butyric acid 2-ethylhexyl ester - HL AL
71.0 12.00 12.50
m/z 42.10 23.02%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50

SFAM-EPA-BGO91724.MA.M Tue Sep 24 15:30:59 2024 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG062993.D

Acqg On : 23 Sep 2024 15:14
Operator : RC/JU

Sample : P3899-05MEDL 50X
Misc

ALS vial : 7 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|
(DEL) Alkane: S... 5.887 3.0 ng/ul 24910 1 7.855 168453 20.0
unknown-01 6.910 2.1 ng/ul 17449 1 7.855 168453 20.0
(DEL) Alkane: S... 7.009 3.9 ng/ul 32753 1 7.855 168453 20.0
(DEL) Alkane: S... 7.485 13.4 ng/ul 113134 1 7.855 168453 20.0
unknown-02 7.914 2.8 ng/ul 23683 1 7.855 168453 20.0
(DEL) Alkane: C... 8.279 2.5 ng/ul 21110 1 7.855 168453 20.0
unknown-03 8.390 2.6 ng/ul 22298 1 7.855 168453 20.0
(DEL) Alkane: S... 9.083 8.6 ng/ul 72182 1 7.855 168453 20.0
unknown-04 12.315 2.3 ng/ul 32459 2 10.640 285775 20.0
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