LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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: BGO62945.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.884 471 476 485 rVV2 187644 306808 4.49% 1.125%
2 6.142 513 520 529 rBvS8 34143 106443 1.56% 0.390%
3 6.266 533 541 548 rVB4 26590 56774 ©0.83% 0.208%
4 6.354 551 556 564 rBV6 51429 102826 1.50% 0.377%
5 6.424 564 568 573 rBV2 59331 90194 1.32% 0.331%
6 6.677 607 611 617 rBV3 40154 66035 0.97% 0.242%
7 6.765 617 626 632 rVB6 32051 88209 1.29% ©.323%
8 6.853 637 641 646 rVB3 93464 158644 2.32% 0.581%
9 6.912 646 651 654 rBV3 100020 146596 2.14% 0.537%
106 6.947 654 657 663 rVB2 95975 155914  2.28% 0.571%
11 7.018 663 669 675 rVB4 162090 325091 4.75% 1.192%
12 7.082 676 680 685 rvB2 63597 100926 1.48% 0.370%
13 7.253 703 709 711 rBvV2 71471 110525 1.62% 0.405%
14 7.282 711 714 718 rVB 62835 84212 1.23% 0.309%
15 7.376 723 730 737 rBvV4 97162 184772 2.70% 0.677%
16 7.488 743 749 759 rVB2 529384 1017143 14.88% 3.728%
17 7.776 791 798 803 rBV9 26150 70300 1.03% 0.258%
18 7.852 804 811 816 rBv4 187726 404390 5.91% 1.482%
19 7.917 816 822 828 rvVv 223619 372709 5.45% 1.366%
20 7.970 828 831 840 rVB4 62905 120434 1.76% 0.441%
21 8.075 840 849 853 rBv4 93825 210561 3.08% 0.772%
22 8.281 879 884 889 rBV3 64241 129349 1.89% 0.474%
23 8.399 899 904 909 rVB3 80102 168712 2.47% 0.618%
24 8.446 909 912 916 rVB2 49291 62369 0.91% 0.229%
25 8.498 916 921 923 rBV2 108849 179344 2.62% 0.657%
26 8.628 937 943 945 rBV 88587 137169 2.01% 0.503%
27 8.657 946 948 956 rVB2 67762 115977 1.70%  0.425%
28 8.804 969 973 978 rBV 55797 91394 1.34% 0.335%
29 8.863 978 983 990 rVB2 57886 101767 1.49% 0.373%
30 8.963 990 1000 1005 rBV4 87203 210316 3.08% 0.771%
31 9.086 1013 1021 1029 rVB 453920 717708 10.50% 2.631%
32 9.209 1033 1042 1048 rVB 64385 179885 2.63% 0.659%
33 9.292 1049 1056 1060 rBV5 42592 92739 1.36% 0.340%
34  9.497 1084 1091 1095 rBV7 25214 60210 0.88% 0.221%
35 9.638 1112 1115 1122 rVB2 47095 88126 1.29% ©.323%

36 9.732 1122 1131 1135 rBV8 66247 159228 2.33% 0.584%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 9.791 1136 1141 1144 rBV5 66532 122991 1.80% 0.451%
38 9.932 1162 1165 1170 rVB3 66232 90627 1.33% 0.332%
39 9.997 1170 1176 1181 rBV7 43377 74679 1.09% 0.274%
40 10.079 1182 1190 1193 rBV5 39947 88651 1.30% 0.325%
41 10.185 1201 1208 1213 rBV5 40025 82753 1.21% 0.303%
42 10.273 1219 1223 1229 rVB5 48585 88109 1.29% 0.323%
43 10.338 1230 1234 1241 rBv4 51354 88066 1.29% ©.323%
44 10.631 1276 1284 1292 rBV3 353970 865239 12.65% 3.171%
45 10.766 1301 1307 1312 rBV5 116723 231417 3.38% 0.848%
46 11.025 1344 1351 1358 rBV2 236111 395509 5.78% 1.450%
47 11.148 1365 1372 1379 rBV2 84407 184964 2.71% 0.678%
48 11.272 1388 1393 1398 rBV5 28097 57843 0.85% 0.212%
49 11.677 1457 1462 1467 rBV 106784 184260 2.69% 0.675%
50 11.748 1469 1474 1480 rVB2 103897 192298 2.81% 0.705%
51 11.912 1495 1502 1511 rVB 145431 247075 3.61% 0.906%
52 12.071 1523 1529 1532 rBV 160967 262478 3.84% 0.962%
53 12.106 1532 1535 1541 rVB2 135741 199207 2.91% 0.730%
54 12.318 1564 1571 1578 rVB2 261549 458511 6.71% 1.681%
55 12.476 1594 1598 1602 rBV6 43396 71144 1.04% 0.261%
56 12.893 1664 1669 1675 rVB7 44857 87539 1.28% 0.321%
57 13.028 1688 1692 1700 rBV4 49949 80884 1.18% 0.296%
58 13.234 1724 1727 1731 rVB4 48624 68850 1.91% 0.252%
59 13.316 1736 1741 1749 rVB 178488 280804 4.11% 1.029%
60 13.446 1760 1763 1773 rVB4 48777 100628 1.47% 0.369%
61 13.751 1811 1815 1820 rBvV2 83417 118274 1.73% 0.434%
62 13.816 1821 1826 1828 rBV4 46740 88881 1.30% 0.326%
63 13.892 1836 1839 1845 rVB 97952 135814 1.99% 0.498%
64 13.974 1846 1853 1858 rBV5 80731 148604 2.17%  ©.545%
65 14.121 1875 1878 1881 rBvV4 50452 65129 0.95% 0.239%
66 14.180 1885 1888 1892 rVB2 58040 72205 1.06% 0.265%
67 14.397 1920 1925 1929 rVB 338044 451374 6.60% 1.654%
68 14.491 1929 1941 1946 rBV 403581 713388 10.43% 2.615%
69 14.568 1950 1954 1960 rVvV5 80886 144325 2.11% 0.529%
70 14.632 1961 1965 1972 rVB2 150430 212358 3.11% 0.778%

71 14.697 1972 1976 1984 rBV1©® 68977 159291  2.33% 0.584%
72 15.020 2027 2031 2033 rBV4 48566 71597 1.05% 0.262%
73 15.120 2043 2048 2056 rVB2 337083 569424  8.33% 2.087%
74 15.249 2066 2070 2078 rBv4 107466 199153 2.91% ©.730%
75 15.349 2078 2087 2092 rVB 187229 321639 4.70% 1.179%

76 15.484 2106 2110 2114 rVB2 103254 142527 2.08% 0.522%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 15.849 2168 2172 2178 rVB8 67456 102772 1.50% ©.377%
78 16.207 2229 2233 2236 rBv2 199131 291263  4.26% .068%
79 16.900 2344 2351 2361 rBV 4137254 6837184 100.00% 25.060%

[y

80 17.000 2365 2368 2373 rVV 188946 256066  3.75% ©.939%
81 17.059 2374 2378 2387 rVB2 103609 182526 2.67% ©.669%
82 17.241 2404 2409 2415 rBV 527027 752750 11.01%  2.759%
83 17.335 2421 2425 2429 rBV 127913 181653 2.66% ©.666%
84 17.529 2454 2458 2465 rVB9 57393 116376 1.70% ©.427%
85 17.741 2490 2494 2499 rVB 160300 195819 2.86% ©.718%
86 17.911 2520 2523 2528 rVB2 88047 121756 1.78%  0.446%
87 18.434 2608 2612 2618 rBV 123430 144981  2.12% ©.531%
88 19.068 2717 2720 2722 rBV2 69110 91615 1.34% ©.336%
89 19.227 2744 2747 2751 rVB4 40756 55080 0.81% 0.202%
90 19.632 2812 2816 2822 rVB2 158745 274886 4.02% 1.008%
91 20.179 2906 2909 2916 rBV5 62953 89204 1.30% 0.327%
92 20.678 2990 2994 2997 rBV 54110 64952  0.95% 0.238%
93 21.166 3073 3077 3083 rBV2 131159 170910 2.50% ©.626%
94 21.489 3126 3132 3139 rBV 547862 859925 12.58%  3.152%
95 21.689 3163 3166 3171 rVB6 36280 53504 ©.78% 0.196%
96 22.147 3239 3244 3250 rVB5 58048 98076 1.43% 0.359%
97 22.265 3261 3264 3271 rVB3 51800 86019 1.26% 0.315%
98 23.663 3499 3502 3512 rVB7 25432 53194 ©.78% ©.195%
99 24.321 3606 3614 3622 rVB2 90291 238555 3.49% 0.874%
100 24.533 3641 3650 3662 rVB2 345135 971437 14.21%  3.561%

Sum of corrected areas: 27282811
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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: BG062945.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

SN Y

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

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9,50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062945.D\data.ms
4000000 16.900

3500000

3000000

2500000

2000000

1500000

1000000
17.241 21.489

144491 15.120
ok mm&ﬁ&%ﬁﬁ b o827 TOMPBIATSI1 10454 19081559 a0 792057571160 31 cscomaams

Y N—
‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BG062945.D\data.ms
4000000

500000

3500000
3000000
2500000
2000000
1500000
1000000

500000 24533
23663 24.32f|

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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.884 15.17 ng/ul 306808 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 74
2 Octane 114 C8H18 000111-65-9 64
3 Decane 142 C1eH22 000124-18-5 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 50

Abundance Scan 476 (5.884 min): BG062945.D\data.ms (-471) (-) m/z 57.05 100.00%

57.0
5000

“ 5.60 5.80 6.00 6.20
L |

‘282 212.8 276.9 4315 52 o
‘\\\ ‘\\\\“‘]\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ mz 43 19 99 49

miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14522: Nonane
43.0
5000

5.60 5.80 6.00 6.20
m/z 41.05 76.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8621: Octane
43.0

5.60 5.80 6.00 6.20

5000 m/z 85.10  34.44%
|| 140
1
L SRS
miz--> 0 50 100 150 200 250 300 350 400 450 500 Am
Abundance #22069: Decane wm_m,mmw/‘“
43.0 5.60 5.80 6.00 6.20

m/z 39.05 28.41%

5000

e

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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.142 5.26 ng/ul 106443 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 6-methyl- 126 CSH18 013151-10-5 50
2 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 43
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 38
5 2(5H)-Furanone, 5-(7-hydroxy-6-m... 226 C13H2203 1206874-24-9 38

Abundance Scan 520 (6.142 min): BG062945.D\data.ms (-513) (-) m/z 43.10 100.00%

43.1
97.2
5000
‘ L 1531 208.2 369. 5.80 6.00 6.20 6.40
\\\“i\‘\“ \“\‘\‘\‘\“\\}\“\\\\‘\\\\‘\\\\‘\‘\\ m/z 97.29 79.4700
m/z-—> 50 100 150 200 250 300 350
Abundance #13185: 1-Octene, 6-methyl-
55.0
5000
97.0 5.80 6.00 6.20 6.40
m/z 55.20  70.84%
\\‘\}““\hf‘\“‘\”‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #299561: Oxalic acid, cyclobutyl octadecyl ester
55.0
A Mg
5.80 6.00 6.20 6.40
5000 m/z 41.10  70.33%
‘ ‘ 97.0
SERI D D= N £ R
m/z--> 50 100 150 200 250 300 350
Abundance #7618: Cyclohexane, 1,1-dimethyl- e RRRERE I S o
97.0 5.80 6.00 6.20 6.40
55.0 m/z 57.10  68.43%
5000
m/z--> 50 100 150 200 250 300 350 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 54
R.T. EstConc Area Relative to ISTD R.T.
6.266 2.81 ng/ul 56774 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 53
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
3 Heptanoic acid, 2-methyl-2-butyl... 200 C12H2402 1000160-11-4 47
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 47
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 47

Abundance Scan 541 (6.266 min): BG062945.D\data.ms (-533) (-) 57.05 100.00%

57.0
5000

|132 1946 2781 351 sos. 6.00 6.20 6.40 6.60
H\\“\\H‘\H‘\‘\\“\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘H mZ 43.10 62.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22083: Nonane, 4-methyl-
57.0
5000

6.00 6.20 6.40 6.60
m/z 41.05 57.18%

L e

i
\\1\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
CERREETT
6.00 6.20 6.40 6.60
5000 m z 70.10 40.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75814: Heptanoic acid, 2-methyl-2-butyl ester
43.0 6.00 6.20 6.40 6.60

m/z 71.10 38.07%

5000
{ 113.0
‘H\h 10
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.354 5.09 ng/ul 102826 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 53
2 5-Ethylnonadecane 296 C21H44 1000360-43-1 53
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 47
4 Octatriacontane, 3,5-dimethyl- 563 C40H82 013897-20-6 47
5 Heptyl triacontyl ether 537 C37H760 1000406-40-1 47

Abundance Scan 556 (6.354 min): BG062945.D\data.ms (-551) (-) m/z 43.10 100.00%

43.1
5000 105.1

2241 305.3 4547 539, 6.006.206.406.60
m/z 57.10  76.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90201: Tridecane, 2,5-dimethyl-
57.0
5000

6.00 6.20 6.40 6.60
m/z 41.10 68.85%

140.0
‘ TT l‘\ l\ “\ ‘ \l‘\ “‘ \‘ T \I ‘ T \1\9\7-\0\\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194591: 5-Ethylnonadecane
57.0

6.00 6.20 6.40 6.60

5000 ITI/Z 105.10 46.75%
T’Ff”’ziw%”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 M
Abundance #188718: Sulfurous acid, butyl undecyl ester L S ‘M, |
57.0 6.00 6.20 6.40 6.60

m/z 56.10  35.85%

5000

M | 19502190 . MA

\
m/z--> 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.424 4.46 ng/ul 90194  1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 72
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 72

Abundance Scan 568 (6.424 min): BG062945.D\data.ms (-564) (-) m/z 57.10 100.00%
57.1

5000

i

| {341 207.8 30353685 4587 538 6.20 6.40 6.60 6.80
Co bl ITE D SRR SRR SRR TR T m/z 71,85 73.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.10 66.08%
l\f{T111F.O”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22107: Octane, 2,6-dimethyl-
57.0
S RE
6.20 6.40 6.60 6.80
5000 m/z 41.10 54.48%
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22095: Octane, 3,6-dimethyl- e e
57.0 6.20 6.40 6.60 6.80

m/z 56.05 35.54%

“ I \|142'0 MMA M/M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:00:45 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62945.D

Acqg On : 19 Sep 2024 16:09

Operator : JU/RC

Sample : P3878-13MEDL 5X

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 unknown-01 Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
6677 3.27 ngul 66035  1,4-Dichlorobenzene-d4  7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, octyl... 200 C12H2402 000109-15-9 43

2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 38
3 Oxirane, propyl- 86 C5H100 001003-14-1 38
4 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 38
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 37

Abundance Scan 611 (6.677 min): BG062945.D\data.ms (-607) (-)
.0

m/z 41.05 100.00%

41
89.0
5000
125.1 P R B LA A
169.5 233.8 336. 6.40 6.60 6.80 7.00
T ‘\“M\““‘ ‘\‘“\'\ T e T \‘\-‘ LI B \‘\ m/Z 43.10 82.39%
miz--> 50 100 150 200 250 300
Abundance #75816: Propanoic acid, 2-methyl-, octyl ester
43.0 89.0
5000 LA L B LI AL LR
6.40 6.60 6.80 7.00
m/z 71.05 78.55%
L H\ ‘“ “‘\h \‘”M} “ LI \1 ’57\.(\) L ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester
43.0
6.40 6.60 6.80 7.00
5000 89.0 m/z 89.05 65.02%
L “\‘ \“ ‘\ \‘ L “ T T T ’ T T T ‘ L ‘ T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #1952: Oxirane, propyl-
41.0 6.40 6.60 6.80 7.00
m/z 39.10 59.84%
5000
m/z--> 50 100 150 200 250 300 6.40 6.60 6.80 7.00

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:00:46 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 unknown-02 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.765 4.36 ng/ul 88209 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 47
2 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 43
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
5 Octane, 3-methyl- 128 C9H20 002216-33-3 43

Abundance Scan 626 (6.765 min): BG062945.D\data.ms (-617) (-) m/z 57.15 100.00%

57.1
6.40 6.60 6.80 7.00
T H ‘H\ “\” \“]\q“swlw'l\ N \2’1\?\5\ T \\2\9\0‘9\\ T \3‘6\1\:\3\ T \4\.4\.5\ m/.Z 43.19 .51.0500
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 B R e e
6.40 6.60 6.80 7.00
m/z 41.10  40.80%
\\|\‘\“\‘“\I‘\1“1\4:.\0\‘1\7;]\.0\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #76029: Ether, heptyl hexyl
57.0
R RBEasmaEE
6.40 6.60 6.80 7.00
5000 m/z 56.05 31.05%
ALl aso |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #22130: Heptane, 3-ethyl-2-methyl- A, R RAREARS T
57.0 6.40 6.60 6.80 7.00
m/z 72.20 17.56%
5000
HIETT. |
miz--> 0 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:00:47 2024 Page: 11



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

VA

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

BG062945.D

: 19 Sep 2024 16:09
JU/RC
. P3878-13MEDL 5X

. 8

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 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-Decanol, 2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.853 7.85 ng/ul 158644  1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-methyl- 172 C11H240 018675-24-6 78
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 59
4 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 50
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50
Abundance Scan 641 (6.853 min): BG062945.D\data.ms (-637) (-) m/z 57.10 100.00%
57.1
AR RENEY BRI
H “ 141.9 207.3 306.9361.5 427.6 494. 6.60 6.80 7.00 7.20
R T m/z 43.10 46.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #47388: 1-Decanol, 2-methyl-
57.0
5000 RN R R R R
6.60 6.80 7.00 7.20
‘ ’1110 m/z 71.15 37.01%
\\J‘\Hf“‘h\‘\\“l\"“‘\“\“\f"]‘?\o\.o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22082: Nonane, 4-methyl-
57.0
6.60 6.80 7.00 7.20
5000 m/z 41.10 36.13%
B —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22083: Nonane, 4-methyl- T
57.0 6.60 6.80 7.00 7.20
m/z 70.15 32.67%
5000 fbﬁﬁw/\
“142‘-0 WWWMM
miz--> 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:00:48 2024
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.912 7.5 ng/ul 146596 1,4-Dichlorobenzene-dd  7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 cle2 000871-83-6 74

2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
Abundance Scan 651 (6.912 min): BG062945.D\data.ms (-646) (-) m/z 57.10 100.00%
57.1
A A manas
1273 2371 364.3 480 6.60 6.80 7.00 7.20
b 1278 2374 3018 3643 480 743 00 8s.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22078: Nonane, 2-methyl-
43.0
5000 T T T T T T T T
6.60 6.80 7.00 7.20
m/z 41.10 74.36%
’ ?80
\\“\ "\‘\\\h‘\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #193304: 1-lodo-2-methylundecane
57.0
ARERamasEL A
6.60 6.80 7.00 7.20
5000 m/z 71.20 43.44%
L 130 1690 296.0
L o e e
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #14524: Octane, 2-methyl- R e e RN REA RN
43.0 6.60 6.80 7.00 7.20
m/z 42.05 33.98%
5000
Lo
\\‘\ ’\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
mlz--> 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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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, 1l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.947 7.71 ng/ul 155914  1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 657 (6.947 min): BG062945.D\data.ms (-654) (-) m/z 105.10 100.00%
105.1
5000
N aEaasRmCESSLE
51.0 M ‘ : 6.60 6.80 7.00 7.20
e “ ‘H‘ ‘\ T “ R [T ‘\2?7\\5’ \2\77\\1‘ T \:\35‘7\\3\ 4\.(‘)6\ m/Z 120.10 39.9600
m/z--> 00 150 200 250 300 350 400
Abundance #10724:Benzene,1-ethyL24nethyL
105.0
5000 L L L L I L L I
6.60 6.80 7.00 7.20
m/z 91.05 19.38%
510‘ ‘ ‘
\\‘\‘\“\H\‘\‘\“‘\h\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 00 150 200 250 300 350 400
Abundance #10720:Benzene,1—ethW—34ﬂethyL
105.0 A AA
T R AR SLATAN AN
6.60 6.80 7.00 7.20
5000 m/z 77.05 19.04%
39.0
I I —
m/z--> 50 100 150 200 250 300 350 400
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 13.55%
5000
39.0
I
mlz--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:00:50 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 Benzene, 1,2,4-trimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.082 4.99 ng/ul 100926 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 680 (7.082 min): BG062945.D\data.ms (-676) (-) m/z 105.10 100.00%

105.1
5000
e e
390 ‘ \ 6.80 7.00 7.20 7.40
bbb 199.0 3172 4078 5093 ., 150.65  42.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 /\NJ\/\,
6.80 7.00 7.20 7.40
28.0 m/z 77.10 16.02%

‘ L b “ “ I

‘\l\\r‘\\\\’\\H‘\\H‘HH‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\‘\

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

Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

E

6.80 7.00 7.20 7.40
m/z 91.10 14.98%

5000

39.0
\HU ““ I

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

3

Abundance #10692: Mesitylene
105.0 6.80 7.00 7.20 7.40
m/z 119.10 13.59%
5000
39.0 }
‘MH\”\”‘H,HJ‘H_m‘HH‘H‘“m“HHWHWH‘HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 Mesitylene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.253 5.47 ng/ul 110525 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
2 Mesitylene 120 C9H12 000108-67-8 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 709 (7.253 min): BG062945.D\data.ms (-703) (-) m/z 105.10 100.00%
105.1
5000 j\
R AR maEa
391 ‘ 7.00 7.20 7.40 7.60
Sl 1648 2211 2920 3698 ., 159.10  29.42%
m/z--> 50 100 150 200 250 300 350
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
m/z 77.10 19.16%
510‘ ‘ ‘
\\‘\‘\“L\M\“\‘\““\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #10691: Mesitylene
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 17.16%
39.0
Y e —
m/z--> 50 100 150 200 250 300 350
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.00 12.54%
5000
51.0 ‘ ‘
"u‘S‘W¢uq‘w““““““““““““““
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 13 2-Heptanone, 4,6-dimethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.282 4.16 ng/ul 84212  1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 64
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 59
3 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 50
4 2-Pentanone, 5,5'-oxybis- 186 C10H1803 093677-66-8 38
5 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 32

Abundance Scan 714 (7.282 min): BG062945.D\data.ms (-711) (-) m/z 43.10 100.00%

43.1
5000
84.1
7.00 7.20 7.40 7.60
127.2
- w‘l““m\ Ll rer2 18602214 295 . 55 19 s5g.85%
m/z--> 50 100 150 200 250
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 7.00 7.20 7.40 7.60
m/z 41.10 43.75%
12L0 ‘\ “H‘\ ‘1‘ T — 1\4\2‘0\ L B B By B B
miz—-> 50 100 150 200 250
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
T T
7.00 7.20 7.40 7.60
5000 ITI/Z 69.10 41.49%
85.0
S N . S
miz--> 50 100 150 200 250
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester A RARSREEE TR
43.0 7.00 7.20 7.40 7.60
m/z 84.10 30.94%
5000
%
mlz--> 50 100 150 200 250 7.00 7.20 7.40 7.60

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:00:54 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 1
R.T. EstConc Area Relative to ISTD R.T.
7.488 50.31 ng/ul 1017146  1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 90
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
3 Decane 142 C1eH22 000124-18-5 72
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 68
5 Dodecane 170 C12H26 000112-40-3 59

Abundance Scan 749 (7.488 min): BG062945.D\data.ms (-743) (-) m/z 57.10 100.00%
57.1

-

5000
1 0.1 238.9 355.0 527 ¢ 7.20 7.40 7.60 7.80
A 2909 999 228 m/z 43.18  97.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22066: Decane
57.0
5000

7.20 7.40 7.60 7.80
‘ m/z 41.10 72.50%
Ly

142.0

‘MJ |

[T ‘\T‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

-

Abundance #45503: Decane, 2,9-dimethyl-
43.0
PO Y
7.20 7.40 7.60 7.80
5000 m/z 71.05 42.97%
‘ ‘ ‘ 127.0
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22067: Decane
43.0 7.20 7.40 7.60 7.80
m/z 85.15 31.93%
5000
‘ ], s
Il [
A B N R o RRARARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
7.776 3.48 ng/ul 70300 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 50
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 43
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 43
4 Nonane 128 C9H20 000111-84-2 43
5 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 38

Abundance Scan 798 (7.776 min): BG062945.D\data.ms (-791) (-) m/z 57.10 100.00%

57.1
5000
105.1
7.40 7.60 7.80 8.00
A ”““h\w ‘5‘474"”2?9?‘ R - ??if‘ m/z 43.15 79.16%
m/z--> 50 100 150 200 250 300 350
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000
7.40 7.60 7.80 8.00
m/z 41.10 63.03%
‘ ‘ 113.0
\‘\\“‘\‘\‘\“‘\"\“\\\“1\7\0.\0\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300 350
Abundance #22071: Octane, 4-ethyl-
57.0
R e
7.40 7.60 7.80 8.00
5000 ITI/Z 105.10 28.26%
112.0
L
m/z--> 0 100 150 200 250 300 350 /\
Abundance #188718: Sulfurous acid, butyl undecyl ester ‘,“““‘%\“““‘H“
57.0 7.40 7.60 7.80 8.00
m/z 85.10 26.25%
5000
155.0
F,ZO?O
mlz--> 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.917 18.43 ng/ul 372709 1,4-Dichlorobenzene-d4 7.858

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 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 56
Abundance Scan 822 (7.917 min): BG062945.D\data.ms (-816) (-) m/z 57.05 100.00%
57.0
5000
} ‘ ‘ 7.60 7.80 8.00 8.20
L Adzaesn om0 s T s 4 e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 T T T T T
7.60 7.80 8.00 8.20
m/z 43.10 32.60%
"\I"J‘J'IJ”IZ.O’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
7.60 7.80 8.00 8.20
5000 ITI/Z 55.10 24.41%
e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15694: 1-Hexanol, 2-ethyl- R e R
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.40%
h MW
,h.,wHHJZ-O,
miz--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 17 Benzene, 1l-ethyl-3-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
7.970 5.96 ng/ul 120434 1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 74
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 72
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72
4 Mesitylene 120 C9H12 000108-67-8 64
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 64

Abundance Scan 831 (7.970 min): BG062945.D\data.ms (-828) (-) m/z 105.10 100.00%

105.1
5000
R R R
39.1 ‘ 205.2 262.4 381.0 503. 7.60 7.80 8.00 8.20
bl 209-22624 32363810 8034 0 126.10  44.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 e e A B RN S
7.60 7.80 8.00 8.20
m/z 90.95 16.01%
39.0
\\‘1&“‘1”\”\\\‘\”1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
7.60 7.80 8.00 8.20
5000 m/z 79.85 11.00%
39.0

Vol o

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

&

Abundance #10709: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 77.05 10.18%
5000
28.0
kafmw&‘Jw"H"‘H‘“H“‘H“‘H“‘H“‘H“‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 unknown-@3 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.075 10.41 ng/ul 210561 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C1eH2002 1000249-77-4 47
2 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 40
3 3-Methyl-2-butenoic acid, cyclob... 154 C9H1402 1000282-89-1 38
4 1,3-Cyclohexanedione, 2,2,5,5-te... 168 C10H1602 000702-50-1 36
5 Bis(2-ethylhexyl) hydrogen phosp... 306 C16H3503P 003658-48-8 33

Abundance Scan 849 (8.075 min): BG062945.D\data.ms (-840) (-) m/z 83.15 100.00%

83.2
5000 ? ?
‘ ‘ 1714 . 7.80 8.00 8.20 8.40
b T 2566 8767 538 7 43.18 35.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46991: 1,1-Hexylenedioxybutane
83.0
5000 T T T T T T
7.80 8.00 8.20 8.40
p7. m/z 55.10 18.05%
\“\m‘d\‘ﬂ\\‘\\L\]?!’I\-\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3814: 2-Pentene, 4,4-dimethyl-, (2)-
83.0
e RARERmaE RS
7.80 8.00 8.20 8.40
5000 m/z 41.10 16.01%
P7.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #32212: 3-Methyl-2-butenoic acid, cyclobutyl ester e ARaman e
83.0 7.80 8.00 8.20 8.40
m/z 129.05 12.82%
5000
P70 154.0
A e e e e e
mlz--> 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.281 6.40 ng/ul 129349 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 83
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 72
4 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 72
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 56
Abundance Scan 884 (8.281 min): BG062945.D\data.ms (-879) (-) m/z 83.05 100.00%
83.0
5000
41.1
1402 U R R R B R
‘ ‘ 8.00 8.20 8.40 8.60
L2187 2826 369 69 10 42.33%
m/z--> 50 100 150 200 250 300 350
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 41-0 \\\‘\\\\‘\\\\’\\\\‘\\\\
8.00 8.20 8.40 8.60
140.0 m/Z 55.10 39.98%
\‘\H\X‘H‘\W\‘\“\\‘\\‘\\\\‘\\\\‘\\\\ L
m/z--> 50 100 150 200 250 300 350
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
 AABEEasRaEEE LS
8.00 8.20 8.40 8.60
5000{ 410 m/z 56.10 38.81%
140.0
11 7 D O
m/z--> 50 100 150 200 250 300 350
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- R A ASAAREN R AR R
83.0 8.00 8.20 8.40 8.60
m/z 41.15 34.98%
5000
41.
140.0
“WMHMWJ‘M‘J‘J“““““““‘ G T
miz--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:01:01 2024

Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 20 2-Tolyloxirane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.399 8.34 ng/ul 168712 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tolyloxirane 134 C9H1e0 002783-26-8 70
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 70
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 64
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 58
Abundance Scan 904 (8.399 min): BG062945.D\data.ms (-899) (-) m/z 105.05 100.00%
105.1
43, R AR EE AT o
8.00 8.20 8.40 8.60 8.80
- | i “«\Jﬁ,‘wuu e AT 2926 46035260 7 5720 31.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17529: 2-Tolyloxirane
105.0
5000 BB e
8.00 8.20 8.40 8.60 8.80
m/z 134.15 25.51%
‘\\3‘\9‘1-?#‘\“\1\"\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17044: Benzene, (1-methylpropyl)-
105.0
\/‘\mmww_m,”
8.00 8.20 8.40 8.60 8.80
5000 m/z 106.05 18.20%
27.0
_M;‘uuunJ,Jm“_‘H_‘H_wW_MW_HWm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 43.10 16.35%
5000
39.0
I I
mlz--> 0 50 100 150 200 250 300 350 400 450 500 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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 21 Methoxyacetic acid, 2-octyl... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
8.446 3.08 ng/ul 62369 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-octyl ester 202 C11H2203 1000282-69-6 78
2 Oxalic acid, decyl neopentyl ester 300 C17H3204 1000309-73-4 72
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 64
5 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 64

Abundance Scan 912 (8.446 min): BG062945.D\data.ms (-909) (-) m/z 71.10 100.00%

711
820840860880
140.9 . : : :
- “““M‘w‘ | T f"f‘?:?’ m/z 43.05  75.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77595: Methoxyacetic acid, 2-octyl ester
71.0
5000 LB e B B
8.20 8.40 8.60 8.80
m/z 41.10 56.12%
22 ‘.‘“LM 159.0
‘!!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199429: Oxalic acid, decyl neopentyl ester
71.0
R REmE
8.20 8.40 8.60 8.80
5000 m/z 57.15 50.09%
‘ 185.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22091: Octane, 2,6-dimethyl- R R R
57.0 8.20 8.40 8.60 8.80
m/z 70.10 21.48%
5000
‘ 113.0 /M
H“mwuh““H‘HH‘HH‘HH‘HHWH_WW SRR i RN AL 11
mlz--> 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 22 Ethanone, 1-(2-methylphenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.498 8.87 ng/ul 179344  1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 93
2 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 93
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 921 (8.498 min): BG062945.D\data.ms (-916) (-) m/z 119.10 100.00%
1191

5000 4
39.0
| m M I J05 5030 8.20 8.40 8.60 8.80
‘\\\\“‘h\‘i‘\"\'"\“‘\‘\‘HH‘\\\\‘\H\‘.\\H‘HH‘HH‘HH‘\.\H‘ m/Z 91.10 72.6600
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17600: Ethanone, 1-(2-methylphenyl)-
119.0
5000
8.20 8.40 8.60 8.80
43.0 m/z 105.10 70.49%
IHA l\ A ‘ L

L
L L N B B L B L B B AL B B R B B

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

S—

Abundance #17032: Benzene, 1,2-diethyl-
119.0
”‘W‘”\”“W‘”#ﬁ“
8.20 8.40 8.60 8.80
5000 m/z 134.15 54.27%
39.0
\Hhuhwhwﬂ*“w*‘w*H*\H‘w**www*w*‘www**w*ww AA AM AK
m/z--> 0 50 100 150 200 250 300 350 400 450 500 A
Abundance #17031: Benzene, 1,4-diethyl- Sy P e e
119.0 8.20 8.40 8.60 8.80

m/z 77.05 23.64%

5000

41.0
i
B 8

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.628 6.78 ng/ul 137169 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Decane, 3-methyl- 156 C11H24 013151-34-3 76
3 Decane 142 C1eH22 000124-18-5 72
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
5 Decane, 5-propyl- 184 C13H28 017312-62-8 53

Abundance Scan 943 (8.628 min): BG062945.D\data.ms (-937) (-) m/z 57.10 100.00%

57.1
5000
126.2 242 6 496. 8.40 8.60 8.80 9.00
‘\\\\“\dl\“‘\m‘\‘\l\\‘\\\\‘\\\\“.\\\3\0‘\8.\(\)\‘\\\\‘\\\\‘\\\\‘-\‘ m/Z 41.10 70.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33092: Decane, 3-methyl-
57.0
5000 R EaBREEEEE S AR e

8.40 8.60 8.80 9.00
m/z 71.10 70.18%

127.0
‘ L “

LSS LA LA L A L L L L L O

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

Abundance #33085: Decane, 3-methyl-
57.0

a

8.40 8.60 8.80 9.00
5000 m/z 43.10 62.83%

126.0

WL

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

Abundance #22066: Decane
57.0 8.40 8.60 8.80 9.00
m/z 85.10 39.91%
5000
‘M 142.0 M
B N B (VO TYA V¥ LV AN
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 24 Benzeneacetaldehyde, .alpha... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
8.657 5.74 ng/ul 115977 1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 64
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 59
3 2-Tolyloxirane 134 C9H100 002783-26-8 59
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 59
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 58

Abundance Scan 948 (8.657 min): BG062945.D\data.ms (-946) (-) m/z 105.10 100.00%
105.1

5000
A

‘ 187.2 2764 355.8  452.3506 8.40 860880 9.9
bl 180 204 SonE LU0 m/z 134.05  25.44%

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

Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0

ol

5000
8.40 8.60 8.80 9.00

m/z 77.05 18.45%

51.0
\\\‘\ilfh\H\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 79.00 17.97%
51.0
‘m%#wNJJ‘H“‘H“‘H‘,‘H"H“‘H“,H“‘H“‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 r/\m
Abundance #17529: 2-Tolyloxirane WW‘H“‘H“‘H“‘H“‘
105.0 8.40 8.60 8.80 9.00
m/z 103.10 16.10%
5000
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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 25 1,3,5-Cycloheptatriene, 3,7... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.804 4.52 ng/ul 91394  1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 83
2 o-Cymene 134 C1eH14 000527-84-4 83
3 o-Cymene 134 C1eH14 000527-84-4 83
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 83
5 o-Cymene 134 C1oH14 000527-84-4 83

Abundance Scan 973 (8.804 min): BG062945.D\data.ms (-969) (-) m/z 119.05 100.00%
119.1

5000

=

65. ‘ 285.8 ‘ 8.40 8.60 8.80 9.00 9.20
- “H“‘e‘ﬁ\?w‘“}c” b 2210 25008 4811486 s 134,05 28.57%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0

3

5000
8.40 8.60 8.80 9.00 9.20

m/z 91.05 28.37%

65.
\\\u“‘\l‘\l\!“h\d \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16997: o-Cymene
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 105.10 15.37%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 /\
Abundance #16998: 0-Cymene “H“‘H‘$%MA‘H“W‘
119.0 8.40 8.60 8.80 9.00 9.20
m/z 117.00  15.28%
5000
41.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 26 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
8.863 5.03 ng/ul 101767 1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 87
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 87
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 87
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 87
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 87
Abundance Scan 983 (8.863 min): BG062945.D\data.ms (-978) (-) m/z 119.10 100.00%
119.1
5000
3 ’ 1 231.9297.1 380.1 460.8 546 8.608.80 9.00 9.20
‘\H‘\Li‘\"h\'h\“\“‘i‘\l\H‘\H\‘\\H.‘\H\‘\-\H‘\H\.‘\\H‘H.\\‘\\H‘.\‘ m/Z 91.10 29.5300
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 134.15 19.15%
41.0
‘\\\%‘H‘TA\‘%T‘"\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 77.05 12.31%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.60 8.80 9.00 9.20
m/z 39.10 11.56%
5000
39.0 \
“mhhMMﬂﬂ“_‘H‘H‘W‘H‘_‘H“H‘_‘H‘H‘W‘H‘_ LA AL A s A
mlz--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.086 35.50 ng/ul 717708 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
3 Tridecane 184 C13H28 000629-50-5 64
4 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 62
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
Abundance Scan 1021 (9.086 min): BG062945.D\data.ms (-1013) (-) m/z 57.10 100.00%
57.1
5000
| %8.1 156.3 8.80 9.00 9.20 9.40
T “\ ‘!‘ T h‘ T "\.\ T \2\3\9‘3\2\8\0\6| :\32\6\\8‘ \:\3\8?: m/Z 43.10 85.91%
m/z--> 50 100 150 200 250 300 350
Abundance #33077: Undecane
57.0
5000 M‘HH‘HH‘HH‘HH
8.80 9.00 9.20 9.40
m/z 41.10 64.21%
15.#9.015’6.0‘
m/z--> 50 100 150 200 250 300 350
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
AR =mEEEE
8.80 9.00 9.20 9.40
5000 m/z 71.20 50.63%
L fp0 410
| | -
— ettt
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0 8.80 9.00 9.20 9.40
m/z 85.10  28.35%
5000
L1880 1101840 A
e P M
mlz--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 28 unknown-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.209 8.90 ng/ul 179885 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(3-Benzamidophenyl)-3-(m-tolua... 449 C28H23N303 1000223-93-8 43
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 43
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 43
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 41
5 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 38

Abundance Scan 1042 (9.209 min): BG062945.D\data.ms (-1033) (-) m/z 105.10 100.00%

57.1 105.1
5000
F 40  937.7290.3 3461 8.80 9.00 9.20 9.40 9.60
Mwww"m‘Hul_m,'m‘_‘H,‘ m/z 57.10  92.99%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #325352: N-(3-Benzamidophenyl)-3-(m-toluamido)benza
119.0
5000
8.80 9.00 9.20 9.40 9.60
GS'T m/z 119.10 77.74%
T \hhl“ ll \H’\ ‘\ ‘\" T T \1‘6\7\-\0\ ‘ \2\:\3?-‘(?\ TTT ‘:\3:\3\0;0’ TT 1T ‘ T \44?.’9.\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 148.20 51.79%
|
150, 0L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 50.63%
h \J\ﬂw
-
mlz--> 0 50 100 150 200 250 300 350 400 450 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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
9.638 2.04 ng/ul 88126 Naphthalene-d8 10.649

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl-6-methylene- 168 C12H24 075029-95-7 72
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 53
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 42
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 42
5 Cyclopentane, (1,1-dimethylethyl)- 126 C9H18 003875-52-3 39

Abundance Scan 1115 (9.638 min): BG062945.D\data.ms (-1112) (-) m/z 56.10 100.00%

56.1
5000

T
111.2 9.50 10.00
168.1 . 381.4 .
\\\“\H\“J‘\‘\L‘\h\‘“‘\l\‘\‘\“\‘\\\‘\\\\2‘6\§\3\‘\\\\‘\\\‘\‘\\\\‘\\\\‘5\2\\7\ m/Z 69.15 27.1100
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43570: Decane, 5-methyl-6-methylene-
56.0
5000 e i
9.50 10.00

m/z 55.05 24.42%

m{ 111.0168.0

\\‘\![\‘\\Af“g\\\‘\l\;\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0

T
9.50 10.00

5000 ITI/Z 41.15 17.67%
g “{ 128.0
R AN R e e S A S RS R
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20666: 2-Methyl-1-nonene T T
56.0 9.50 10.00

m/z 43.10 14.84%

5000
H‘ || 1400

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 31 unknown-@5 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
9.791 2.84 ng/ul 122991 Naphthalene-d8 10.649

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 2-am... 143 C7H13NO2 005691-19-0 35
2 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 27
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 27
4 3-Buten-1-o0l, 2-methyl- 86 C5H100 004516-90-9 27
5 Acetamide, N-cyclopentyl- 127 C7H13NO 025291-41-2 27
Abundance Scan 1141 (9.791 min): BG062945.D\data.ms (-1136) (-) m/z 56.10 100.00%
56.1
5000
‘ 133.1 T T
9.50 10. 00
185.0 382.8 456.2
HMH\““\““HH‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\5‘6\\ m/z 97 05 0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23377: Cyclohexanecarboxylic acid, 2-amino-, trans-
56.0
5000 WW\M
950 1000
m/z 55.10 60.91%
143.0
‘\\hl‘\l“\l‘l\“\}\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3768: (Z)-Hex-2-ene, 5-methyl-
56.0
—— —
9.50 10.00
5000 m/Z 41.15 55.49%
J
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1666: 1-Pentene, 2-methyl- — —
56.0 9.50 10.00
m/z 69.05 39.23%
5000
i — —
mlz--> 0 50 100 150 200 250 300 350 400 450 9.50 10.00
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Data Path

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File :
: 19 Sep 2024 16:09

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

BG062945.D

JU/RC

. P3878-13MEDL 5X

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
10.079 2.05 ng/ul 88651 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1190 (10.079 min): BG062945.D\data.ms (-1182) (+ | m/z 43.10 100.00%
43.1

5000

=

10.00
182.4 241 8 322.7 522.!
‘ TTT "\1! ‘\I\‘l“ ‘\‘\\‘\ T ‘ \\8\ T ’ TTT \ ‘ TTTT ‘ T \ T \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T \ T m/z 57.15 78.4700

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane

57.0

?

5000
10.00

m/z 41.10 59.69%

J 1‘ | \169 0225.0 296.0

‘\\H’\H!‘\\H“HH’H\\‘\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59107: Nonane, 2-methyl-5-propyl-

57.0

5

10.00
5000 m/z 71.20 58.43%
1400

Uz

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

3

Abundance #74005: Tetradecane
57.0 10.00
m/z 85.15 38.03%
5000
L0 semo I 4
_“W‘H“H“_‘H,‘H“H‘w“u“H‘_“w“u‘u‘ : —— iy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 35 Cyanic acid, ethyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.025 9.14 ng/ul 395509 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 58
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 37
4 2-Ethyl-cyclohexylamine 127 C8H17N 024216-90-8 25
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25

Abundance Scan 1351 (11.025 min): BG062945.D\data.ms (-1344) (-~ | m/z 56.10 100.00%

56.1
5000
111.2
T [
\ ‘ 11.00
b ‘\’ ) || 199.2 2751 379.8 489,

‘\\\\“\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ m/z 69.16 44.4700
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #684: Cyanic acid, ethyl ester

29.0

=

5000 \

T
11.00
m/z 41.10 42.82%

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

2

Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
T
11.00
5000 m/z 55.10  41.55%
‘ 111.0
”_”\199_0’
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- T
56.0 11.00

m/z 71.10 41.18%

5000

-

d 128.0

S
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
11.148 4.28 ng/ul 184964  Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
2 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 52
3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 50
4 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 50
5 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 50

Abundance Scan 1372 (11.148 min): BG062945.D\data.ms (-1365) (-~ | m/z 43.10 100.00%

43.1
5000

112.2 11.00 1150
Sl 17122209 2809 4236 07110 73.80%
miz—> 0 50 100 150 200 250 300 350 400
Abundance #22073: Octane, 3-ethyl- kbjb\w%
71.0

5000 T
11.00 11.50

m/z 41.05 39.27%

14J \‘ } la 11420
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7130: Propanal, 2-propenylhydrazone
71.0

—
11.00 11.50
5000 m/z 57.10  38.97%

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

I
#152680: Sulfurous acid, octyl 2-pentyl ester —
71.0 11.00 11.50

m/z 70.10  36.38%

5000

! \“ } i 195.0

m/z--> 0 50 100 150 200 250 300 350 400 11.00 11.50

5
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Data Path : Z:

Data File : BG
Acqg On : 19
Operator : 3JU
Sample : P3

Misc
ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
062945.D

Sep 2024 16:09

/RC

878-13MEDL 5X

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 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 37 Cyclohexanol, 1-methyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
11.677 4.26 ng/ul 184260 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 59
2 4-Nonanone 142 C9H180 004485-09-0 53
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 50
5 3-Bromooctane 192 C8H17Br 000999-64-4 50

Abundance Scan 1462 (11.677 min): BG062945.D\data.ms (-1457) (-~ ' m/z 71.10 100.00%

711
5000

11.50 12.00
33.0 .
T ‘H\Hl\“‘\‘"‘;ﬂ\'\‘u\\\\‘2\2\1\.0\‘\\\\‘\\\\’3\7\3\.\7’\\\\‘\4\8\3\ m/Z 43.10 98.9200

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8542: Cyclohexanol, 1-methyl-
71.0

5000 L N
11.50 12.00

m/z 57.10 83.76%

\\U“Jm\‘\“\L\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22972: 4-Nonanone

43.0

T ]
11.50 12.00

5000 m/z 41.10 44.20%
99.0
‘\“\t,,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74023: Dodecane, 4,6-dimethyl- — —T
57.0 11.50 12.00

m/z 55.10  33.95%

5000
e
[E N 183.0

T —
m/z--> 50 100 150 200 250 300 350 400 450 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 38 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.748 4.44 ng/ul 192298 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 81
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 76
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 74
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 72
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 72

Abundance Scan 1474 (11.748 min): BG062945.D\data.ms (-1469) (- | m/z 145.00 100.00%

145.0
5000
91.0 o JLN
11.50 1200
200.1 316.6
- ‘h?‘”n‘t ‘ Mk “h fg 2000 3166 M2 7 160.20  49.50%
m/z--> 0 100 150 200 250 300 350 400
Abundance #36287. Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
5000

11.50 12.00
m/z 128.20  24.22%

39.0 of. o‘ ‘
‘ ‘u ‘\ \‘\ M\‘u u‘ h h\‘ ‘

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

Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

-

11.50 12.00
5000 m/z 91.05 20.66%

91.
\hhuh‘wMMM\

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

Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0 11.50 12.00

m/z 115.00  20.57%

-

5000

41.0

m/z--> 0 50 100 150 200 250 300 350 400 11.50 12.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 39 (DEL) Alkane: Cyclic11.912 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.912 5.71 ng/ul 247075 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-2-(3-meth... 140 C10H20 062238-07-7 72
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 53
3 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 50
4 4-Undecene, 10-methyl-, (E)- 168 C12H24 074630-60-7 42
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 38
Abundance Scan 1502 (11.912 min): BG062945.D\data.ms (-1495) (-~ | m/z 56.10 100.00%
56.1
5000
111.1
e
1F7.1 12.00
TTT w ‘\‘ ‘\m‘\'h‘. \”\'h\‘\“‘\ TTT “ T \2\8\0\8‘ \?1\37\‘6\ T \4\3\2\.: m/Z 55.05 91.2100
m/z--> 50 100 150 200 250 300 350 400
Abundance  #20776: Cyclopropane, 1-methyl-2-(3-methylpentyl)-
41.0
5000 RN
12.00
111.0 m/z 69.10 77.82%
\\‘\ ‘\‘ \
m/z--> 50 100 150 200 250 300 350 400
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
——
12.00
5000 m/z 73.10 69.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #74296: Hexyl trifluoroacetate
56.0 12.00
m/z 41.10 61.84%
N M
B %)
m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.071 6.07 ng/ul 262478 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1529 (12.071 min): BG062945.D\data.ms (-1523) (- | m/z 57.10 100.00%

57.1
5000

T
99.2 12.00
141.2
i “ T “ ”\‘H‘\ “‘ ol T ’\]8\4\2‘2\2\1\1\ T ‘315\8\ T m/Z 43.10 87.55%
miz-> 50 100 150 200 250 300
Abundance #59026: Tridecane
57.0
5000 T
12.00

m/z 41.10 65.10%

99.0
s.d ‘ ““ !‘ \“‘\ ““ \H \’“]\4\‘1.‘0\ ’\]8\‘4.\'0‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane

57.0

T
12.00

5000 ITI/Z 71.10 59.84%
99.0
i Li o, 141.0 1830 268.0
— ey
m/z--> 50 100 150 200 250 300 yjly‘
Abundance #74006: Tetradecane A R
57.0 12.00
m/z 85.10 44.78%
5000
99.0
L0 e w0 )
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 41 unknown-06 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

12.106 4.60 ng/ul 199207 Naphthalene-d8 10.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 42
2 2H-Azonin-2-one, octahydro-6-hyd... 157 C8H15N02 023435-07-6 40
3 3-Undecene, 2-methyl-, (Z)- 168 C12H24 074630-48-1 36
4 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 27
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 25

Abundance Scan 1535 (12.106 min): BG062945.D\data.ms (-1532) (+ | m/z 56.10 100.00%

56.1
5000
111.2
T

| L1991 3128 3959 517 1200 1250
bbb e m/z 69.10  91.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74296: Hexyl trifluoroacetate
56.0

5000 R
12.00 12.50
m/z 55.15 90.43%

(L 00

HH'iHH’\\‘\\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #34369: 2H-Azonin-2-one, octahydro-6-hydroxy-

=

30.0
12.00 12.50
5000 m/z 73.10 80.90%
} 101.0
st
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43558: 3-Undecene, 2-methyl-, (Z)-
69.0 12.00 12.50

m/z 41.10 35.72%

- MU\\”AJ\A
1L, 180

A A T T — T
m/z--> 0 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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
13.028 2.27 ng/ul 80884  Acenaphthene-dile 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 59
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 47

Abundance Scan 1692 (13.028 min): BG062945.D\data.ms (-1688) (- | m/z 57.10 100.00%
57.

5000

-

113.2 T

13.00
1742 2520 3255 . .
“\J‘\”‘J“‘\‘\‘H\‘\’HH‘HH‘\\‘\\‘\\\\‘4\2\?\4‘\\\\‘5\2\§\ m/z 71.10 97.92%

J mhd
RREARERSS

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59063: Undecane, 4,6-dimethyl- Wymﬂﬂwwﬁjj\ﬁkaﬂkaw
57.0
5000 U \
13.00
m/z 43.10 90.24%
‘ } 113.0
\Hhﬁ‘*wﬂm‘Hjﬁipw‘w‘H‘w‘H\‘H‘w‘H\H“M‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
1350 |
5000 m/z 41.10 72.00%
127.0
\*wkﬁ‘”“Wtwjg%g‘www*w*w*w*www*w*H‘MH*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90203: Dodecane, 2,6,11-trimethyl- — ‘
57.0 13.00
m/z 85.10 39.52%
5000
| 1301690
\‘wtw‘”WHJ”\”"w‘”\‘”‘\”‘w“”\”“M“w‘”‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Library Search Compound Report

Data File : BG@62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.316 7.87 ng/ul 280804  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Nonadecane 268 C19H40 000629-92-5 72
3 Nonadecane 268 C19H40 000629-92-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 64

Abundance Scan 1741 (13.316 min): BG062945.D\data.ms (-1736) (-~ m/z 57.10 100.00%

57.1
5000
1356 5556
154 .1 : :
’\\\‘\H‘\'ll\‘l\ﬂ‘\“‘\l\?"\\i\\‘\\?\5‘2\'\0\\‘\\\\’\\\\‘\\\\‘\\4\.9\‘9\.4\\’ m/Z 43.10 79.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane
57.0
5000 o —
13.00 13.50
m/z 71.10 70.26%
” || f27.0 198.0
’\\‘WE‘\\\I\A‘\A\‘\#“\\\\H\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane
57.0
— —
13.00 13.50
5000 ITI/Z 41.10 58.76%

| ’ | [127.0 197.0 268.0

R I o

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

Abundance #158600: Nonadecane — ‘ ‘
57.0 13.00 13.50

m/z 85.10 40.12%

3

5000

|1 [127.0 197.0 268.0

Iy L
AR L L B B L L L L L BRI B R B L B

=4 ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 46 Propanoic acid, 2-methyl-, ... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
13.751 3.32 ng/ul 118274  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 59
2 Propanoic acid, 2-methyl-, hepty... 186 C11H2202 002349-13-5 53
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 43
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 43
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 43

Abundance Scan 1815 (13.751 min): BG062945.D\data.ms (-1811) (- ' m/z 56.10 100.00%

5.1
5000

1
‘ 13.50 14.00

116.9 190. :
MRS 1908 3064 541 L 7110 82.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0

5000 1
13.50 14.00

m/z 89.10 68.05%

27.
MJW\*LLW‘quﬁpw‘H\H“M‘H\‘H‘M‘H\‘H‘M‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60835: Propanoic acid, 2-methyl-, heptyl ester
43.0

13.50 14.00
5000 m/z 43.10 61.20%

‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘H\\‘\H\‘\H\‘\\H‘\\H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 \/KJA&WWJMﬁM”WJA\fNKJ
Abundance

‘H i ’ 143.0

#15557: Propanoic acid, 2-methyl-, propyl ester T
43.0 13.50 14.00
m/z 41.10 38.75%

B VAuJWﬂwwWJK)WJAQMMW/
L 1L1.0

— —
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\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.974 4.17 ng/ul 148604  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 60
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 58
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 58
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 52
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 50
Abundance Scan 1853 (13.974 min): BG062945.D\data.ms (-1846) (-~ | m/z 57.05 100.00%
57.0
113.1 e
169.2 2265 ‘ 14.00
A H“H‘ bl S 3 2 43,10 97.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107220: Hexadecane
57.0
5000 T
14.00
m/z 71.05 81.64%
ad ||| [ 191018502260
\\\\‘ 1\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194593: Eicosane, 2-methyl-
57.0
o
14.00
5000 m/z 41.10 64.36%
9.0
J h‘hJ | 14101830  253.0
““‘ At
m/z--> 100 150 200 250 300 350 400
Abundance #45506: Decane, 3,6-dimethyl- T
57.0 14.00
m/z 55.10  49.84%
5000
“ 113.0
mlz--> 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.397 12.65 ng/ul 451374  Acenaphthene-d10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 87
3 Heptane, 5-ethyl-2-methyl- 142 C1eH22 013475-78-0 64
4 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 58

Abundance Scan 1925 (14.397 min): BG062945.D\data.ms (-1920) (- | m/z 57.10 100.00%

57.1
5000
= T
| 1‘113'2 1400 14.50
ol hidlyl 1681 2430 3558 514 . 7110 78.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
5000 h¥ RGN
14.00 14.50
m/z 43.10 64.54%
\ ‘113.0
‘\\\ "\J\‘\J‘\J’\”\“\\1’??\-0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
P e
14.00 14.50
5000 m/z 41.10  59.96%
113.01690
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22126: Heptane, 5-ethyl-2-methyl- — —
43. 14.00 14.50
m/z 55.05 30.22%
5000
l 113.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 50 unknown-07 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

14.568  4.05 ng/ul 144325 Acenaphthene-dle 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 6H-1,3,4-Thiadiazine, 5-(4-chlor... 293 C14H16CIN3S 1000263-93-9 35

2 2-(1-Piperidinyl)ethyl 1-phenylc... 301 C19H27NO2 024158-54-1 22
3 1-(1-Piperidinyl)-3-(1,2,3,4-tet... 312 C20H28N20 1000468-81-7 22
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 14
5 Pyrrolid-2-one-5-methanol, N-met... 171 C8H13NO3 1000125-92-2 14

Abundance Scan 1954 (14.568 min): BG062945.D\data.ms (-1950) (+ | m/z 98.20 100.00%

98.2
5000 41.

167.1 229.2 1450 |
“HL“‘|H'31Z'3‘49?' m/z 69.10  77.35%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189948: 6H-1,3,4-Thiadiazine, 5-(4-chlorophenyl)-2-(1-g
128.0

69.0

3

5000 T \

14.50
m/z 128.00 72.55%
" il

l ‘ 293.0
‘”\\Hh‘\n \‘H“‘ . MLI | 21 II 0 ‘l

T ‘\\\\‘\11\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #201028: 2-(1-Piperidinyl)ethyl 1-phenylcyclopentanecart
.0

-

98
. \
14.50
5000 m/z 72.10  69.58%
4.0 1 2170 300.0
b e S T T
m/z--> 0 50 100 150 200 250 300 350 400 450 (AM/W
Abundance #214898: 1-(1-Piperidinyl)-3-(1,2,3,4-tetrahydro-9H-carba Py (J
98.0 14.50
m/z 57.20 68.10%
5000
185.
41\\'? | \\Bfo 312.0
L t L d bl 4 1
R o R e T
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 51 unknown-08 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.633 5.95 ng/ul 212358 Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydro-8-methylfuro(2,3-b)q... 185 C12H11NO 064124-82-9 38
2 Phenol, 4-(phenylamino)- 185 C12H11NO 000122-37-2 38
3 N-(2-Fluorophenyl)hydrazinecarbo... 185 C7H8FN3S 1000484-52-0 35
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 35
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 30
Abundance Scan 1965 (14.632 min): BG062945.D\data.ms (-1961) (- | m/z 185.10 100.00%
185.1
5000
\ T ‘ T T ‘ T
779 } ‘ . 14.50 15.00
by “u “x WALy 2876 3780 443 100 40 62.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #59951: 2,3-Dihydro-8-methylfuro(2,3-b)quinoline
185.0
5000 L ooy o) J&J\WJA
14.50 15.00
m/z 200.10 26.11%
92.0
\\:3\9\.?\‘”\‘\\‘\‘\”\\‘iHW\\\‘\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59918: Phenol, 4-(phenylamino)-
185.0 AM
S NVNLY W |
14.50 15.00
5000 m/z 155.10  22.84%
39.0 129.
el e s A
m/z--> 50 100 150 200 250 300 350 400
Abundance #60169: N-(2-Fluorophenyl)hydrazinecarbothioamide ﬁh‘ P —
185.0 14.50 15.00
32.0 111.0 m/z 186.10 17.29%
5000
BRI O .
mlz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 53 4,6,8-Trimethylazulene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

15.249  5.58 ng/ul 199153  Acenaphthene-die 14.49
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6,8-Trimethylazulene 170 C13H14 000941-81-1 89
,6,8-Trimethylazulene 170 C13H14 000941-81-1 55
aphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 55
aphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 55
aphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 55

uih wNnPE
222> b

Abundance Scan 2070 (15.249 min): BG062945.D\data.ms (-2066) (- | m/z 185.05 100.00%
185.1

L

5000
|
i 3209 4050 467.2 15.00 15.50
0 Hw“w bbbl 3209 4050 4672 170, 05 94.25%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45527: 4,6,8-Trimethylazulene
170.0
5000

15.00 15.50
m/z 200.10  37.23%

39.0 ‘
\J\J}‘l\‘\“\\‘\\l‘!q”“u\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45526: 4,6,8-Trimethylazulene
170.0

15.00 15.50
5000 m/z 155.10  28.66%
115.0 {
B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45533: Naphthalene, 1,6,7-trimethyl- —T T
170.0 15.00 15.50
m/z 186.20  18.64%
5000
63.0 1150 | |
R R e A R e e R EE e
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.349 9.02 ng/ul 321639  Acenaphthene-d10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Hexadecane 226 C16H34 000544-76-3 93
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 2087 (15.349 min): BG062945.D\data.ms (-2078) (+ | m/z 57.05 100.00%
57.0

-

5000
1556 5556
127.2 : :
_‘Ju,J“M«wwH“2‘2‘5311‘HH‘w“““”"‘3‘3"9““‘?4‘77' m/z 43.10  74.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 “ —
15.00 15.50
m/z 71.10 72.32%
‘1 70 2260
‘\\l‘\\"‘\‘L‘\"\J‘\‘\“\\I‘“\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane
57.0
— —
15.00 15.50
5000 ITI/Z 41.10 56.00%
T L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane — —
57.0 15.00 15.50
m/z 85.05 44.67%
5000
l‘ |1 127.0  226.0
R R e AR AR AR RARER RS — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.207 7.74 ng/ul 291263  Phenanthrene-di10 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 87
4 Eicosane 282 (C20H42 000112-95-8 86
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 86

Abundance Scan 2233 (16.207 min): BG062945.D\data.ms (-2229) (+ | m/z 57.10 100.00%
57.1

5000

%

¥ lJ‘ Lol 2401 3127 4294 5240 43 10 g6 47%

B St A st
I f r r I I I I I

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

Abundance #107218: Hexadecane
57.0

.

5000
16.00 16.50

m/z 71.10  75.93%

J\ ‘ ‘113 0169.0226.0

‘\\\1‘\!\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #194588: Heneicosane
57.0

=

16.00 16.50
5000 m/z 41.10 62.83%

“ Li ,] 9 ‘169 0225.0 296.0

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

-

Abundance #176388: 10-Methylnonadecane
57.0 16.00 16.50
m/z 85.10 53.91%
5000
154.0
L L mere e gy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 57 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.000 6.80 ng/ul 256066  Phenanthrene-die 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Nonadecane 268 C19H40 000629-92-5 90
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2368 (17.000 min): BG062945.D\data.ms (-2365) (- | m/z 57.10 100.00%
57.1
o /WLVMAWM\AAvwmaﬂMwm
17.00
1M13.2 .
169.2 267.9
oH':,Ww‘,m-hmm‘Hm‘mH??‘?’c‘o‘mﬂ‘?‘@_mf’?‘?"' m/z 43.10  83.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane
57.0
5000 T
17.00
m/z 71.10 76.25%
113.0
\“\‘\"\“\‘\“‘\IL\“\‘\\‘1‘6\\9\.9‘\\\\2‘6\\8'\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0
—
17.00
5000 ITI/Z 41.10 57.58%
1111301690 2680
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane —
57.0 17.00
m/z 85.10 49.38%
h N\(\/W/U\/\/\MV\N\/
113.0
MG TIECY Uil
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 58 Hexacosane, 1-iodo- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
17.059 4.85 ng/ul 182526  Phenanthrene-di10 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 74
2 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 72
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 64
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 64
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 2378 (17.059 min): BG062945.D\data.ms (-2374) (- | m/z 71.10 100.00%
711
5000
184.0
T
f72 267.6 438, 17.00
. “M“‘mwlk'MMw‘u\wuJ‘J‘H‘_m_m_m"‘ m/z 57.18  91.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158599: Nonadecane
57.0
5000 ——
17.00
268.0 m/z 43.10 87.18%
‘ ‘ 113.0
\\‘\‘\‘ H‘\“\'“\“\“\!“‘\“\\‘\1‘\‘\\1‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #336598: Hexacosane, 1-iodo-
57.0
T
17.00
5000 m/z 85.10 52.08%
1‘13'0 169.0 365.0
LT 90 2250 gg10 3850
m/z--> 50 100 150 200 250 300 350 400
Abundance #123962: 5,5-Dibutylnonane T ‘
57.0 17.00
m/z 41.15 51.45%
5000
183.0
‘ 130
. S
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
17.741 5.20 ng/ul 195819  Phenanthrene-di10 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Tridecane 184 C13H28 000629-50-5 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2494 (17.741 min): BG062945.D\data.ms (-2490) (- | m/z 57.10 100.00%
57.1
. V\WW\J\/\/U\/\/V
1750  18.00
127.2 . .
211.3 . .
" h Lt 2113 2974 3553 4151 4820 /7 43,10 85.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl-
43.C
5000 —— —
17.50 18.00
m/z 71.10 79.66%
126.0 183.0
T ’\f!“\d‘\l‘\h\T’h\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
—— —
17.50 18.00
5000 m/z 41.10 57.77%
113.0,
[P0 1890 2250 3380
= ‘ A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59027: Tridecane — —
57.0 17.50 18.00
m/z 85.10 53.17%
5000
‘ | 1130 184.0
| T Y
T e T —— —
miz--> 50 100 150 200 250 300 350 400 450 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 61 Tridecanoic acid, methyl ester Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
17.911 3.23 ng/ul 121756  Phenanthrene-di10 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 72
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 72
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 72
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 72

Abundance Scan 2523 (17.911 min): BG062945.D\data.ms (-2520) (+ | m/z 74.05 100.00%
74.0
5000
ept
’ ‘ 1431 2272 ‘ 18.00
“Hwﬁw" 3458 4632 S41. m/z 87.05 74.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000
18.00
m/z 43.15 48.94%
143.0
‘\\\‘1‘H\L\‘”\l“\\‘\\“\\\‘\“2\2\\8\.?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109335: Tridecanoic acid, methyl ester
74.0
——
18.00
5000 m/z 41.10  35.55%
143.0
ol | zme
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179145: Heptadecanoic acid, methyl ester T
74.0 18.00
m/z 55.10  29.95%
- W\/\MWMM\N
‘ “ 143.0 284.0
IO O O 7 N —
mlz--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 62 Docosane, 1-iodo- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
18.434 3.85 ng/ul 144981  Phenanthrene-di10 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 87
4 Hexadecane 226 C1l6H34 000544-76-3 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2612 (18.434 min): BG062945.D\data.ms (-2608) (- | m/z 57.10 100.00%
57.1
58%6
141.1 209.2 :
mm.u'w\\mmuuu‘km?f?'?_H“37*‘3;7‘”““5“?‘11‘5‘1“‘57 m/z 71.20  75.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107217: Hexadecane
57.0
5000 T 1
18.50
m/z 43.10 73.49%
}1 ! ‘ | 1113-0169.0226.0
\\\‘\1\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane
57.0
——
18.50
5000 m/z 85.10 49.63%
Lo weeo
e B B L o i o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320326: Docosane, 1-iodo- T
57.0 18.50
m/z 41.10 44.81%
5000
113.0
309.0
UL rem0zsg W0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
19.068 2.43 ng/ul 91615  Phenanthrene-d1e 17.241
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2720 (19.068 min): BG062945.D\data.ms (-2717) (+~ | m/z 57.10 100.00%

57.1
5000
113.2 1a'nn !
226.1 19.00
165.2 280.1 :
T ‘ T ‘\‘L\“\‘m“ ‘\"”1“\‘ t “?l\”‘\i T "" ‘\‘“H\”\\m\“ T TR ‘3\\7\9\(‘)\ T \4:8\§.‘ m/Z 43.10 88.77%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
5000 T \

19.00
m/z 71.15 82.16%

|1 1130 169.0 225.0 282.0

\H\‘H\‘\‘HH“\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘

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

-

Abundance #90189: Pentadecane
57.0
T T \
19.00
5000 m/z 85.20 46.66%
\‘ \L ‘\ \\1‘11\\3.\0 212.0
\\\\‘\\\\‘\\‘\\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane — ‘
57.0 19.00
m/z 41.10 35.07%
5000
‘ 113.0
i

[ ,169.02250 2950 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
20.179 2.07 ng/ul 89204  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 62
2 Dodecane 170 C12H26 000112-40-3 60
3 Hexadecane 226 C16H34 000544-76-3 58
4 Hexacosane 366 C26H54 000630-01-3 58
5 5-Butyl-5-ethylpentadecane 296 C21H44 1010360-42-8 52

Abundance Scan 2909 (20.179 min): BG062945.D\data.ms (-2906) (- | m/z 57.10 100.00%

57.1
5000

1272 — —
208.1 20.00 20.50
p\\WWWMWﬁJWmMMWWMWM?ZJW%%%?\u\‘ﬁ§§§\§?§\ m/z 43.10 81.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane
57.0

5000 — e
20.00 20.50

m/z 71.10 78.76%

Ll u;l‘J830239029503520
‘\\\\‘\1\\‘!\\\‘\1\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45478: Dodecane
57.0

7 —
20.00 20.50

5000 m/z 41.05 56.48%
I Ltz 700
ll b L
R R A R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane — —
57.0 20.00 20.50

m/z 85.10 50.63%

5000
\‘ h ‘ ‘ Ly 69022\6 0
T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 65 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
21.166 3.98 ng/ul 170910  Chrysene-di12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 49
2 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 43
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 38
4 Octane, 3-ethyl- 142 C10H22 005881-17-4 38
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 35
Abundance Scan 3077 (21.166 min): BG062945.D\data.ms (-3073) (-~ | m/z 57.10 100.00%
57.1
5000
1121 239.2
—— —
‘ “ ‘ 21.00 21.50
oAbk Ry, JBPE || 80458552 429 s o 6 1gy
m/z--> 50 100 150 200 250 300 350 400
Abundance #14542: Heptane, 3,4-dimethyl-
43.0
5000 — P
21.00 21.50
m/z 70.05 59.33%
‘ 90
\\‘\‘ “\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176390: Nonadecane, 4-methyl-
43.0
Mt petthepi
21.00 21.50
5000 ITI/Z 71.10 58.06%
239.0
\\\‘”i\\wd\ HM\U\‘ﬂ\w‘\\\\‘\\m‘\\\\‘\mw
m/z--> 50 100 150 200 250 300 350 400
Abundance #59036: Undecane, 6-ethyl- T —
57.0 21.00 21.50
m/z 41.10 50.43%
5000
112.0
bl ee el
mlz--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
22.265 2.00 ng/ul 86019  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Nonadecane 268 C19H40 000629-92-5 62
3 Tetracosane 338 C24H50 000646-31-1 62
4 Hentriacontane 437 C31He64 000630-04-6 58
5 Dodecane 170 C12H26 000112-40-3 58

Abundance Scan 3264 (22.265 min): BG062945.D\data.ms (-3261) (+ | m/z 57.15 100.00%

57.1
5000

127.1 — —_
1049 2671 ‘ 22.00 22.50

344.2 4022 472.
m/z 71.10  74.32%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287976: Heptacosane
57.0

5000 — UL
22.00 22.50

m/z 43.10 68.43%

1130
[ LL 7 189-0 2250 281.0  380.0
\\\\‘\\\\’\!\!‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0

2500 2550
5000 ITI/Z 55.10 58.45%
lisoee meo
m/z--> 0 Sb 160 150 260 2%0 360 3%0 460 450
Abundance #246483: Tetracosane — —
57.0 22.00 22.50

m/z 85.20 51.92%

5000
’ P 69.0 338.0
J h\ h [ i i 225.0 | . —

m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50

SFAM-EPA-BG091724.MA.M Wed Sep 25 02:01:42 2024 Page: 61



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062945.D

Acqg On : 19 Sep 2024 16:09
Operator : JU/RC

Sample : P3878-13MEDL 5X
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|
(DEL) Alkane: S ng/ul 306808 .858 404390 20.
(DEL) Alkane: S... ng/ul 106443 .858 404390 20.
(DEL) Alkane: S... ng/ul 56774 .858 404390 20.
(DEL) Alkane: S ng/ul 102826 .858 404390 20.
(DEL) Alkane: S ng/ul 90194 858 404390 20.
unknown-01 ng/ul 66035 .858 404390 20.
unknown-02 ng/ul 88209 .858 404390 20.
1-Decanol, 2-me... ng/ul 158644 .858 404390 20.
(DEL) Alkane: S... ng/ul 146596 858 404390 20.
Benzene, 1l-ethy... ng/ul 155914 .858 404390 20.
Benzene, 1,2,4-... ng/ul 100926 .858 404390 20.
Mesitylene ng/ul 110525 .858 404390 20.
2-Heptanone, 4,... ng/ul 84212 858 404390 20.
(DEL) Alkane: S... ng/ul 1017140 404390 20.
(DEL) Alkane: S... ng/ul 70300 .858 404390 20.
1-Hexanol, 2-et... ng/ul 372709 .858 404390 20.
Benzene, 1l-ethy... ng/ul 120434 858 404390 20.
unknown-03 ng/ul 210561 .858 404390 20.
Cyclohexanone, ng/ul 129349 .858 404390 20.
2-Tolyloxirane ng/ul 168712 .858 404390 20.
Methoxyacetic a... ng/ul 62369 858 404390 20.
Ethanone, 1-(2-... ng/ul 179344 .858 404390 20.
(DEL) Alkane: S... ng/ul 137169 .858 404390 20.
Benzeneacetalde... ng/ul 115977 .858 404390 20.
1,3,5-Cyclohept... ng/ul 91394 858 404390 20.
Benzene, 2-ethy... ng/ul 101767 .858 404390 20.
(DEL) Alkane: S... ng/ul 717708 .858 404390 20.
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unknown-04 209 ng/ul 179885 7.858 404390 20.
(DEL) Alkane: S... 638 ng/ul 88126 10.649 865239 20.
unknown-05 791 ng/ul 122991 10.649 865239 20.
(DEL) Alkane: S... 10.079 ng/ul 88651 10.649 865239 20.
Cyanic acid, et... 11.025 ng/ul 395509 10.649 865239 20.
(DEL) Alkane: S... 11.148 ng/ul 184964 10.649 865239 20.
Cyclohexanol, 1... 11.677 ng/ul 184260 10.649 865239 20.
Naphthalene, 1,... 11.748 ng/ul 192298 10.649 865239 20.
(DEL) Alkane: C... 11.912 ng/ul 247075 10.649 865239 20.
(DEL) Alkane: S... 12.071 ng/ul 262478 10.649 865239 20.
unknown-06 12.106 ng/ul 199207 10.649 865239 20.
(DEL) Alkane: S... 13.028 ng/ul 80884 14.492 713388 20.
(DEL) Alkane: S... 13.316 ng/ul 280804 14.492 713388 2@0.
Propanoic acid,... 13.751 ng/ul 118274 14.492 713388 20.
(DEL) Alkane: S... 13.974 ng/ul 148604 14.492 713388 20.
(DEL) Alkane: S... 14.397 12. ng/ul 451374 14.492 713388 20.
unknown-07 14.568 ng/ul 144325 14.492 713388 20.
unknown-08 14.633 ng/ul 212358 14.492 713388 20.
4,6,8-Trimethyl... 15.249 ng/ul 199153 14.492 713388 20.
(DEL) Alkane: S... 15.349 ng/ul 321639 14.492 713388 20.
(DEL) Alkane: S... 16.207 ng/ul 291263 17.241 752750 20.
(DEL) Alkane: S... 17.000 ng/ul 256066 17.241 752750 20.
Hexacosane, 1-i... 17.059 ng/ul 182526 17.241 752750 20.
(DEL) Alkane: S... 17.741 ng/ul 195819 17.241 752750 20.
Tridecanoic aci... 17.911 ng/ul 121756 17.241 752750 20.
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Docosane, 1-iodo- 18.434
(DEL) Alkane: S... 19.068
(DEL) Alkane: S... 20.179
(DEL) Alkane: S... 21.166
(DEL) Alkane: S... 22.265

NBRDNMNNDW
OO Rr M~V

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

144981
91615
89204

170910
86019
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17.241
17.241
21.489
21.489
21.489

752750
752750
859925
859925
859925

20.
20.
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