LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc :

ALS Vvial : 26 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: BGO63020.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.324 205 210 220 rBV 499837 728247 1.04%  0.325%
2 5.511 406 412 425 rBV 290319 621755 0.89% 0.278%
3 5.881 469 475 482 rBV 501014 828817 1.19% 0.370%
4 6.075 499 508 515 rBV 137511 214630 0.31% 0.096%
5 6.357 550 556 565 rVB4 217946 447988 0.64% 0.200%
6 6.845 631 639 645 rBV 373759 608876 0.87% 0.272%
7 6.956 647 658 663 rBV 1433134 2368602 3.39% 1.059%
8 7.015 663 668 675 rVB 1560837 2391414 3.42% 1.069%
9 7.091 675 681 689 rVvB 686450 1157406 1.66% 0.517%
10 7.256 702 709 712 rBV 1370398 2420110 3.46% 1.082%
11 7.309 712 718 724 rVB 5004517 9106844 13.02% 4.070%
12 7.379 725 730 734 rBV 316056 455465 0.65% 0.204%
13 7.426 734 738 742 rVB2 168067 227721 0.33% 0.102%
14 7.520 742 754 759 rBV 2548384 4359965 6.24% 1.949%
15 7.955 815 828 831 rBV 1685592 4164285 5.96% 1.861%
16 8.137 853 859 869 rVB2 207860 485309 0.69% 0.217%
17 8.237 869 876 879 rBV 580588 1029621 1.47% 0.460%
18 8.319 879 890 893 rVW 6068560 13776928 19.70% 6.158%
19 8.349 893 895 901 rVV 2216240 2722625 3.89% 1.217%
20 8.413 901 906 911 rw 282662 472433 0.68% 0.211%
21 8.502 911 921 927 rVv4 734524 1601911 2.29% 0.716%
22 8.554 927 930 933 rVV2 146178 217133 0.31% 0.097%
23 8.596 933 937 942 rvwv2 173176 296959 0.42% 0.133%
24 8.660 942 948 957 rVB2 562733 1142161 1.63% 0.510%
25 8.813 967 974 977 rBV 456982 790252  1.13% ©.353%
26 8.854 977 981 988 rVB2 794978 1477284 2.11% 0.660%
27 8.966 988 1000 1006 rBV5 665516 1510422 2.16% 0.675%
28 9.236 1033 1046 1049 rBV9 305608 941015 1.35% 0.421%
29 9.295 1051 1056 1061 rVV3 395823 1041724 1.49% 0.466%
30 9.365 1063 1068 1071 rVV 692528 1490985 2.13% 0.666%
31 9.406 1071 1075 1078 rVV3 683821 1228201 1.76% ©.549%
32 9.453 1078 1083 1087 rVB 1489240 2383992 3.41% 1.066%
33 9.547 1092 1099 1102 rBvV4 424187 804925 1.15% 0.360%
34 9.577 1102 1104 1111 rVB3 366448 565754 ©.81% 0.253%
35 9.653 1111 1117 1123 rVB 871528 1466294 2.10% 0.655%

36 9.724 1123 1129 1137 rBV5 617105 1391149 1.99% 0.622%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc :

ALS Vvial : 26 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 9.800 1137 1142 1147 rBV 772139 1200760 1.72% ©.537%
38 9.906 1155 1160 1169 rVB 455420 732371  1.05% 0.327%
39 10.059 1178 1186 1189 rBv4 250612 609539 0.87% 0.272%
40 10.194 1200 1209 1216 rBV6 214162 723286 1.03% 0.323%
41 10.288 1221 1225 1231 rVV3 379787 700330 1.00% 0.313%
42 10.346 1231 1235 1245 rVB3 316177 592893 0.85% 0.265%
43 10.658 1279 1288 1293 rBV 2647774 4882846 6.98% 2.182%
44 10.705 1294 1296 1302 rVB 662807 794778 1.14%  0.355%
45 10.793 1302 1311 1322 rVB4 952095 2433703  3.48% 1.088%
46 10.934 1329 1335 1339 rVV 984307 1693384 2.42% 0.757%
47 10.975 1339 1342 1347 rVV3 455110 776648 1.11% 0.347%
48 11.034 1347 1352 1360 rVB 1383322 2237600 3.20% 1.000%
49 11.157 1365 1373 1382 rBV 716077 1401016 2.00% 0.626%
50 11.480 1422 1428 1433 rBV6 120000 236372 ©0.34% 0.106%
51 11.539 1434 1438 1444 rVV4 229351 522173 ©0.75% 0.233%
52 11.604 1444 1449 1457 rVB2 523387 911608 1.30% 0.407%
53 11.680 1457 1462 1471 rVB 394983 656747 0.94% 0.294%
54 11.892 1492 1498 1499 rBV2 222896 341010 ©0.49% 0.152%
55 11.915 1499 1502 1507 rVV 308272 502775 ©.72% 0.225%
56 12.003 1513 1517 1524 rVV6 143019 324723 0.46% 0.145%
57 12.068 1524 1528 1532 rVV 322811 493441 0.71% 0.221%
58 12.109 1532 1535 1540 rVB 368943 501528 ©.72% 0.224%
59 12.197 1545 1550 1556 rVvV2 846271 1444139 2.07% 0.645%
60 12.315 1563 1570 1577 rVB2 725166 1408308 2.01% 0.629%
61 12.415 1582 1587 1593 rBV 383039 721015 1.03% 0.322%
62 12.479 1593 1598 1603 rVV5 649572 1422386 2.03% 0.636%
63 12.532 1603 1607 1612 rWV 426379 713419 1.02% 0.319%
64 12.667 1625 1630 1633 rBV2 213210 369523 ©.53% 0.165%
65 12.744 1639 1643 1648 rBv4 344269 552896 0.79% 0.247%
66 12.838 1655 1659 1664 rVV4 196356 336014 0.48% 0.150%
67 12.920 1668 1673 1682 rVB 828266 1483166 2.12% 0.663%
68 13.014 1684 1689 1693 rBv4 304431 490023 0.70% 0.219%
69 13.073 1693 1699 1704 rVvV2 993729 1684461 2.41% 0.753%
70 13.126 1704 1708 1712 rVB2 156368 247739 0.35% 0.111%
71 13.255 1719 1730 1737 rBV 1068415 2015218 2.88% 0.901%
72 13.319 1737 1741 1743 rBV2 189944 265037 0.38% 0.118%
73 13.378 1748 1751 1755 rVB2 166868 239722 0.34% 0.107%
74 13.466 1760 1766 1770 rBV 870046 1363011 1.95% 0.609%
75 13.549 1773 1780 1788 rVB4 1012936 2413064 3.45% 1.079%
76 13.678 1791 1802 1811 rBV5 423434 1621735 2.32% 0.725%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc :

ALS Vvial : 26 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 13.772 1811 1818 1823 rBV 2146362 3636009 5.20% 1.625%
78 13.872 1830 1835 1838 rBV2 596713 801424 1.15% ©.358%
79 13.907 1838 1841 1846 rVB 368406 516128 0.74% 0.231%
80 14.019 1856 1860 1863 rBV 252726 384308 ©.55% 0.172%
81 14.148 1878 1882 1885 rBvV2 151909 215582 ©0.31% 0.096%
82 14.189 1885 1889 1891 rVV 348827 504327 0.72% 0.225%
83 14.230 1891 1896 1899 rVV 1588059 2375823 3.40% 1.062%
84 14.265 1899 1902 1908 rVB2 522270 951352 1.36% 0.425%
85 14.324 1908 1912 1917 rBV4 304685 453393  0.65% 0.203%
86 14.495 1936 1941 1946 rVB 243111 414216 0.59% 0.185%
87 14.847 1995 2001 2004 rBV3 208736 402189 0.58% 0.180%
88 14.882 2004 2007 2013 rVB6 225858 373849 0.53% 0.167%
89 15.047 2026 2035 2041 rBV4 419688 1130664 1.62% 0.505%
90 15.158 2041 2054 2063 rVB 11517233 24490224 35.02% 10.946%

91 15.493 2106 2111 2115 rVB 507662 742219 1.06% ©.332%
92 15.640 2124 2136 2145 rVV 1112284 2292188 3.28% 1.024%
93 16.968 2344 2362 2366 rBV 22232263 69923093 100.00% 31.252%
94 17.009 2366 2369 2377 rVB8 128730 236348 0.34% 0.106%
95 17.256 2405 2411 2415 rBV 318903 479828 0.69% 0.214%

96 17.350 2422 2427 2433 rVB 602419 923373 1.32% 0.413%
97 19.636 2810 2816 2822 rVB 770515 1104621 1.58% 0.494%
98 21.486 3126 3131 3140 rVB 339929 554129 0.79% ©0.248%
99 24.324 3603 3614 3627 rBV 465044 1218153 1.74% ©.544%
100 24.530 3638 3649 3659 rBvV = 229270 615392 0.88% 0.275%

Sum of corrected areas: 223738441
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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: BG063020.D\data.ms
2e+07
1.5e+07
le+07
8.319
5000000 7:309
79558 ) 3
4.324 5511588576357 68%%055 347& & 375G BYRAN08 b
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘W\T\‘Y_r\‘r&mﬁ r\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\A‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063020.D\data.ms
16.968
2e+07
1.5e+07
15.158
le+07
5000000
3 4715?2?3%,40 1 ‘@ggo 19.636 1.486

O R i e e o e e A e e e L e o L B o RN e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG063020.D\data.ms

2e+07

1.5e+07

le+07

5000000

24.82%30

0\|\\\\‘\\\\‘\\\r“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.956 11.38 ng/ul 2368600 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 658 (6.956 mln) BG063020.D\data.ms (-647) (-) m/z 105.10 100.00%

105.
5000 ﬂ

T e T
390

[ ‘ 6.60 6.80 7.00 7.20
bl L L 1500 2004 2701 3550 ;179,10 27.69%

m/z--> 50 O 150 200 250 300 350
Abundance #10726: Benzene, 1-ethyl-4-methyl- j\
105.0

5000 S LATH N Sae
6.60 6.80 7.00 7.20

m/z 91.10  18.29%

\2\7\q\ “ \‘H \%\ \‘ ‘ T \“ T ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0

6.60 6.80 7.00 7.20

o

o

5000 m/z 77.10 16.87%
o218 LI
m/z--> 50 lOO 150 200 250 300 350
Abundance #10725: Benzene, 1-ethyl-3-methyl- NS ANR AVEAND L (W
105.0 6.60 6.80 7.00 7.20

m/z 79.10 14.27%

ol 209, 59 | ‘ M A«

m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS vial : 26

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 7 4-Heptanone, 2,6-dimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
7.015 11.49 ng/ul 2391410 1,4-Dichlorobenzene-d4 7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 76
2 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 68
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 58
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 53
5 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 50

Abundance Scan 668 (7.015 min): BG063020.D\data.ms (-663) (-) m/z 57.10 100.00%
57.1

5000
T A
‘ 20.1 6.60 6.80 7.00 7.20 7.40
o dpudld [ | 2080 2009 4351 .. g0 1 63.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23068: 4-Heptanone, 2,6-dimethyl-
57.0
5000 RN RN R
6.60 6.80 7.00 7.20 7.40
m/z 41.10 57.99%
‘ H 142.0
O‘\‘\\\“\‘\\“\i\\‘\\“\H\‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23066: 4-Heptanone, 2,6-dimethyl-
57.0
RERRRE R
6.60 6.80 7.00 7.20 7.40
5000 m/z 105.10 50.07%
1 ‘ 142.0
0“ﬂﬂ‘uhm‘p“J“H““‘w“‘“H““‘H““‘_“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23067: 4-Heptanone, 2,6-dimethyl- R EammaRE
57.0 6.60 6.80 7.00 7.20 7.40
m/z 39.10 33.36%
5000
H H 142.0
o

m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 8 Benzene, 1l-ethyl-2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.256 11.62 ng/ul 2420110 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 709 (7.256 min): BG063020.D\data.ms (-702) (-) m/z 105.05 100.00%
105.1

)

\\5\7\ Hl ] | 7.0 7.20 7.40 7.60
| lld ‘\ el

| 147.0 233.2 306.1347.8 m/z 120.10 29.71%
m/z--> 50 OO 150 200 250 300 350
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000

L LN i o e e
7.00 7.20 7.40 7.60
m/z 77.10 17.49%

o

51.0 ‘
O\\‘\‘\“\‘H\“\\"\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
P T T
7.00 7.20 7.40 7.60
5000 ITI z 91.10 16.43%
39.0 H ‘
O O
m/z--> 50 100 150 200 250 300 350
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.00 7.20 7.40 7.60

m/z 79.10 16.37%

5000
39.0 ‘
0Lt bl

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\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 9 2-Heptanone, 4,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.309 43.74 ng/ul 9106840 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 86
2 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 56
3 3-Ethyl-3-methyl-2-pentanol 130 C8H180 066576-22-5 43
4 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 43
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 40
Abundance Scan 718 (7.309 min): BG063020.D\data.ms (-712) (-) m/z 43.10 100.00%
43.1
5000 J
R ERARREEEEEE
‘ | ‘Log' 7.00 7.20 7.40 7.60
o AL LTS 2330 2966 475 n/z 58.10  41.06%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 \\‘\\\\’\\\\‘\\\\’\\\\‘

7.00 7.20 7.40 7.60
m/z 41.10 40.34%
090

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22471: Butanoic acid, 3-oxo-, 2-propenyl ester
43.0

7.00 7.20 7.40 7.60

5000 m/z 69.10 31.40%
} ‘ 00.0
0 b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15769: 3-Ethyl-3-methyl-2-pentanol o RRaR e A
43.0 7.00 7.20 7.40 7.60

m/z 85.10  26.48%

5000
“ 112.0
0 | \‘ [N

m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.520  20.94 ng/ul 4359970 1,4-Dichlorobenzene-d4 7.861

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

4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 754 (7.520 min): BG063020.D\data.ms (-742) (-) m/z 105.10 100.00%

105.1

=

5000
51.1 7.20 7.40 7.60 7.80
ol Lbillll 1856 2486 w223 424 15610 35.83%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000
7.20 7.40 7.60 7.80
39.0 m/z 77.05 16.69%
0 \\‘\‘L‘J‘“\”\"“\‘\‘l“\“‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 M\
R ERRRE R R AR SR e
7.20 7.40 7.60 7.80
5000 ITI/Z 91.10 15.45%
28.0
0 w“L‘g\w\h““u‘w‘mwHwm‘_m_m‘mwm
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.10 11.35%
5000
39.0
I Y
m/z--> 0 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 1-Hexanol, 2-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.955 20.00 ng/ul 4164290 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 828 (7.955 min): BG063020.D\data.ms (-815) (-) m/z 57.10 100.00%
57.1
5000
A A
\ H]rFO'l 7.60 7.80 8.00 8.20
o hLLIEY T 2085 3389 4287 5259 n/z 41.16  60.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L L L L L A L B
7.60 7.80 8.00 8.20
m/z 55.10  35.54%
0‘\\M\H\‘\1\\“\J‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
R ARERREEEES R
7.60 7.80 8.00 8.20
5000 m/z 43.10 31.98%
o“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 7.60 7.80 8.00 8.20
m/z 39.10 23.35%
5000
o"“‘H“i“m"‘w""_H"‘H"‘Wwwwww
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\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.319 66.17 ng/ul 13776900 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 89
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 76
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
Abundance Scan 890 (8.319 min): BG063020.D\data.ms (-879) (-) m/z 83.10 100.00%

83.1
5000

‘Wm‘uu“m,uw
8.00 8.20 8.40 8.60

‘}Mw Ff“h,?‘“2‘?9%??5‘3‘Hﬁ??lmf‘ﬁ%ﬁ_?’ﬂ“_ n/z 41.10  57.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000

8.00 8.20 8.40 8.60
m/z 69.10 52.72%

o

O‘\‘\.\\}f”\uf\l‘\]\-\ﬂf’.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
R R A
8.00 8.20 8.40 8.60
5000 m/z 55.10 51.32%
J150, ||, 110
“H‘V“W‘H‘V“W‘H‘_“w‘H‘_“w‘u‘_“w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 //\k
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- R A RAARARAR
83.0 8.00 8.20 8.40 8.60

m/z 39.10 43.02%

5000
‘ 141.0 A A
0‘HI\\\,‘”\Hm‘\fl\h',\\u‘u\\‘\\u‘uH‘\m‘\m‘\m‘uu‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 18
R.T. EstConc Area Relative to ISTD R.T.
8.349 13.08 ng/ul 2722630 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 37
2 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 35
3 1,5-Hexadiene-3,4-diol, 3,4-dime... 142 C8H1402 002781-29-5 33
4 2-Methylpentyl formate 130 C7H1402 381670-34-4 32
5 2,7-Octanedione 142 C8H1402 001626-09-1 32

Abundance Scan 895 (8.349 min): BG063020.D\data.ms (-893) (-) m/z 43.10 100.00%

3.1
5000
‘ “ 119.1 8.00 8.20 8.40 8.60
Okl [ 1080 8261 4706 7 7119 30.52%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #14530: Octane, 2-methyl-
43.0
5000
8.00 8.20 8.40 8.60
m/z 58.10 28.91%
H ‘ 130
O \\"\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester
43.0 I j
T e iy
8.00 8.20 8.40 8.60
5000 m/z 84.15 19.17%
AR
m/z--> 50 100 150 200 250 300 350 400 450 500 JK
Abundance #22802: 1,5-Hexadiene-3,4-diol, 3,4-dimethyl- R RAR T
43.0 8.00 8.20 8.40 8.60
m/z 85.10 18.05%
5000
H u‘ ‘\ J‘H uog 0
0 “““““ P g e e
m/z--> 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
8.502 7.69 ng/ul 16019160 1,4-Dichlorobenzene-d4 7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 89
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 89
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 86
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 86
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 86
Abundance Scan 921 (8.502 min): BG063020.D\data.ms (-911) (-) m/z 119.10 100.00%
119.1
5000
41.1
h | " 8.20 8.40 8.60 8.80
0 LU 1670 2478 33523800 L9105  51.41%
m/z--> 50 100 150 200 300 350
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 105.85 50.22%
77.
27.0
0 \\‘\‘\“‘\‘\“‘\cﬁ‘h“\”‘r‘\H\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
miz--> 50 100 150 200 300 350
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 39.38%
27.0 7.
m/iz--> 50 100 150 200 300 350
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 41.10 23.54%
5000
27. 77.
ol b bl
m/z--> 50 100 150 200 300 350 8.20 8.40 8.60 8.80

SFAM-EPA-BG091724.MA.M Wed Sep 25 12:50:24 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.854 7.10 ng/ul 1477280  1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonanone 142 C9H180 000502-56-7 43
2 5-Nonanone 142 C9H180 000502-56-7 43
3 5-Nonanone 142 C9H180 000502-56-7 38
4 1,6-Dimethyl-3,7,9-trioxabicyclo... 158 C8H1403 062759-56-2 35
5 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 35
Abundance Scan 981 (8.854 min): BG063020.D\data.ms (-977) (-) m/z 57.10 100.00%
57.1
e ARARRAN S
‘ ‘“ 8.60 8.80 9.00 9.20
ol hflallibp 11897 2706 3491 809 n/z a1.10  79.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22976: 5-Nonanone
57.0
5000 L B I L I LR B
8.60 8.80 9.00 9.20
m/z 85.10 70.42%
‘l 142.0
O ‘\\‘\f‘l J‘l\}\‘\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22977: 5-Nonanone
57.0
8.60 8.80 9.00 9.20
5000 m/z 43.10 65.05%
142.0
02"”““%Jm}mwmWm_Hwwww_m,”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22967: 5-Nonanone
57.0 8.60 8.80 9.00 9.20
m/z 58.10 54.45%
5000
142.0
0 ‘HH‘“Jm,wH‘mWmwwwm‘w_m,”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 21 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
8.966 7.25 ng/ul 1510420 1,4-Dichlorobenzene-d4 7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C1oH14 000527-84-4 93
Abundance Scan 1000 (8.966 min): BG063020.D\data.ms (-988) (-) m/z 119.10 100.00%
119.1
43.1
5000
H ”{‘ H‘ \ “ 1823 8.60 8.80 9.00 9.20
Ol iy 1823 3001 40254615 /7 43,10 59.25%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 L L B LI L LI LN B
8.60 8.80 9.00 9.20
m/z 91.10 29.46%
ol
O}é;o\‘fi\‘\‘n\ﬁ‘\l“d‘\u\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 134.05 28.59%
|
0‘Hu‘u‘u“ﬁwduu L e B M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 41.10 28.18%
) U\JM/\
s
m/z--> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG@63020.D

Acqg On : 24 Sep 2024 9:35

Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 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 unknown-02 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
9.365 6.11 ng/ul 1490990 Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octen-3-0l 128 C8H160 003391-86-4 27
2 Acetamide, N-undecyl- 213 C13H27NO 1000406-51-4 22
3 Hydrazine, butyl- 88 C4H12N2 003530-11-8 22
4 Hydrazine, (1,1-dimethylethyl)- 88 C4H12N2 032064-67-8 22

5 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 22

Abundance Scan 1068 (9.365 min): BG063020.D\data.ms (-1063) (-) m/z 57.10 100.00%
57.1

%

5000
e e
m \ 14.1 9.00 9.20 9.40 9.60
o MUBl L, 2071 2811 3550 4778 L., 4110 77.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14289: 1-Octen-3-ol
57.0
5000 L L BN L I BN B
9.00 9.20 9.40 9.60
‘ m/z 55.10 60.23%
O’\\J \ll’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90979: Acetamide, N-undecyl-
30.0
R B R L e
9.00 9.20 9.40 9.60
5000 m/z 39.10 41.90%
00.0
o 2B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

#2208: Hydrazine, butyl- T T T
32.0 9.00 9.20 9.40 9.60

m/z 43.10 38.27%
i

5000

g.

0

m/z-->

r
0

50 100 150 200 250 300 350 400 450 500

9.00 9.20 9.40 9.60

SFAM-EPA-BG091724.MA.M Wed Sep 25 12:50:27 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 26 unknown-@3 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.453 9.76 ng/ul 2383990 Naphthalene-d8 10.652

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3-methyl-, (R)- 112 C7H120 013368-65-5 43
2 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 35
3 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 30
4 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 30
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 30

Abundance Scan 1083 (9.453 min): BG063020.D\data.ms (-1078) (-) m/z 55.10 100.00%
55.1

5000

3

111.1
N e P e
‘ } ’ l 9.20 9.40 9.60 9.80
ol L 2081 2810 35824152 515 nm/z 41.10  93.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7455: Cyclohexanone, 3-methyl-, (R)-
69.0
5000 LB B L BN B

9.20 9.40 9.60 9.80
m/z 69.10 84.76%

MA'L%

A J‘ “

0‘\‘\\\il\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7580: 3-Hexene, 2,3-dimethyl-
55.0
AR
9.20 9.40 9.60 9.80
5000 m/z 83.10 71.81%

| M L | ‘

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

Abundance #7382: Cyclohexanone, 3-methyl- R ARERBARRE S
69.0 9.20 9.40 9.60 9.80

m/z 39.10 62.73%

o
[y
[N
N
o

5000

=

0 ]-4PJ\ 1) \l “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 unknown-04 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.653 6.01 ng/ul 1466290  Naphthalene-d8 10.652

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
2 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 43
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 37

Abundance Scan 1117 (9.653 min): BG063020.D\data.ms (-1111) (-) m/z 56.10 100.00%

56.1
5000
111.2

L
Lij ‘ 1651 _ 9.50 10.00
Al L 1851 28853427 4038 471 ./, 4110 54.08%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0

5000 T
9.50 10.00
m/z 69.10 47.12%

i { ;280
‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7583: 1-Hexene, 2,5-dimethyl-
56.0

T
9.50 10.00

o

o

5000 m/z 57.10 41.97%
112.0
0\H”*“!J*J**w*\**wH*wH*w*Hw”wmw”wm
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane —— =
56.0 9.50 10.00

m/z 55.10  34.31%

5000
111.0
0 M\M ‘\ ‘ . 199.0

m/z--> 0 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 29 (DEL) Alkane: Cyclic9.906 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
9.906 3.00 ng/ul 732371 Naphthalene-d8 10.652

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 50
2 1-Pentene, 2,3,3-trimethyl- 112 C8H16 000560-23-6 49
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 47
4 2-Butyl-.delta.l-pyrroline 125 C8H15N 064319-86-4 43
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 43

Abundance Scan 1160 (9.906 min): BG063020.D\data.ms (-1155) (-) m/z 83.10 100.00%

83.1
5000
=
‘ ‘ 10.00
ol lhllljgs0 2388 3170 46 sS40 . ooip 75 61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl-
83.0
5000 1
10.00
‘ l m/z 41.10 42.35%
O,‘?;#\’J‘\‘H\%\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7620: 1-Pentene, 2,3,3-trimethyl-
55.0
—
10.00
5000 ITI/Z 39.10 25.51%
o’,J“lS'O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3754: Cyclohexane, methyl- 3
83.0 10.00
m/z 56.10 20.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 33 unknown-05 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.934 6.94 ng/ul 1693380 Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenal, 2-ethyl- 112 C7H120 003491-57-4 38
2 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 38
3 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 38
4 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 30
5 Tetrahydrocarvone 154 C10H180 000499-70-7 30
Abundance Scan 1335 (10.934 min): BG063020.D\data.ms (-1329) (- | m/z 111.10 100.00%
55.1 111.1
5000
—
‘ 11.00
ob dALiLL, (1697 amiosses ass. . g5 1o og.esw
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7350: 2-Pentenal, 2-ethyl-
558.0
5000 ifod
12.0 :
W m/z 69.10 90.06%
0 \\J\‘ M‘\l‘\‘\‘J\J“\‘H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7540: 3-Heptene, 4-methyl-
55.0
=
11.00
5000 m/z 41.10 88.60%
112.0
0 ‘L“‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7382: Cyclohexanone, 3-methyl- T
69.0 11.00
m/z 39.10 52.72%
5000
ol AL
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\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.034 9.17 ng/ul 2237600  Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 46
2 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 43
3 2-Chloro-2-methylnonane 176 CleH21Cl 004325-50-2 43
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 37
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 37

Abundance Scan 1352 (11.034 min): BG063020.D\data.ms (-1347) (- | m/z 56.10 100.00%

56.1
5000
111.1
LN \
11.00
199.1
o"‘“W‘v\w‘m‘ﬂmu"H"??“1‘-‘1‘?"“‘1‘-?”‘“““‘5‘0‘5‘-‘ m/z 41.10  55.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7552: 1-Heptene, 2-methyl-
56.0
5000 T
11.00
m/z 55.10  49.05%
H‘ }112.0
0‘\‘\‘\!\‘“\‘1\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13223: 1-Heptene, 2,6-dimethyl-
56.0
LN \
11.00
5000 ITI/Z 69.10 44 ., 20%
HJ ' 126.0
o4
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50558: 2-Chloro-2-methylnonane T ‘
56.0 11.00
m/z 71.10 37.02%
5000
H | 140.0
0"‘H‘“"J‘"”\“‘“‘M!“""‘H""‘“Hu‘m“uwm“u P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 34
R.T. EstConc Area Relative to ISTD R.T.
11.157 5.74 ng/ul 1401020 Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 50
2 4-Methyl-3-heptanol, trifluoroac... 226 C1@H17F302 1000365-51-8 50
3 Pentane-2-sulfonamide 151 C5H13NO2S 017854-62-5 47
4 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 45
5 1-Methylcycloheptanol 128 C8H160 003761-94-2 43

Abundance Scan 1373 (11.157 min): BG063020.D\data.ms (-1365) (- | m/z 43.10 100.00%

43.1
5000

1122 11,00 1150
o iddin f, 1701 2509 3304 477.3534. sz 71.10  60.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- M
43.0
5000 ‘ “TA

=
11.00 11.50
m/z 41.10 35.37%

O‘\\H\‘\‘h\l\p\_;‘l\]-\.(\)\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0

—
11.00 11.50
5000 m/z 55.10  31.15%

112.0
AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

#28577: Pentane-2-sulfonamide —
43.0 11.00 11.50

m/z 57.10 30.02%

) m
aose

T A RRa S o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
12.068 2.02 ng/ul 493441  Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 43
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 38
3 3-Amino-2-cyclohexenone 111 C6HINO 005220-49-5 38
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 38
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 38

Abundance Scan 1528 (12.068 min): BG063020.D\data.ms (-1524) (- | m/z 83.10 100.00%
3.1

83.
5000

167.2

UL s 12.00
Ly 2522 3483 4145 4911 . o5 19 83.88Y%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0

5000 e :
12.00

m/z 41.10 81.14%

o

126.0
150 4| T

LN L L I L L B I B B B B

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-

o

=

69.0
125.0 —
12.00
5000 m/z 125.10 80.38%
S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6901: 3-Amino-2-cyclohexenone el
83.0 12.00
m/z 69.10 51.36%
5000
ZIW
L ARSL
m/z--> 0 50 100 150 200 250 300 350 400 450 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\

Library Search Compound Report

Data File : BG@63020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS vial : 26

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 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 42 (DEL) Alkane: Cyclicl12.109 Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
12.109 2.05 ng/ul 501528 Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1-methyl-2-(3-meth... 140 C10H20 062238-07-7 64

2 Cyclooctane, butyl- 168 C12H24 016538-93-5 32
3 2,5-Dimethyl-5-hexen-3-o0l 128 C8H160 067760-91-2 27
4 2-Pyrrolidinone, 1-ethenyl- 111 C6HINO 000088-12-0 27
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 22
Abundance Scan 1535 (12.109 min): BG063020.D\data.ms (-1532) (- | m/z 55.10 100.00%
55.1
5000
1111
o e
12.00 12.50
199.2
0 "wwwﬁwhﬂy‘eq““_“3%94“H“‘H‘4?9f m/z 69.10  94.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #20776: Cyclopropane, 1-methyl-2-(3-methylpentyl)-
41.Q
5000 e L
12.00 12.50
‘ 111.0 m/z 56.10  86.23%
O\\\“\ f‘\\“‘w\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43496: Cyclooctane, butyl-
69.0
o o
12.00 12.50
5000 ITI/Z 41.10 71.81%
0 HMJJ‘MMHM"‘H“‘H“‘H“‘H“‘H“‘H“‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14433: 2,5-Dimethyl-5-hexen-3-ol — ——
56.0 12.00 12.50
m/z 73.10 58.84%
0 }W e Voo
m/z--> 50 100 150 200 250 300 350 400 450 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 32
R.T. EstConc Area Relative to ISTD R.T.
12.197 5.92 ng/ul 14441406  Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 50
2 3-Methyl-2-hexene 98 C7H14 017618-77-8 50
3 3-Methyl-3-hexene 98 C7H14 003404-65-7 50
4 [3-(Hydroxymethyl)oxetan-3-yl]lme... 310 C9H8F605 1000507-80-6 47
5 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 45

Abundance Scan 1550 (12.197 min): BG063020.D\data.ms (-1545) (- | m/z 69.10 100.00%
1

69.
5000
141.0

=
12.00 12.50

L‘ bl “I‘ 1983 2810 3850 523.

0l J e O R e AR ERERRAE m/z 97.05 87.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3728: 1-Pentene, 3-ethyl-
41.0
5000 ‘

I
12.00 12.50
m/z 43.10  85.53%

\ 98.0
O‘\J\"\\"Jl\\\Wl\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3724 3-Methyl-2-hexene

41.0

7
12.00 12.50

5000 m/z 41.10 62.33%
“ l 98.0
0“H\ﬂﬂﬂﬂw‘u“u“H‘w“u‘u“_“w‘u“u“_‘u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3727: 3-Methyl-3-hexene 7 ——
41.0 12.00 12.50

m/z 55.10 57.70%

h \WAJA\xﬂAJ\V\MfJ\ﬂWF
98.0
h\ﬂd]

R o e o — —
miz--> 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\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 45 unknown-06 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.479 5.83 ng/ul 1422390 Naphthalene-d8 10.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pent-4-enoyl amide, 2-methyl-N-3... 183 C11H21NO 1000420-35-5 11
2 Undecylenic acid 184 C11H2002 000112-38-9 11
3 5-Ethyl-3-hepten-2-one 140 C9H160 1000370-34-0 11
4 1,12-Bis(2-nitrophenoxy)dodecane 444 C24H32N206 155056-69-2 10
5 E-9-Tetradecenoic acid 226 C14H2602 050286-30-1 10
Abundance Scan 1598 (12.479 min): BG063020.D\data.ms (-1593) (- | m/z 43.10 100.00%
43.1
5000
1111
—
h} \ { H‘ | 183.1 238.6288.3339.1  410.6459.! 1250
O Ml (L 225 £99.0EC0 90908 PR m/z 41.10 55.74%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #57871: Pent-4-enoyl amide, 2-methyl-N-3-methylbutyl-
41.0
5000 ]
127.0 12.50
m/z 55.10 53.44%
ksl Ly 0
0’\\\ ‘[MM\\M‘WW\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #58528: Undecylenic acid
55.0
—
12.50
5000 m/z 57.10 39.99%
‘124.0
ol ““H‘.W w"Hh‘M L —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21512: 5-Ethyl-3-hepten-2-one —
43.0 12.50
m/z 111.10  29.85%
5000
111.0
o,"U‘”“W‘JM“H_H‘_H‘_m_‘wu”_m_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 unknown-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.667 17.84 ng/ul 369523  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-[1,2,4]Triazol-1-ylethanone 111 C4H5N30 015625-88-4 27
2 Ethanone, 1-(7-oxabicyclo[4.1.8]... 1408 C8H1202 015121-01-4 27
3 2-Acetylamino-3-cyano-propionic ... 156 C6H8N203 023513-78-2 17
4 Acetoxyacetic acid, morpholide 187 C8H13NO4 1000307-08-8 17
5 Muscimol 114 C4H6N202 002763-96-4 16
Abundance Scan 1630 (12.667 min): BG063020.D\data.ms (-1625) (- | m/z 43.10 100.00%
43.1
- M
1111 aane -
’ ‘ 12.50 13.00
0 Wﬂﬂ“%hhﬁ???‘H‘wgg%?H?ﬁQE“w‘w“H‘?3§f m/z 55.10  33.05%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #6831: 1-[1,2,4]Triazol-1-ylethanone
43.0
5000 —— —
12.50 13.00
‘ 111.0 m/z 41.15 31.05%
O\\L{’\‘\\‘\’J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #21302: Ethanone, 1-(7-oxabicyclo[4.1.0]hept-1-y)-
43.0
e e
12.50 13.00
5000 m/z 111.10 21.35%
a0
O - A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33340: 2-Acetylamino-3-cyano-propionic acid e —
43.0 12.50 13.00
m/z 69.10 21.08%
5000
113.0
ANl S
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 47 unknown-08 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.744  26.70 ng/ul 552896  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-(1,1-dimethylethyl)-4-m... 138 C9H140 006141-68-0 25
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 25
3 [4-(2-Chloro-6-nitro-phenyl)-pip... 363 C17H15C1FN303 1000294-59-7 22
4 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 18
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 18

Abundance Scan 1643 (12.744 min): BG063020.D\data.ms (-1639) (- m/z 111.10 100.00%

1111
55.1
5000

e
i‘ H 18?'2 293.1 354.9 . 12.50 13.00
“ I‘ sl . . 457.7 527. m/z 123,10 e a5

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20267: Furan, 2-(1,1-dimethylethyl)-4-methyl-
123.0

5000, 39.0 AL
12.50 13.00
m/z 81.18 78.61%

‘\\\!wH‘\“‘\H\M‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0

T
12.50 13.00
5000 m/z 55.10 72.13%

ol 11|
m/z--> 0O 50 100 150 200 250 300 350 400 450 500

Abundance #272336: [4-(2-Chloro-6-nitro-phenyl)-piperazin-1-yl]-(2-fl —
123.0 12.50 13.00
m/z 41.10 66.51%

5000
56.0
L1210 g0 as0

O P e e

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

s

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 unknown-09 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.838 16.22 ng/ul 336014  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 38
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
3 3-Hexyne 82 C6H10 000928-49-4 38
4 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 35
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35

Abundance Scan 1659 (12.838 min): BG063020.D\data.ms (-1655) (- | m/z 81.10 100.00%

81.1
5000
138.1
o~ o
H j 209.8 281.0 438.4 521 12:50 1300
. |
o ulih k), 2098 28103411 4384 5211 . gy 15  95.17%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6720: 1,4-Hexadiene, 3-ethyl-
81.0
5000

12.50 13.00
m/z 96.10 68.41%

A

JL I

O‘\\\!‘\\!‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6706: Cyclohexene, 1-ethyl-
81.0
4 —
12.50 13.00
5000 ITI/Z 67.10 55.44%
o‘?%$ﬂm*ﬂﬂ“w"H“‘H,‘H‘,H“,H“_“w“‘w“
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1353: 3-Hexyne e —
67.0 12.50 13.00
m/z 39.10 32.76%
h W
o“JWMMWM“H““‘H““‘M‘“,‘H‘,“‘w““‘u““u R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092324\
BG063020.D

: 24 Sep 2024 9:35
: RC/JU
: P3879-17

. 26

hod
le

ry

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 49 8-Oxabicyclo[3.2.1]Joct-6-en... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.673  81.33 ng/ul 1684468 Acenaphthene-die 14.495

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 8-Oxabicyclo[3.2.1]oct-6-en-2-on... 166 C10H1402 058705-36-5 53
2 1H-Imidazole-4-ethanamine, .alph... 125 C6H11N3 006986-90-9 52

3 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 47
4 1,1-Diethylpropargylamine 111 C7H13N 003234-64-8 43
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 43
Abundance Scan 1699 (13.073 min): BG063020.D\data.ms (-1693) (- | m/z 82.10 100.00%
82.1
5000
il
bbby Ly | 242430773632 4824 7 4110 21.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41274: 8-Oxabicyclo[3.2.1]oct-6-en-2-one, 1,4,4-trimeth
82.0
5000 —— :
13.00
ZTW m/z 81.10 17.99%
O "f‘\“l‘ujll’66.o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #12313: 1H-Imidazole-4-ethanamine, .alpha.-methyl-
82.0
T \
13.00
5000 ITI/Z 39.10 16.30%
0 ﬂﬂﬁ\ B L e o NI RAREEEEE sy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1310: 1H-Pyrazole, 1-methyl- T
82.0 13.00
m/z 180.15 14.30%
5000
7.
0 mﬁw\H‘\H\W\H‘\H\M\\W\H\M\\W\H\M\\w\u\
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 o0-Menth-8-ene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.126 11.96 ng/ul 247739  Acenaphthene-di10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Menth-8-ene 138 C10H18 015193-25-6 64
2 Cyclohexene,4-butyl- 138 C10H18 021524-26-5 58
3 3-Cyclohexen-1-one, 2,5,5-trimet... 138 C9H140 058795-34-9 47
4 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 45
5 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 38

Abundance Scan 1708 (13.126 min): BG063020.D\data.ms (-1704) (- | m/z 82.10 100.00%
82.1

5000 f
13.00 13.50
1511 |
o‘H‘lMMwwwwﬁpwH%?%?_?9ﬁﬂu‘_‘4ﬂ4§“u‘w‘§4?v m/z 96.10  89.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19391: o-Menth-8-ene
96.0
5000 e Pl L
13.00 13.50
27“} \ m/z 81.10  85.50%
O‘\\H\\“‘I\‘\“\H‘\\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19411: Cyclohexene,4-butyl-
81.0
—— 7
13.00 13.50
5000 ITI/Z 67.10 60.95%
geollllame
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20250: 3-Cyclohexen-1-one, 2,5,5-trimethyl- —— —
96.0 13.00 13.50
m/z 41.10 36.24%
5000
ZTW
0‘Hh”Whh‘H\h\\u‘u\w\u\‘u\w\u\‘u\w\u\‘u\w\ T —
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\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 Butanoic acid, butyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.255 97.30 ng/ul 2015220  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 80
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 59
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 56
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 56
5 Propanoic acid, 2-methyl-, hepty... 186 C11H2202 002349-13-5 56

Abundance Scan 1730 (13.255 min): BG063020.D\data.ms (-1719) (- | m/z 43.10 100.00%

43.1
5000

—
143. 13.00 13.50

2 .
o il TTiaora 200 stz oass T se 16 o661
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 = m—
13.00 13.50

m/z 89.05 77.77%

Jsoil] | a0

\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #15556: Propanoic acid, 2-methyl-, propyl ester
43.0

==
13.00 13.50

5000 m/z 71.10 72.87%
101.0
O e /LJ\ANVfAJKJL\Jv}
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #47016: Butanoic acid, hexyl ester ] =
43.0 13.00 13.50

m/z 41.10 64.37%

1l J 10 W

0 e A e e e —— S
miz—> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 52 unknown-10 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.378 11.57 ng/ul 239722  Acenaphthene-di10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 3-(1-methyl... 124 C8H120 001619-28-9 47
2 4-Nonyne 124 C9H16 020184-91-2 46
3 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 45
4 Furan, 2-methyl- 82 C5H60 000534-22-5 38
5 Cyclohexene, 3-(bromomethyl)- 174 C7H11Br 034825-93-9 38

Abundance Scan 1751 (13.378 min): BG063020.D\data.ms (-1748) (- | m/z 81.10 100.00%
81.1

1511

5000

\

]| 220 465.3 e
bbb 22a2 4653 7 82.10 85.62%

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

Abundance #12085: 2-Cyclopenten-1-one, 3-(1-methylethyl)-

82.0

o

5000
27.0 13.00 13.50

m/z 151.05 68.32%

‘\\‘}\J\H‘“HJ\ "1‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12118: 4-Nonyne jA
67.0
AN A N

o

13.00 13.50
5000 ITI/Z 67.10 67.62%
H’ 124.0
oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3259: 1,4-Hexadiene, 4-methyl- — —
81.0 13.00 13.50
m/z 95.10 62.96%
5000
27.
O‘MH*‘ B P
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\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 Propanoic acid, 2-methyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.466 65.81 ng/ul 1363010  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 59
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
5 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 50

Abundance Scan 1766 (13.466 min): BG063020.D\data.ms (-1760) (- | m/z 71.10 100.00%

71.1
5000
| 13.50
143.1 :
or LM 1007 91 3me a0 4ty 0,75
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24129: Butanoic acid, butyl ester
71.0
5000 N

13.50
m/z 56.10  53.22%

15-% ’\ !

[T \i“\\\\‘\H\‘\H\‘\\H‘HH’HH‘HH‘HH‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester

o

-

71.0
13.50
5000 m/z 41.10 51.96%
015.% ‘ ‘ 129.0
e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester —
43.0 13.50
m/z 69.10 42.59%
5000
[ | lone
O,mw‘,‘ —_— 77— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 54 3-Heptyne, 5-ethyl-5-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.549 116.51 ng/ul 2413060  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyne, 5-ethyl-5-methyl- 138 C10H18 061228-10-2 55
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 53
3 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 53
4 Imidazole-4-carboxylic acid, 1-m... 154 C7H1@N202 041507-56-6 50
5 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 47

Abundance Scan 1780 (13.549 min): BG063020.D\data.ms (-1773) (- | m/z 109.05 100.00%

109.1
5000
41.1 162.0
“ Ul Ll osie e 458.8 —
0y hbwepbdewudy o EPEE YIRS m/z 82.10  55.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #19450: 3-Heptyne, 5-ethyl-5-methyl-
109.0
5000
13.50
m/z 41.10 22.61%
Or \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #12204: Cyclohexene, 3,3,5-trimethyl-
109.0
T T
13.50
5000/ 410 m/z 39.10  21.60%
0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #6234: 2,6-Pyridinediamine —
109.0 13.50
m/z 55.10 20.36%
5000
39.0
Y o
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 55 unknown-11 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.678 78.30 ng/ul 1621740  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 47
2 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 47
3 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 47
4 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 47
5 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 43

Abundance Scan 1802 (13.678 min): BG063020.D\data.ms (-1791) (- | m/z 109.10 100.00%
109.1

%

5000
=
a1l H 13.50 14.00
0 H‘*"“"‘”Uuw \H“'JM‘21‘5"226?7‘9"?’4‘1‘?‘49‘1”1”“‘7@‘5 m/z 82.10  46.47%
m/z--> O 50 100 150 200 250 300 350 400 450
Abundance #6233: 2,3-Pyridinediamine
109.0
5000 e R
13.50 14.00
55.0 m/z 156.10  37.32%
O\\\A\”“dl\.\!\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6247: Pyridine, 2,5-diamino-
109.0
AU
1350 14.00
5000 ITI/Z 141.05 27 .80%
54.0
o“\‘!““‘wﬂw R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6242: 2,6-Pyridinediamine T =
109.0 13.50 14.00
m/z 41.15 15.88%
5000
55.0
0 H‘U‘MJ‘JJ““ T T SRS S
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG@63020.D

Acqg On : 24 Sep 2024 9:35

Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 56 Propanoic acid, 2-methyl-, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.772 175.56 ng/ul 3636010  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 80
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
4 Propanoic acid, 2-methyl-, 4-met... 172 C10H2002 035852-44-9 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64

Abundance Scan 1818 (13.772 min): BG063020.D\data.ms (-1811) (- m/z 56.10 100.00%
56.1

-

5000
‘ l 143.1 13.50 14.00
Ol Ly 2211 8206 4156 5060y 43.10  85.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 ‘ T
13.50 14.00
m/z 71.10 83.33%
15.$ ‘ 144.0
O\\\‘{“L\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

N

= ==
13.50 14.00
5000 m/z 89.10  74.92%

27”' | ‘ 143.0
O S S

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

-

Abundance #24239: Propanoic acid, 2-methyl-, butyl ester
43.0 13.50 14.00
m/z 41.10 59.35%
5000
(|| 20
ok =i s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 57 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.019 18.56 ng/ul 384308 Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004 074367-30-9 53
3 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15NO3 059906-54-6 50
4 Heptanal ethyl isopentyl acetal 230 C14H3002 1000431-60-5 47
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
Abundance Scan 1860 (14.019 min): BG063020.D\data.ms (-1856) (- | m/z 71.10 100.00%
71.1
H 14.00 |
143.0 :
ol “‘w\w“, b 2222 2816 8592 4181 /7 43.10  55.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 = :
14.00
m/z 89.10 37.24%
27'? } 173.0
O \“\‘ ‘\ “\ H\M\“’:\Lz\?\.\o‘ ‘\ \‘\.\ ‘ T \2\4.\3‘.(\)\ T ‘ LI ‘ L ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #181516: Propanoic acid, 2-methyl-, 2-ethyl-1-propyl-1,3-
3.0
14.00
5000 m/z 41.10 30.61%
0 ! ui J \\11901550
-
m/z--> 50 100 150 200 250 300 350 400
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro- = ‘
43.0 14.00
m/z 56.10 23.39%
5000
ol J L1020 1710
A7
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.265 45.94 ng/ul 951352  Acenaphthene-di1e 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 74
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
3 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 64
4 Butyric acid, dodecyl ester 256 C16H3202 003724-61-6 64
5 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 64

Abundance Scan 1902 (14.265 min): BG063020.D\data.ms (-1899) (- | m/z 89.10 100.00%
1

89.
5000
— —
|| 1432 14.00 14.50
ol 33 UL, 72005 2684 38624399 ., 71.1p 84.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 = .
14.00 14.50
m/z 43.10 66.95%
150/
o501 | | 1440

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

?

Abundance #24225: Propanoic acid, 2-methyl-, butyl ester
43.0
e =
14.00 14.50
5000 ITI/Z 56.10 49,72%
“ || 1010
0 A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #47131: Propanoic acid, 2-methyl-, hexyl ester —f— ‘J\ﬁ —
43.0 14.00 14.50
m/z 55.10 43.03%
5000

N

I \‘ 1\ \1'0\

Y R R R e R a o n e n e SO S _—
miz-> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 59 unknown-12 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.324  21.89 ng/ul 453393  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 49
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 016022-04-1 46
3 1-Methyl-6-methylenebicyclo[3.2.... 122 C9H14 1000210-90-0 45
4 Bicyclo[3.1.0]hexane, 6-isopropy... 122 C9H14 024524-58-1 42
5 2-Methyl-1-octen-3-yne 122 CO9H14 017603-76-8 38

Abundance Scan 1912 (14.324 min): BG063020.D\data.ms (-1908) (- | m/z 121.10 100.00%

121.1
77.1
5000 178.1
= oo
H ‘ “ 14.00 14.50
ol ;‘w‘“‘M“ Ml ) | 2202 3420 416. . 791  g5.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #18134: 1,3,6-Heptatriene, 2,5,5-trimethyl-
93.0
41.0
5000 - S
14.00 14.50
m/z 93.10 72.73%
O‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #18227: Bicyclo[3.1.1]heptane, 6,6-dimethyl-3-methylene
93.0
- e
14.00 14.50
000 410 m/z 91.10  64.46%
0 | ’ L —
m/z--> 50 100 150 200 250 300 350 400
Abundance  #11471: 1-Methyl-6-methylenebicyclo[3.2.0]heptane = Py
93.0 14.00 14.50
m/z 77.10 61.72%
o‘ L T
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc

ALS Vvial : 26 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 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.047 54.59 ng/ul 1130660  Acenaphthene-d10 14.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 98
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 98
3 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 97
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 95
5 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 95

Abundance Scan 2035 (15.047 min): BG063020.D\data.ms (-2026) (- | m/z 231.90 100.00%

231.9
5000
131.0
61.1 L — T
bl L]
0 bkl [ ‘ " | ol 8852 8050 h; 229.90  77.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-
232.0
5000 e :
15.00
131.0 m/z 233.80  48.72%
65.0 h
O‘\\\‘\“M\\lu\“‘\%“\\f‘f\\\[\\ l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #111921: Phenol, 2,3,4,6-tetrachloro-
232.0
T \
15.00
5000 ITI/Z 131.00 34.09%
131.0
61.0 H
0‘Huu‘pi‘*‘“u'*uh“HM“"HH*"H e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #111922: Phenol, 2,3,4,5-tetrachloro- — ‘
232.0 15.00
m/z 167.90 24.21%
5000 131.0 J\
AT ‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92324\
Data File : BG063020.D

Acqg On : 24 Sep 2024 9:35
Operator : RC/JU

Sample : P3879-17

Misc :

ALS Vvial : 26 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|
Benzene, 1-ethy... 6.956 11.4 ng/ul 2368600 1 7.861 4164290 20.0
4-Heptanone, 2,... 7.015 11.5 ng/ul 2391410 1 7.861 4164290 20.0
Benzene, 1l-ethy... 7.256 11.6 ng/ul 2420110 1 7.861 4164290 20.0
2-Heptanone, 4,... 7.309 43.7 ng/ul 9106840 1 7.861 4164290 20.0
Benzene, 1,2,3-... 7.520 20.9 ng/ul 4359970 1 7.861 4164290 20.0
1-Hexanol, 2-et... 7.955 20.0 ng/ul 4164290 1 7.861 4164290 20.0
Cyclohexanone, ... 8.319 66.2 ng/ul 13776900 1 7.861 4164290 20.0
(DEL) Alkane: S... 8.349 13.1 ng/ul 2722630 1 7.861 4164290 20.0
Benzene, 2-ethy... 8.502 7.7 ng/ul 1601910 1 7.861 4164290 20.0
unknown-01 8.854 7.1 ng/ul 1477280 1 7.861 4164290 20.0
Benzene, 1l-ethy... 8.966 7.3 ng/ul 1510420 1 7.861 4164290 20.0
unknown-02 9.365 6.1 ng/ul 1490990 2 10.652 4882850 20.0
unknown-03 9.453 9.8 ng/ul 2383990 2 10.652 4882850 20.0
unknown-04 9.653 6.0 ng/ul 1466290 2 10.652 4882850 20.0
(DEL) Alkane: C... 9.906 3.0 ng/ul 732371 2 10.652 4882850 20.0
unknown-05 10.934 6.9 ng/ul 1693380 2 10.652 4882850 20.0
(DEL) Alkane: S.. 11.034 9.2 ng/ul 2237600 2 10.652 4882850 20.0
(DEL) Alkane: S.. 11.157 5.7 ng/ul 1401020 2 10.652 4882850 20.0
(DEL) Alkane: S.. 12.068 2.0 ng/ul 493441 2 10.652 4882850 20.0
(DEL) Alkane: C.. 12.109 2.0 ng/ul 501528 2 10.652 4882850 20.0
(DEL) Alkane: S.. 12.197 5.9 ng/ul 1444146 2 10.652 4882850 20.0
unknown-06 12.479 5.8 ng/ul 1422390 2 10.652 4882850 20.0
unknown-07 12.667 17.8 ng/ul 369523 3 14.495 414216 20.0
unknown-08 12.744 26.7 ng/ul 552896 3 14.495 414216 20.0
unknown-09 12.838 16.2 ng/ul 336014 3 14.495 414216 20.0
8-Oxabicyclo[3.... 13.073 81.3 ng/ul 1684460 3 14.495 414216 20.0
o-Menth-8-ene 13.126 12.0 ng/ul 247739 3 14.495 414216 20.0
Butanoic acid, 13.255 97.3 ng/ul 2015220 3 14.495 414216 20.0
unknown-10 13.378 11.6 ng/ul 239722 3 14.495 414216 20.0
Propanoic acid,... 13.466 65.8 ng/ul 1363010 3 14.495 414216 20.0
3-Heptyne, 5-et... 13.549 116.5 ng/ul 2413060 3 14.495 414216 20.0
unknown-11 13.678 78.3 ng/ul 1621740 3 14.495 414216 20.0
Propanoic acid,... 13.772 175.6 ng/ul 3636010 3 14.495 414216 20.0
2,2,4-Trimethyl... 14.019 18.6 ng/ul 384308 3 14.495 414216 20.0
Propanoic acid,... 14.265 45.9 ng/ul 951352 3 14.495 414216 20.0
unknown-12 14.324 21.9 ng/ul 453393 3 14.495 414216 20.0
Phenol, 2,3,5,6... 15.047 54.6 ng/ul 1130660 3 14.495 414216 20.0
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